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Aquatic Chemistry
Course program for engineers

Aquatic Chemistry

= Introduction (lecture + Starting with PHREEQC 3) for engineers
 PHREEQC — PHREEQC Interactive — PHREEQC-COM

= Drinking water (App la+b ) .

» Chemistry: SI / CCPP / Buffercapacity / Corrosion
* Engineering: lonic balance / Conductivity / Mixing

« Gases in water (App 2a+b+c)
» Chemistry: solubility O,, N,, CO, , CH, etc
* Engineering: P*V/T = R / Biodegradation wastewater

e Hardness and pH (App 3a+Db)
» Chemistry: acid/base, solubility CaCO,, FeCO;, etc
» Engineering: pH control / Neutralization / Softening _viway ooen
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App la - Drinking water
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11 Sample description  [Erinking water ] Assumaton
13 Ml =mgkgs smgkgy  Drinking waber:
[ 15 Basic data 7 e - o = [
Hf 14 L 0¥ mmolkgw mglL L
oL - E—— |~ 70 <95 ...
B} L SR [ e il
w - L
i Ta ™l =0 | [0 mmomgw | [Totnaranests T mees hL
i} Mg mol 500 021 mmolge Tol Hardness = 1 mmok WL
o] Ha mpL 430 209 mmoligw <150 [
21 K v B S I 1 T O 1]
= “re m m m “ha ol Kl
iz un maL 000 mmolige <005 i B
|2 LA et 9@ mooigw, | 0@ mat HL
25 4 m ﬂﬂ ol - HiLl
26 Ba -8 000 mmolkgw E ML
Ll Cadmium =] [ 000 molegw £l (18 i
] Cu gl 000 mmolgw 2000 sl [
P 000 mm [
L 000 L
S0 .00 [
ML

ZEZEEEEREE

Requires:
e module IPhreeqcCOM installed (in Windows)
= macros enabled (in Excel)
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Aquatic Chemistry for engineers
Module : Drinking water (aerobic water

Water analysis report:  [emecrmsmrirtsnes
Y P .
® Tel I Iperatu re 11 OC Module [Crinking water !
with water quality check for macro parameters
O 1 1 3 m g/ L Phreegc [nput for all stimela.dat parameters for aercbic water (no input of C(-4), 5(-2), N(0) and pe)
.
2 Sample description  [Drinking water | Assumption:
mg/L =mg/dkgs =mgdkgw  Drinking water:
® p H 7 8 Basic data Temperatre T T 7.0 =25 G O
. Oxygen 02 maiL 11,3 0,35 mmaolikgw ] maiL ML
pH = 7.80 =70 <95 NL|
Conductivity (EC measured, att °C}) m&im 32 3427 iSiem <125 (20 ') mSim L]
® EC 31 2 mS/m (312 lJ.S/Cm) Total dissalved solids (TDS residue} mall - NL
N Cations|Calcium Ca mg/L 380 0,95 mmolikgw Tot. Hardness = 1 mmal ML
Magnesium Mg mgiL 5,00 021 mmolikgw Tot. Hardness = 1 mmali NL
Sodium Na magiL 480 2,00  mmaolikgw <150 maiL ML
® Ca 38 mg/L Potassium K magiL 0,00 mmolikgw - L
Iron Fe mail 0,00 " mmaolikgw <020 mail L]
Manganese Mn mgiL 0,00 mmolikgw =0.05 mgiL NL
Ammonium (inert) MNH4 magilL 0,00  mmolikgw =0.20 mail ML
® M g 5 m g/L iuminium A gl .60 mmoilkow B KL
Barium Ba g/l 0,00  mmolikgw - ML
Cadmium cd g/l 0,00  mmolikgw =5 ol ML
Copper cu uglL 0,00 mmaolikgw <2000 ugiL ML
Lead Pb uglL 0,00 mmaolikgw <10 ugiL NL|
® N a 48 I I I g/L Lithium Li pgiL 0,00 mmaolikgw - NL|
Strontium sr pall 0,00 mmolikgw - NL
. . Zinc zZn g/l 0,00 mmolikgw = 3000 paill ML
Anions|Hydrogen carbonate (as Alkalinity) HCO3 magilL 188 3,08 mmolikgw =G0 mgiL ML
® AI kal I n Ity 188 I I Ig/L HC03 Chloride cl magiL 28 079  mmolkgw =150 mail NL|
Mitrate NO3  mall 0,00 mmaolikgw <50 maiL NL|
Sulfate S04 maiL 0,00 mmalikgw <150 mail NL|
® CI 28 m g/L Filorids 3 giL G007 mmoiikow o9 giL il
Bromide Br magilL 0,00  mmolfkgw - ML
Phosphate PO4 magiL 0,00  mmolkgw - ML
Mitrite NO2 mgilL 0,00  mmolikgw =01 mgiL ML
Naon-charged|Silicate Si mgiL 0,00  mmolikgw - NL
Boron B uglL 0,00  mmaolikgw <500 ugil L]
Run PHREEQC |
- 0,> 0.1 mg/L
[ J

So: no CH,, no H,S

] . . .
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Aquatic Chemistry for engineers
Input - Output control

* PRINT
-alkalinity true # prints species that contribute to alkalinity. Default: false

SELECTED_OUTPUT

[ ] AI kal I n Ity # Tip: use infexcluding # as line start for switching (defaults = true)

ile selected.out.txt # file name for tabulated output
# -selected_out false # set printing to the selected-output file on/off
-reset false # overwrites the default true values
-simulation true # prints simulation number
-state true # prints the type of calculation performed
-solution true # prints solution number
o S E L ECT E D O U T P U T -step true # prints reaction step number for batch-reaction
—_ -pH true # prints pH
-pe true # prints pe
-temperature true # prints temperature (Celsius).
® fo r tab I e O utp ut -alkalinity true # prints alkalinity (eq/kgw)
# -percent_error true # prints percent error in charge balance
totals C C(4) C{4) Ca Mg Fe Fe(2) Fe(3) Mn Mn{# element total concentration {mol/kgw) (name from 1st column under _MASTER_SPECIES)

) m t -molalities 02 C0O2 HCO3- CO3-2 CH4 Ca+2 CaH(# species concentration {mal/kgw) (name follows =-sign under SPECIES)
para e erS -saturation_indices  Calcite Aragonite Gypsum Anhydrite Dolo # Sl-values for PHASES

USER_PUNCH
-headings lon_Str Conduct Rho Charge Err Charge_Bal TotWat Cation Anion
-start
"9 PUNCH W
- USER_PUNCH % e
26 PUNCH RHO
- 30 PUNCH PERCENT_ERROR
ElU PUNCH CHARGE_BALANCE # equal to TOTMOLE("charge”)
[ J f t bI tp t 50 PUNCH TOT("water"}
O r a e O u u B0 PUNCH CALC_VALUE("Anion") + TOT("charge”) # Cation = Anion + ChargeBalans
70 PUNCH CALC_VALUE("Anion")
H -end
* special parameters
CALCULATE_VALUES # declaration of procedures {functions)
Anion # Calculate Anion concentration from Charge Balance (=Cat-An) and Error (={Cat-An)/(Cat+An))
-start
"0 DELTA = TOT("charge”) # Charge Balance as Concentration (equal to CHARGE_BALANCE / TOT("water”) )
20 ERROR = PERCENT_ERROR/100 # Error as Fraction

® CA L C U LAT E_VA L U E S :ig QK\TE([}?‘ELTNERROR “oETAE z igﬁ:{ﬁ '\]:szur:ﬁzlt:z an very small ERROR value
» Basic statements

] . . .
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Aquatic Chemistry for engineers
Input - Simulations

SOLUTION 1

 SOLUTION i e
-density 1
. -water 1
« water quality o u
O[0) 11.3
eH 7.80
- EQUILIBRIUM_PHASES -
Ma 48.00
- electron (pe) o ow
Mn 0.00
. N3] 000  asNH4
* solids LW e
Ba 0.00 ug'kgs
- gases -
Pb 0.00 ug/kgs
Li 0.00 ug/kgs
Sr 0.00 ug/kgs

Zn 0.00 ug/kgs

Alkalinity 188.00  as HCO3
- REACTION o

NEE) 000 as NO3
S(+6)  0.00 as 504

* adding chemicals o oo

p 0.00 as PO4
N(+3)  0.00 as NO2

# N(D) 1 N2(g) -0.1079 # SI[N2(g)] = log(pa) = log(0.78) = -0.1079

# Nig 1 Ntg(g) -0,1079 # SI[Nga2(g]] = log(pa) = lag(0.78) = -0.1079

Si 0.00 as Si

 REACTION_TEMPERATURE |, ..t ===
 other temperature UE St o cacing oo scpisiar)

USE solution 1
EQUILIBRIUM_PHASES # dummy to start final calculation, with identical water guality
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Aquatic Chemistry for engineers
Output

e Simulation results
» Tabulated output

A | B C D E F G H I J K L M M
1 sim state soln step pH pe  temp(C) Alk{eg/kgw Cimol/kgw C{4)(imol/kgw) C{-4){mol/t Cajmol/kgn Mg{mol/kg Fe{mal/kgv H
2 1 i_soln 1 -99 7.80 14,00 11,0 3,08E-03 3,19E-03 3,19E-03 0,00E+00 948E-04 2 06E-04 0,00E+00
3 |2 react 1 1 7.80 14,07 11,0 3,08E-03 3,19E-03 3,19E-03 0,00E+00 948E-04 2 06E-04 0,00E+00
4 |3 react 1 1 7.78 14,09 11,0 3,07E-03 3,19E-03 3,19E-03 0,00E+00 942E-04 206E-04 0,00E+00
5 4 react 1 1 7,07 14,10 11,0 3,07E-03 3,19E-03 3,19e-03 0,00E+00 948E-04 2 06E-04 0,00E+00
6 |4 react 1 2 7.55 14,33 11,0 298E-03 3,19E-03 3,19E-03 0,00E+00 948E-04 206E-04 0,00E+00
7|5 react 1 1 7.24 10,82 60,0 277E-03 3,04E-03 3,04E-03 0,00E+00 7, 93E-04 2 06E-04 0,00E+00
8 |5 react 1 2 7.05 9,19 90,0 241E-03 2 86E-03 2 86E-03 0,00E+00 612E-04 2 06E-04 0,00E+00
9

5 . . .
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Aquatic Chemistry for engineers
phreeqc.out

Solution composition:
. .
e Simulation results e
Alkalinity 3.082e-003 3.082e-003
- Ca 9.484e-004 9.484e-004
* Linea output a
Mg 2.057e-004 2.057e-004
Ha 2.08%9e-003 2.089e-003
o0y T7.065e-004 7.065=-004
Description of solution
pH = 7.800
pe = 14.000
Specific Conductance (uS/cm, 11 o) = 283
Density (g/cm3) = 0.89985
Volume (L) = 1.00063
BActivity of water = 1.000
Ionic strength = 5.224e-003
Ma== of water (kg) = 1.000e+000
Total carbon (mol/kg) = 3.1%942-003
Total COZ (mol/kg) = 3.1894e-003
Temperature (deg C) = 11.00
Electrical balance (eg) = &.248e-004
Percent error, 100%(Cat-|&n|)/(Cat+|&n|) = 6.41
Iterations = 7
Total H = 1.110155e+002
Total ¢ = 5.551638e+001
Redox coupl
Redox couple pe Eh (volts)
©(-2)/0(0) 14.0741 0.7935
Distribution of speci
Log Log Log mole WV
Bpecies Molality Aeotivity Molality Actiwvity Gamma em3/mol
CH- 2.18%e-007 2.027e-007 -6.6860 -6.6393 -0.033 -4.83
H+ 1.697e-008 1.585=-008 -7.770 -7.800 -0.030 0.00
H20 5.551e+001 9.99%e=-001 1.744 -0.000 0.000 18.02
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Aquatic Chemistry for engineers
Results for engineers

Run PHREEQC
Overall parameters Cations meq/kgw 4,36 440 meglkgw
» Relevant results only e e W
‘Conductivity (EC att) msim 283 =125 (20 °C) m3im ML
Total dissolved solids (TDS) mail 307
® Read able Outp ut lonic strength mmaolikgw 52
Total hardness mmolikgw 1,15 65 'D =1 mmaoliL ML
\apor pressure water atm 0,01
Density kil 1,000
Redox conditions Oxygen mmolikgw 0,35 021 atm
pe (electron activity) pe - 14,07
Redox potential Eh mV 793
Correctness checks Charge difference meg/kgw 0,52 0,52 meagkgw =0.2megl {an=3) 3M1030E
Percentage error (100*(Cat-|An|M(Cat+|An|) B,4%
EC ratio, calculated/measured - 0,91 =09 =11 SM 1030E
= TDS ratio, measuredicalculated - - =10 «1.2 SM 1030E]
® POSt_CaICu Iatlons Cations to measured EC ratio (*10) meq mikgw.ms 154 =09 =11 5M 1030E]
Anions to measured EC ratio (10) meq.mikgw.ms 135 =0.9 =1.1 S 1030E
TDS to EC ratio, measured (110) mg.miL.mS - =055 =0.7 SM 1030E]
- - TDS to EC ratio, calculated (110) mg.miL. mS 1,08 =055 =07 SM 1030E|
o U n It CO nve rSIOn Oxygen saturation (to air at sea level) tm/at 102, 7% =11 pr.
pH change by electron balancing (Phreeqc) - 0,000 =0.01 pr.
Carbon equilibrium pH (Hydrogen activity) pH - 7,80 =7.0 <95 ML|
Alkalinity m meg/kgw 308 =1 megil ML
Total Inorganic Carbon (TIC) TIC mmol/kgw 319 38 molLC
co2 co2 mmol/kgw 013 0,00 atm
HCO3- HCO3  mmolikgw 3,02 185 malL =1 mmaliL ML
C03 2- CO3  mmolikgw 001 0 mglL
dpH by 0.4 mmol HCI T kgw pH = 20,25
Buffer capacity BI mmollkgw ipH 0,32
. Calcite equilibrium ST (calcite) 8¢ = 0,02 =02 =03 ML
» Requirements checks . =
Calcite Precipitation Potential CPP mmaol/kgw 0,01 1 mg/L CaC03 =-0.05 =0.2 mmollL DE+opr.
Calcite Precipitation Potential at 60 €~ CPP-60 mmaolikgw 0,16 16  moll CaCO3
(Calcite Precipitation Potential at 90 € CPP-90 mmalikgw 0,34 34 mall CaCo3
Other scaling solids Aragonite Sl CaCo3 -013 =0.3 pr.
Gypsum sl Cas04.2H20 = =03 pr
Anhydrite sl Caso4 = =03 pr
Dolomite sl CaMg(C03)2 -0,69 =03 pr.
Hydroxyapatite sl Ca5(P04)30H| |-1000,00 0.3 pr.
Corrosion Pb solvency potential Pb ug Pb/ kgw 167 =200 ML
. Cu solvency index Cul - 13 =0 ML
‘Corresion index $1 (galvanized, pitting) - 0,26 <05 CEN|
e G raph ICS (nOt Shown) ‘Corrosion index 32 (galvanized, selective) - - =1 or=3orNO3=03 CEN|
Corrosion index S (copper, pitting) - - =15 CEN
Elements | Species C (in TIC) mmolikgw 3,19
co2 4,0%
HCO3- 94,7%
CO3 2- 0,2%
Ca mmolkaw 095
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Drinking water
What causes the charge difference?

 Cations: 4.36 meqg/kgw
= Anions: 3.83 meqg/kgw
 Difference: 0.52 meg/kgw (6.4 %)

| Run PHREEQC

Overall parameters Cations 440 meaglkgw
Anions i megikgw N 387 mealkagw |
Conductivity (EC att) =125 (20 "C) mS/m ML
Total dissolved solids (TDS)
lonic strength
Totalhardness . __.._....mmollkgw 65 'D s mmolil ML
Vapor pressure water
Density

Redox conditions Oxygen 021 atm
pe (electron activity) pe
Redox potential Eh

Correctness checks Charge difference 052 meglkgw =02meg/lli{an=3) SM1030E
Percentage error (100*(Cat-|An| W Cat+|An|)
ECTatio, calculatedimeasured =TT =0.9 =11 SM1030E
TODS ratio, measured/calculated =10 =12 SM1030E
Cations to measured EC ratio (*10) =09 =11 SM 1030E]
Anions to measured EC ratio (*10) =089 =11 SM 1030E]
TDS to EC ratio, measured (10} =055 =0.7 SM1030E
TDS to EC ratio, calculated (/10) =0.55 <0.7 SM 1030E|
Gijgen Saturaion (1o ai 4 Sea level) T amism i
pH change by electron balancing (Phreeqc) ] = 0.01 pr.

Carbon equilibrium pH (Hydrogen activity) pH - 780 =7.0 <9.5 ML
Alkalinity m mealkgw 308 =1 megiL ML

e | give you 5 minutes....
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Drinking water
What causes the charge difference?

e Answer:
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Drinking water
What causes the charge difference?

e Answer:

= Missing anion
 Cation > Anion 0.52 meg/kgw
* EC measured = 31.2 mS/m > EC calculated = 28.3 mS/m

e Extra anions 0.52 meqg/kgw =

* NO; 1- 0.52 mmol/kgw 32 mg/L 30.7 mS/m
« SO, 2- 0.26 mmol/kgw 25 mg/L 30.4 mS/m
° F 1- 0.52 mmol/kgw 10 mg/L 30.2 mS/m

= Most probably:
« SO4 only 16% of max. content for drinking water

] . . .
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Drinking water
Further output values in App Drinking water

» Drinking water regulations (Netherlands / SM / CEN)

e Overall parameters (Cation / Anion / Total hardness / EC etc)

= Redox conditions (O, / pe / redox potential)
« Analysis correctness checks, acc. Standard Methods 1030E

e Carbon equilibrium
« TIC : CO, / HCO, / CO;4
* bufferindex / dpH 0.1 mmol HCl/kgw
 Calcite equilibrium
Sl calcite, pHs
» CCPP (actual temp / 60 C /90 C)
= Sl of other scaling solids
e Corrosion indices
= Major species

3y

1 mgl CaC0d *005 <02 mmell DE
L

mgil Caco3
34 mgl Cac0d

888z zanaa

Aquatic Chemistry for engineers

]
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Conclusions - Lessons learned
Engineers versus Researchers

e Engineers use PHREEQC in predesigned Excel versions
* no PHREEQC programming skills required
 easy input with ‘normal’ units etc.
 additional relevant output data provided

440 Mmook
1| 287 meangw

» Researchers use PHREEQC
* in predesigned Excel versions
* in Excel with own program lines
« in Excel for addional graphs
 developing Excel for Engineers

115 | mEsw -1 mimel 1

021 am

053 megkgw

°§5s
3y
7

Cac0d) [+ EE e OE Y
1% Cacod
34 mg Cacod

i

 Original PHREEQCI
 only for input help / online manual

B88zzrannn
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Drinking water

» Self study problem: Drinking water — P&P: page 225

Computation ionic balance

A single unknown concentration can be computed using an ionic balance.

In order to do this, the valence concentration for each component is computed:

Compound  Weight concentration  Molar mass  Molar concentration Valence

Valence concentration

{mg/l) (g/mol) (mmolfT) {meq/l)
Cations:
Na- 63 23 274 1 274
K- 5 39 0.13 1 0.13
Ca> 45 40 1.13 2 225
Mg> 9 245 0.37 2 073
Fe> 4 56 0.07 2 0.14
Mn> 1 55 0.02 2 0.04
NH,* 2 18 0.11 1 011
Total 129 6.14
Anions:
CF 73 354 208 1 206
HCO, 151 61 248 1 248
NO,- 1 78 0.01 1 001
S0 Unknown 96 ? 2 ?
Total ? 6.14

From the ionic balance it follows that the total valence concentration of the anions should also be 6.14

What causes the charge difference?

P. J. de Moel
J.Q. J. C. Verberk
J. C. van Dijk

. kiwa gy Fupeift

Note 1:
Use inert [Fe+2] and [Mn+2]

Note 2:
Cations and Anions

27l are smaller in PHREEQC
Therefore, the amount of SO, should be 1.60 meg/l (=6.14-206-248-0.01). . .
Conclusion: SO,> = 1.60 meg/l =1.60/2 = 0.80 mmol/l =088x96 =77 mg/. due to |On-pa| IS
The total amount of dissolved matter amounts to 431 mg/l (=129 + 73 +151+1+77).
TU Delft Aquatic Chemistry for engineers 15




Questions?
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Aquatic Chemistry for engineers
Module : Mixing of water (App 1b)

« What is the pH of mixed water ?

epH: 93 + 74 = 2?7
* Sl : 0 + 0 = <0
gS
24
s3
- 2
1
0 = M.
HCO; (mmol/1)
 Application
 Drinking water : hard water + soft water
« Sewerage / wastewater: rain water + domestic wastewater
% | | |
TU Delft Aquatic Chemistry for engineers 17




App 1b — Mixing of water

e Open App_1b.xlsm:

Requires:
e module IPhreeqcCOM installed (in Windows)
= macros enabled (in Excel)

] . . .
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Aquatic Chemistry for engineers
Module : Mixing of water

P 1 - Soft Water "AQUATIC CHEMISTRY for Engineers
-
—_— —_— Module [Fiiing of viater 1
L] a j— I I Ig — . I I II I IO gW TG of 2 Giferent Solmans from Alkalinity and pH
Phreeqc Inputfor all stimela.dat parameters, for aerobic and anaerobic water (SOLUTION_SPREAD) \
° H — 9 33 / AI k — O 4 me /k W Sample description  [Miing soft and hard water, both In equillbrium with Calche 1 z ] Math.,
—_— j— After
p . - q g Basic data Temperature T T 00 00 00 00 electron
Oxygen 02 mail 00 E balance
o pH = 933 738 933 933
- Nietfiane (ingri) CHA™ g z 0,00
® ar Wa er Sulfide (inert) H2s  mall - 0,00
"= ne iy}, pe = - 986
Condictvity (measurad, a6 EE™ f
Total dissolved solids (residue) DS mgl na
Cations|Calcum Ta mall 50 500 80
» Ca = 80 mg/L = 2 mmol/kgw -
Sodium Na mail 00
Potassium K malL 00
ifan Fe mail 0,00
Manganese un mail 0,00
« pH=7.36 /Alk=4 meg/kgw
_— - _— [Aluminium Al HalL 00
Barium Ba HolL 0,00
Cadmium Cd HolL 0,00
Copper cu ual 00
Lead Pb ual 00
Lithium Li HolL 00
Strontium Sr HolL 00
Zinc zn HolL 0.0
Anians|Fydragen carbonate (as Alkalinty) HCO3 _ mgilL 24 244 24 24
» Calculate pH and SlI: B :
Nitrate NO3  mglL 00
- Surate 304 moL 0,0 00
Filioride F mail 0.00
Bromide Br mail 0,00
- — Phosphate PO4  maolL 0,00
[ ) A 1 j— 100% Witrite NO2  maiL 0,0
- Silicate Si mgil 0
Boron B Bl 00
- —_— 0 Flow Flow [} L | a0 | T | a0 0
[ ] j— 0 Proportion of total flow Qiatotal % 100.0% 0.0% 1000% | | 100.0%
.
Run PHREEQC |

*C: 1=2=50%

| give you 3 minutes....
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Aquatic Chemistry for engineers
Module : Mixing of water

A n SWe rS - AQUATIC CHEMISTRY for Engineers
=
Module Mixing of water 1)
Tnang of 2 aiferent sollions from Alkalinity and pH
Phreeqe Input for all stimela.dat parameters, for aerobic and anaerobic water (SOLUTION_SPREAD) =
Sample description  [Miing soft and hard water, both In equillbrium with Calche 1 z ] Math.,
After
Basic data Temperature T T 10,0 10,0 10,0 10,0 electron
Oxygen 02 mgiL 5 balance
pH pH S 933 7,36 933 933
Wiethians {inerij GHE™ ™ mgi & 0,00
Sulfide (inert) H25  mgl = 0,00
pe (electron activity) pe S = 9,86
Conductivity (measured, att G (3 maim naE
Total dissolved solids (residue) DS mgl na
Cations|Calcium Ca maiL 8,0 80,0 8,0
WMagnesium Mg maiL 0,00
Sodium Na maiL 0,0
Potassium K mai. 0,0
Iron Fe maiL 0,00
Manganese Hn maiL 0,00
[Ammonium (inert) NH4_ mal 9.00
Aluminium Al HolL 00
Barium Ba HolL 0,00
Cadmium Cd HolL 0,00
Copper Cu ol 0,0
Lead Po HalL 0,0
Lithium Li HolL 00
Strontium Sr HolL 00
Zinc Zn HolL 0.0
Anians|Hydragen carbonate (as Alkalinty) HCO3  mgiL 74 744 24 24
Chloride cl mgiL 0
Nitrate NO3  mgill 0,0
Sulfate 504 . mal 0.0 0.0
Fluoride F maiL 0,00
Bromide Br maiL 0,00
Phosphate PO4 maiL 0,00
Nitrite NO2 maiL 0.0
Silicate Si mall 0
Boron B gl 0,0
Flow Flow Q m3/h 100 o 100 100
Proportion of total flow QQtotal % 100,0% 0.0% 100.0% 100,0%
Run PHREEQC |
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Aquatic Chemistry for engineers
Module : Mixing of water

Answers:

Flow Flow Q LED 50 50 100
Proportion of total flow Q/Qtotal % 50,0% 50,0% 100,0%
1
Run PHREEQC |
Jatter electron
[Overall parameters  [Cations meq/kaw 039 217 215
- [Anions meg/kaw 0,39 218 215
@ Conduchity (caicliated, at1C) EC msim 28 143 42
= Total dissolved solids oS mgl 32 178 178
lonic strength 18 mmolikow 05 33 32
Totalhargness . TH  mmolkgw 02 11 1,1
- [Vapor pressure water pa alm 0,07 0,61 0,01
[ ] I n u t Density tho kall 1,000 1,000 1,000
= [Redox conditions [Oxygen 02 mmollkgw 0,00 0,00 0,00
pe (electron activity) pe - 9,86 1167 10,91
Redox potential Eh mv 553 655 612
- orrectness checks  [Charge difference meqlkaw 0,00 0,00 0,00
® Percentage eror (100*(Cat-|An|)/(Cat+|An|) -0.1% -0,1% -0.1%.
Ll EC ratio, calculatedimeasured - - - - -
T ted - B - - =
I salevel] T Eimiaim 0.0% 5% 0.6 0,0%
- pH change by electron balancing (Phreeqc) - 0,00 0,00 - 0,00
Y H _— 7 3 6 S I _— O I n ut 2 pe change by electron balancing (Phreeqc) _ _ _ _ _
- . - arbon equilibrium  [pH (Hyarogen activity) oH B EES) 7,36 745 8,35
(Alkalinity m meq/kgw 0,40 4,00 2,20 2,20
Total Inorganic Carbon (TIC) Tic mmolikgw 0,36 4,45 241 219
- coz C02  mmolkaw 0,00 0,46 0,21 0,03
o HCO3 - HCO3  mmolikgw 033 393 217 2,11
- co32- €03 mmolikgw 0,03 0,00 0,00 0,02
alcite equilibrium  [ST{calcite) Slc - 0,00 0,00 0,39 0,50
Calcite Precipitation Potential CPP___ mmolikgw 0,00 0,00 011 0,07

* pH=7.45 (not 8.35)

« SI =-0.39 (aggressive)

¢ CCPP = - 0.11 mmol/kgw

* CCPP = - aggressive CO,
 aggressive CO, = 0.11 mmol/kgw
» pe not reliable (no redox elements)
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Aquatic Chemistry for engineers
Module : Mixing of water - PHREEQC code

B0 PUNCH CALC_VALUE("Anion"} + TOT("chargs”)  # Cation = Anion = ChargeBalans
0 PUNCH CALC_VALUE(Anion™}
-end
CALCULATE_VALUES # declaration of procedures (functions)
® C O d e fo r O t ut | Anion # Calculate Anion concentration from Charge Balance (=Cat-An} and Error (=(Cat-An(Cat=An)}
l I -start
p o DELTA = TOT("charge”) # Charge Balance as Concentration (equal to CHARGE_BALANCE / TOT("water”) )

20 ERROR = PERCENT_ERROR/100 # Error as Fraction
30 AN = (DELTA/ERROR - DELTANZ # Calculate by substitution

40 SAVE AN # Algorithm less reliable at very small ERROR value
L4 -end
% END # with an END statement the declarations above are regarded as "Simulation 1*
« SELECTED OUTPUT
SOLUTION_SPREAD
-units mo/kgs
—redox pe # if 020 then "0(-2)/0(0)" else if CH&»0 then "C{-4NC(4)" else "pe”
[ ] ~density 1
-water 1

j# Simulation 1 with water quality data from sheet AquaticChemistry

Number Temperat O(0) pH [C-4] -2 pe Ca Mg Na K Fe Mn [N-3] Al Ba Cd
as CH4 asHZS uglkgs  ug/kos  ug/kps]
L] [1 10.0 0.0 933 0.00 0.00 4.00 &.00 0.00 0.00 0.00 0.00 0.00 0.00 0.00 0.00 0.00
— 2 100 o0 736 0.00 0.00 400 &0.00 0.00 0.00 0.00 0.00 0.00 0.00 0.00 0.00 0.00
3 100 o0 835 0.00 0.00 4.00 4400 0.00 0.00 0.00 0.00 0.00 0.00 0.00 0.00 0.00
END # Simulation 1

# calculate pe (with electron balancing) for analyse check
j# for all =olutions.

USE SOLUTION 1; EQUILIBRIUM_PHASES ; END # simulation 2
. USE SOLUTION z EQUILIBRIUM_PHASES ; END # simulation 3
USE SOLUTION 3 EQUILIBRIUM_PHASES ; END # simulation 4

[# mix , values from initial solution

— M
L 1 / 2 / 3 (— I I lath) 1 0.50 # fraction x of SOLUTION 1 (= mass} is mixed with

s 0.50 # fraction y of SOLUTION 2 (= mass)
SAVE Solution 4
END # Simulation 5

» electron balance

USE SOLUTION 1 EQUILIBRIUM_PHASES ;
USE SOLUTION EQUILIBRIUM_PHASES ;

° |\/| |X USE soLmoN 4 FOULERUI PrsSES.
1 0.5 #0.5o0f Solution 1 (= mass)
« 2 05 #0.5o0f Solution 2 (= mass)
 EQUILIBRIUM_PHASES (for CCPP)

END # simulation &
END # simulation 7
END # simulation &
END # simulation 9

#ow e
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Conclusions - Lessons learned
Oxidation state (Redox

e ‘Funny’ pe results - T
|
y p ~ Home | Insert Pagelayout Formulas Data Review View Developer Add-Ins  Acrobat @& - & X
J“‘j &  |Aral -1 - ; General < 1‘}4 Salnsert - I- % ‘ﬁ
oo 3[BT A T B {5 % o - N Deie - || @ S0
aste 5 || s o in
= o[ & A~ e <8 % - | [EiFormat - | 2~ Fifer~ Select~
Clipboard ™= Font ] Alignment ] Mumber & Cells Editing
® | I |REEQC al Id IEEDOX 1a5 - | X
A B c o E[_F_JG[_n P =
1 | AQUATIC CHEMISTRY for Engineers
. .
2
5
» change in water qualit :
H
5 |Module of water
7 9 of 2 different waters from A adinicy and b
. g . 5
PY reactlons to red oX edqul I I brl um 5 Fhresgs | Bos For shptessss. WSSt for s bl 0 wrerobie it [SOLUTION, SERENDE
10
(| 1| Sample description iz cor and ford water, ot equitrom st G| 1] Math.,
| = After
| Basic data Temperature ¢ T 0.0 o electron
i [ 02 mgll balance
15 eH M. ...z 323 2,35
16 Methane CHE gl 000
1 H2S  mall 0,00
18 e, ESUPRT [ U N K
&) nelucthity (meazured, ot £ Gl £ i
20 Total diszolved zolids [reziduc] T08  mall
@ O O 21 Cations| Calcium Co  mal
2z Magneciam Mg mal
25 Sodium M2 mail
24 Fatagsium 3 mall
. a5 Fe mall
26 Mh mgil
« include a redox couple :
28 Al Vgl
28 B:  pgl
i cd  pall
. 31 Cu pgl
32 Pb pgil
- O, for aerobic water : : P2
2 34 Strontium & vall
35 Zine Zn Egil
36 Anionz| Fydrogen curbonats [az Alkaliny] | HCD3  magil 2
. 31 Chiaride cl mail
38 Hitrate NOZ  mall
o or anaerobic water ss
4 40 Fluoride F mgll
41 Eromide Br mail
42 Phesphate P04 mall
45 Hitrite NO2  mall
4t Silicate El mall
45 Eoron = yail
46
47 | Flow Flow @ mih |
48 Broportion of tokal How QiR kot %
43
52 | After electron balacing:
53 Overall parameters [ Cationz mealkan | 0,39
54 Aniens. meatkay
7 55 Conductivity [calculabed. at & 01 £ mdim | !
L] W at ap pene H M 4 » M AquaticChemistry . Run_Control Input - Output
Ready =
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Questions?
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Aquatic Chemistry
Course program for engineers

Aquatic Chemistry

= Introduction (lecture + Starting with PHREEQC 3) for engineers
 PHREEQC — PHREEQC Interactive — PHREEQC-COM

e Drinking water (App la+b) e
» Chemistry: SI / CCPP / Buffercapacity / Corrosion
* Engineering: lonic balance / Conductivity / Mixing

« Gases in water (App 2a+b+c)

» Chemistry: solubility O,, N,, CO, , CH, etc
* Engineering: P*V/T = R / Biodegradation wastewater

e Hardness and pH (App 3a+Db)
» Chemistry: acid/base, solubility CaCO,, FeCO;, etc
» Engineering: pH control / Neutralization / Softening _viway ooen
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Aquatic Chemistry for engineers
Module : Gases in water (App 2a)

* Solubility of O,
 Drinking water: aeration of groundwater
» Aerobic wastewater treatment
* Influences of temperature and ionic strength

.. iwa i fUDe\fI

 Solublility of other gases

« Carbon dioxide - CO, Water quality
* Methane — CH, 3.4+ 3.5

» Anaerobic wastewater treatment

 Application
 Drinking water : aeration / stripping (gas exchange)
« Sewerage / wastewater: aerobic and anaerobic treatment, digisters
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App 2a - Gases in water

* Open App_2a.xlsm:

Requires:
e module IPhreeqcCOM installed (in Windows)
= macros enabled (in Excel)

] . . .
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Aquatic Chemistry for engineers
Item : Solubility of gases in water

Computation of gas concentration in water

Compute the oxygen concentration in water, which is in free exchange to open air
(at 10°C, 1 bar = 101,325 Pa).

At sea level, air contains approximately 21 volume percent of oxygen. P. 4. do Moo
J.Q. J. C. Verberk

The molar fraction of oxygen amounts to 0.21. 4.C.van Dik
The partial pressure is 0.21 baror (101,325-021=) 21,300 Pa.

kiwa ‘fUDe\ft

The oxygen concentration in air is: (21,3007 (8.3143 - (273+10) ) =) 9.05 mol/m?3. = —

Having a Henry coefficient of 0.041 for oxygen, the oxygen concentration in water will be:

(0.041 - 9.05 =) 0.37 mol/m?.

At a molar mass of 32 g this amounts to (0.37 - 32 =) 12 g/m?(mg/l).

) . CW I - — pa
e Henry'slaw: H= —  with: Cy= for each gas
C RT
g
_ Pa
v TRT N

e A ic Chemi f '
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Aquatic Chemistry for engineers
[tem : Solubility of gases in water - oxygen

» Atmospheric (dry) air B "
* 0, 21% p, = 0.21 atm 1
. Water —_ . 1 . -
« Ca= 20 mg/L Alk=61 mg/L HCO, i | |
- Calculate O, content in water: = : 2 7] .
- B: at 25 °C L i EE
« C: at 90 °C z% %%
- D: at 10 °C in seawater . .ﬁ
assume for seawater extra NaCl:
Na = 0.47 mol/kgw =10,800 mg/L
Cl = 0.55 mol/kgw = 19,500 mg/L
| give you 3 minutes....
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Aquatic Chemistry for engineers
[tem : Solubility of gases in water - oxygen

Answers:

ABIUMEOA

] . . .
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Aquatic Chemistry for engineers
[tem : Solubility of gases in water - oxygen

Answers:

Run PHREEQC |
* O, content mmol/kgw  mg/L | B2 = [
2 Anions meqikagw 1,00
Conductivity (calculated, att °C) EC m3/m B,7 1 psSicm
Total dissolved solids TDS magiL 81
- 0 lonic strength 18 mmalikgw 15
[ ] Total hardness TH mmolikgw 050 28 D
- . . apor pi wat P atm 0,01
Density h kagil 1,000
0 Redox conditions Oxygen 02 mmolikgw 0,36 115 mal
[ ] B - 2 5 C 0 2 7 8 6 pe (electron activity) pe - 1497
L] L] L Redox potential Eh mv 840
Correctness checks  [Charge difference meg/kgw 0,00
Percentage error (100*(Cat-JAn[)/(Cat+|An]) 0,0%
) C - 90 OC 0 16 5 2 EC ratio, ured = =
- L = TDS rati ulaf - =
Oxygen sati sea level) atm/atm 102,2%
pH change by lancing (Phreeqc) - 0,00
- 0 pe change by electron balancing (Phreegc)
® . Seawater . . Carbon equilibrium  [pH (Hydrogen actvity) H - 7.00
Alkalinity m meq/kgw 1,00
Total Inorganic Carban (TIC) TIC mmolikgw 1,28 15  mglC
co2 coz2 mmolikgw 028 1221 mall
HCO3 - HCO3  mmolikgw 099 61 magll
C032- co3 mmolikgw 0,00 0 mail
'dpH by 0.1 mmol HCI / kgw pH = -018
= Buffer capacity BI mmolikgw /pH 051
 Higher temperature (phreeqc.out) | &= 5
. Equilibrium-pH (pHs or pH-Langelier) pH-L - 8438
Calcite Precipitation Potential CPP mmolikgw -026 11 mgll cO2
(Calcite Precipitation Potential at 60 C ~ CPP-60 mmolikgw -0.21 ] magil CO2
P 0 = — — —2 . 77 — Calcite Precipitation Potential at 90 C  CPP-90 mmaolikgw -014 6 mgiL CO2
- — — — . Gases in water Oxygen 02 mmaollkgw 0,36 115 mall
Mitrogen N2 mmaolikgw 0,00 00 mglL
Carbon dioxide C02  mmolikgw 028 12,21 mgll
0 - —_ —_ _3 1 1 —_ Methane CH4 mmolikgw 0,00 0,00 magll
- 90 °C: H=K=10311 = 0.00079 ‘- AlIRE
- . i NH3 mmol; 0,00 0,00 mall
Gases in gas
» Higher salt content (phreeqgc.out)
@ . " Elements | Species iC mmollkgw 128
— COo2 217% 12 mgll
« “Salting out” {O, } = gamma [O,]

« Seawater: gamma = 10 0053 =113
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Aquatic Chemistry for engineers
Module : Solubility of gases in water - PHREEQC code

70 PUNCH CALC_VALUE("Anion")
-end
= Code for output
CALCULATE_VALUES # declaration of procedures (functions)
Anion # Calculate Anion concentration from Charge Balance (=Cat-An) and
 PRINT / SELECTED OUTPUT etc st

10 DELTA = TOT("charge") # Charge Bal
20 ERROR = PERCENT_ERROR/100 # Error as Frg
30 AM = (DELTAJERROR - DELTA)2 # Calculate b
0 SAVE AN # Algorithm 18

’ SO L UT I O N 1 #END :::th an END statement the declarations above are regarded as "Simulation 1"
* 0(0) 1 0O2(g) -0.6778
element dummy phase SI = log(p,) [ow 1

-units mag/kgs

“redox 0(-2)/0(0) # if D2=0 then "0(-2)/0(0)" else if
-density 1
-water 1
-pe 4.00 # if pe = empty then pe =4
temp 10.0
0(0) 1 02g) 06778 # 51 = log(pa)
# N(0) 1 N2ig) 7 #NUM! # 5| = log(pa)
e Oth ers # Ntg 1 Niglg) 7 #NUMI # 51 = log(pa)
# cl4) 1 CO2(g) 7 #NUM! # 51 = log(pa)
# c4 1 [C-4]HA(g)” #NUM! # 5| = log(pa)
# 52 1 H2[S-2](g)” #NUM! # 5| = log(pa)
* electron balance S
Mg 0.00
Na 10800.00
e CCPP K 0.00
Fe 0.00

» Buffer capacity
« CCPP at 60 /90 °C
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Aquatic Chemistry for engineers
[tem : Solubility of gases in water — mixed gases

» Page 227/228

At sea level, air contains 78% nitrogen, 21% oxy-
gen,1% argon and 0.032% carbon dioxide. The
volume fractions of the other gases (methane,
hydrogen sulfide) are even lower. From this infor-
mation one can compute that water, when it is in Meiwa gy Fuoar
equilibrium with air at 10°C and 1 bar, contains 11.9
mg/l of oxygen (O,), 17.9 mg/l of nitrogen (N,) and
0.75 mg/l of carbon dioxide (CO,).

e Henry's law: H = Sw with: ¢ = Pa for each gas
C, ° RT
cC, = Pa H
RT
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Aquatic Chemistry for engineers
[tem : Solubility of gases in water — mixed gases

= Atmospheric (dry) air i
* N, 78%  p,=0.78 atm
- 0, 21% p,=0.2l1atm |~ B — :;ﬁ ; —
« Ar 1%  p,=0.01atm e o |l e
- CO, 0.032% p,=0.00032atm| = . - || ||
- Argon is not in stimela.dat ""“ W%

- Water A aalalis
- Ca= 20 mg/L Alk=61 mg/L HCO, - e ﬁ

» Calculate gas contents in water:
« A: at 10 °C

| give you 3 minutes....
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Aquatic Chemistry for engineers
[tem : Solubility of gases in water — mixed gases

Answers: @ p———— -

gegee
g'!!f!!!" 5

SCPPREEFEITEEOHTRERRLL | [
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Aquatic Chemistry for engineers
[tem : Solubility of gases in water — mixed gases

Answers:
PHREEQC DW P&P
Content mmol/kgw mg/L  mg/L
< 0, 0.36 115  11.9 e 3
°« N, 0.66 186  17.9 = .
- CO, 0.02 0.76 0.75

-
1:::‘1’ 12 mglC
0,02 076 mglL
» O, more soluble than N, wl o
Calcite equilibrium Sl (calcite) Slc = 20,29
Calls Frecpialon Fotentar - GPe Go2 | 1 maces
* PaN;=4*p, 0O, e | et
» CO, is very soluble B 1 1
in gas B = o 00 mat
* Pa O; =650 * p, CO, [O,] =18 * [CO,I [~
» CO, stripping > 1 mg/L S i oo
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Aquatic Chemistry for engineers
Module : Solubility of gases in water - PHREEQC code

= Code for output o
as
-redox 0(2)/0(0) # if 020 then "O(-2)/0(0)" else if CH
- PRINT / SELECTED OUTPUT etc Gy
;pe 100 4.00 # if pe = empty then pe =4
;EJT ' 02(q)  -0.6778 # 51 = log(pa)
# N(0) 1 N2(g)  -0.1079 # S| = log(pa)
» SOLUTION 1 SR A B
# c4 1 [C4]H4(g)” #NUM! # 51 = log(pa)
° O(O) 1 OZ(g) _06778 # 53922] ;0_00 H2[S-2](g)” #NUM! #5| = log(pa)
Mg 0.00
element dummy phase SI = log(p,) e oo
Fe 0.00
» Other gases N 000 st
# N(3)  0.00 as NH4
Al 0.00 ug'kgs
Ba 0.00 ug/kgs
Cd 0.00 ug'kgs
* Others Dk we

* electron balance

« CCPP

» Buffer capacity

« CCPP at 60 / 90 °C
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Conclusions - Lessons learned
Solubility of gases in water

e Content of gases in water:
» Can also be expressed as p, of gas
* Henry's law = equilibrium

 PHREEQC gives H,0 also as gas
* p, H,O = vapor pressure

wiieall

e PHREEQC is more exact:
* Influence gamma (ionic strength)

i
i géﬂ ®Cc

:

g
§
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Questions?
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Aquatic Chemistry for engineers
[tem : Solubility of gases in water — CO, and pH

Dissociation of carbon dioxide

A spring water factory puts 4.4 g CO, in 1 liter of demineralized water.
What will be the pH value of this water?

What amount of true CO, will be in the water?

What will be the pH value when 1 mmol/l HCO, is added?

P. J. de Moel
J. Q. J. C. Verberk

J. C. van Dijk

The inserted amount of CO, (or H,CO,)is 44/44 =01 mol

When x mol of CO, dissociates, x mol H*, x mol HCO, and 1 - x mol CO,, will be formed (neglecting the
amount of HCO, that is transformed into CO,*).

From K,=x-x/(01-x)=4510" itfollows that x=0.00021 mol/lor0.21 mmol/l.

Thus, the pH value will be  pH =- log(0.00021) = 3.68.

. kiwa gy Fupeift

From K,=4.7-10" =[HT[CO,*]/[HCO,] and after entering the known values for H* and HCO," it
follows that CO,>=4.7-10". This can indeed be neglected, so that:

[CO,]=100-021=99.79 mmol/l and [HCO,]=0.21 mmol/l

(meaning that 0.2% has dissociated)

After adding 1 mmol/l HCO, the pH value will be:
pH=6.35-10og {99.79/(0.21+1.00)} =6.35-1.92=4.43

CO, =4.4 g/L = 4,400 mg/L : p, CO, = 2.94 atm at 25 °C
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Aquatic Chemistry for engineers
[tem : Solubility of gases in water — CO, and pH

* CO, In water
* CO, P, = 2.94 atm
 Temperature 25 0C =
_ =N XN =]
 Calculate pH: e B3 || |[EEE
« A: Alkalinity 12.8 mg/L HCO, =4 FE || |[EE
(=0.21 meq/L) = P3| |EE
* B: Alkalinity 73.8 mg/L HCO, = e CEE
(= 1.21 meq/L)
| give you 3 minutes....
] | | |
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Aquatic Chemistry for engineers
Item : Solubility of gases in water — CO, and pH

Answers:
ke
] . . .
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Aquatic Chemistry for engineers
[tem : Solubility of gases in water — CO, and pH

Answers:

pH PHREEQC DWW P&P
pH pH
- A: Ak =0.21 3.88  3.68

] - et
[} B: Alk: 1_21 4_44 4_43 Overall parameters  [Cations km- — e
(Alk in meq/kgw) Total dissolved solids %S;s Eft‘"‘gw égg HD
ho kol 0999
eeess efee W’(CBT’|M|WCE*|A”IE|: m:q‘kgw 5;2:;
o L - %%
pe eeqc) _
» PHREEQC calculates pH from HCO4; + CO,, : [ G 5
coz  mmolikgw 9995 | 439870 molL
i e
pH = pK; —log( {CO,} / {HCO;} ) B [ T
nnnnnnnnnnnnnnn l_sucalupe) " Sic - -
* DW P&P calculates pH from HCO; + CO, : o EEEE
Calcite Preci Potential at90C__ CPP-90 642 283 mgl Co2
Gases in water Oxygen 02 mmol/ikgw 1,28 410 mgl
pH = pK, — log( [CO;] / [HCO1) 2
Ammonia NH3  mmolikqw | 000 | oﬁ mail
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Aquatic Chemistry for engineers
Module : Solubility of gases in water - PHREEQC code

"0 DELTA =TQT("charge") # Charge Balance as Concentration (equal to CHARGE_BALJ
20 ERROR = PERCENT_ERROR/100 # Emor as Fraction
® 30 AN = (DELTAVJERROR - DELTA)2 # Calculate by substitution

10 SAVE AN # Algorithm less reliable at very small ERROR value

-end

° P R I N T / S E L ECT E D O l IT P l IT etC #END  #with an END statement the declarations above are regarded as "Simulation 1"
SOLUTION 1
ffffff mg/kgs
—redox pe # if 0250 then "0[-2)/0(0)" else if CH4>0 then "C(-4)/C(4)" else "pe”

~density 1
I -water 1
® S O L U I O N 1 -pe 4.00 # if pe = empty then pe =4

emp 250
o(0) 1 02g) " #NUM! # 51 = log(pa)
# N(O) 1 N2(g) " #NUM! # 51 = log(pa)
[} C 4 1 C02 O 4683 # Nig 1 Niglg) " #NUMI # 51 = log(pa)
. o) 1 CO2(g) 04683 # 51 = log(pa)
i c4 1 [C41H4(g)” #NUM! #5I = log(pa)
i VI H2[S-2](g) " #NUM! # 5| = log(pa)
Input as phase SI = log(p,) B
Mg 0.00
Na 0.00
. . K 0.00
Fe 0.00
» Similar for other gases R
NE3) o 0.00 as NH4
- - Al 0.00 uglkgs
« Alkalinity >= 0.001 mg/L HCO3 .
a Inl > " cd 0.00 ug/kgs
Cu 0.00 ug/kgs
- Pb 0.00 uglkgs
To get pH calculation from CO, + Alk| + = ==
2 Sr 0.00 uglkgs
In 0.00 ug/kgs
Alkalinity IU.Um !as HCO3 # default Alkalinity = 0.001 to avoid pH=7 (default of PHREEQC ) with given CO2
Cl 0.00
N(#5)  0.00 as NO3

e Others
 electron balance
» CCPP + Buffer capacity + CCPP at 60 / 90 °C

% . . .
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Solubility of gases in water

e Content of gases in water:
» Can also be expressed as p, of gas
* Henry’s law = equilibrium

= Carbonated drinks:
» Soda (= NaCO;) water = CO, in water
e pH<3-5
« At 25 9%C and 1 atm: CO, = 1,500 mg/L
* Pressure bottles if CO, > 1,500 mg/L

 PHREEQC brings more:
* Influence gamma (ionic strength)
» Combined water quality CO, - HCO,

Conclusions - Lessons learned

Paste

:—/‘ Home |Insert | Page La| Formul ‘ Data | Revi
== K || Arial -l | [=

Y
=

] . . .
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Questions?
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Aquatic Chemistry for engineers
Module : Gases in water and gas (App 2b)

 Solublility of gases
 Drinking water: aeration of groundwater
» Wastewater: Aerobic and anaerobic treatment

gas

(optional)

* Mass balance between water and gas phase
« Gas saturation (p total = sum pa > water pressure)
» Anaerobic wastewater treatment
* Temperature (heating / boiling of water)

solid
foptional)
 Application
 Drinking water : gas bubbles in warmer and hot water

» Sewerage / wastewater: anaerobic treatment, digisters
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e Open App_2b.xlsm:

SEEEERE EENEE
S

#isiss
Hl

i

Requires:
e module IPhreeqcCOM installed (in Windows)
= macros enabled (in Excel)
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Aquatic Chemistry for engineers
[tem : Gas bubbles formed in water

* Bubbles from pressure reduction
« (Warm) water from the tap
* Under-pressure in pipelines (siphon)
« Under-pressure in sand filters
* Vacuum degasifier

* Bubbles from temperature increase
* Cold water in a warm kitchen

* Bubbles from rotting
« Organic decomposition forms CO, and CH,
» Gas production in digister
* Anaerobic water treatment

] . . .
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Aquatic Chemistry for engineers
[tem : Bubbles from pressure reduction

- Water
e Temperature 10 °C

* p, 0, =0.21 atm B
" Pa Ny = 0.78 atm e
* No gas bubbles (gas volume =0 mL) [ o g 1R
» Calculate gas volume at pressure: - PR 2=
- A: p=0.95 atm (filter -0.5 mwc) =3 s || HE
- B: p = 0.50 atm (siphon) = B
« C: p = 0.05 atm (vacuum degasifier) :’;ﬁ a1
LLLLL B L= E

| give you 3 minutes....
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Aquatic Chemistry for engineers
Item : Bubbles from pressure reduction

Answers:

ACHIAT
Mad Gases inwater and ga:
Disnbitisn of gnaes
FRreeQs ool for 8l SHMES. 08F Darameders, for SAr00IC AT ANssnChIC waler
Sample iption  [Driiking waler PAP - Waler qualy par. 3.4 ] Surface wale par, 4.4
Basic dsta Temgerature. 1 <
Creygen pa02 am
hrngen (imert) palZ  am
Carkun denide paf02 atm ] b
Nethans paCHE  atm
Sufide PAHIS  am
(o npiphg g Rl B
Conductvly (measured, at L% ] EC mim uSicm
e} s mon
Catons|Calclim [ mgh mmabige
Magneaws My mglL. 000 meiige
Sodum Ha mpl 000 mmolige
Fotassum K L N IO et e
o T ey
Mangonsas un mgl 0,000 mmctge
et BHE ] B D00 mmoihge
Amns Al [ 000 mmoigw
Barum B [ 000 mmaikge
Cademium ] vl 000 mmobige
Copwer Cu gl 000 mmokhge
Lead L upL 000 mmoige
LEnim u (-8 000 mmalkgw
Stronbus & gl 000 mmobhgw
Znc Zn uol
anonsHydrogen carbonate (as ARaky| HCO3  mglL 000 mmoRgw
Chinrde o myt 0,00 mmobigw
Nirate M3 gl 000 mmobhgw
Sullsle 304, A0 ot
Fhacrise F miL 000 mmoigw
Bromide Br mgil 000 mmalkgw
Phosphale PO4 mplL 000 mmolige
Lo Lk mm—— o
Shcate El moL 0,00 mmoikgw
Boren ] gl | 080 mwoilge |
Conditions Fressure 0 ‘atm 100 | us: |
e HE | =
malerial CHIO  meobhgw 00
mmmmmm ac I
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Aquatic Chemistry for engineers
[tem : Bubbles from pressure reduction

Answers:
= Volume of gas bubbles

A p=09%am 093mL [ s = I
- B: p=050atm 23.6mL e
« C: p=0.05atm 604 mL | = la] e
 Bubble diameter 1 mm: e
- Volume per bubble = 5.3 * 104 mL i8] g e
« So 1 mL gas = 1,900 bubbles ¢ kI
- Gas phase volume: B s=llElEE LB
« 23.6 mL = 2.4 % of water volume (1 L) =R E i
+ 604 mL= 60 % of water volume (1 L) e 2 2 |l £

5
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Aquatic Chemistry for engineers
Module : Gases in water and gas - PHREEQC code

» Code for output : REACTION TEMPERATURE .
« PRINT / SELECTED QUTPUT etc EQUILIBRISEH_QF[']HASE F soldton
. . . Calcite
» Solution simulations: END  # Simulation 5

» Sol. 1 / electron balance / CCPP etc

TITLE Gas phase , for pressure

USE solution 1
- - . GAS PHASE # Defi
® GaS phase S|mU|at|OnS. - -fixed_pressure #GZSHSE
- 0.05 #0G
« GAS PHASE —Ferﬁ’lspseur;eture 10 #In;isalp;
__ wolume |1e—8 .l # Initial v
» -fixed_pressure (gas type) , ﬁgﬁ} 00 # Gas na
g :
* -pressure 0.05 (fixed, atm) oo o
. -temperature 10 (initial Moles) o) o
.l # NH3(g) 0.0
e -volume 1e-8 (initial Moles) H2S(g) 00

END # Simulation 6

- 02(g) 0.0 (initial Moles)
« Other gases in gas phase
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Questions?

] . . .
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Aquatic Chemistry for engineers
[tem : Bubbles from temperature increase

- Water
e Temperature 10 °C

* p, O, =0.21 atm :u o
- p, N, = 0.78 atm T
- No gas bubbles (gas volume =0mL) | = 22 |7
- Calculate gas volume at temperature: =
« A: 25 9C (cold water in the kitchen) = PEE
* B: 70 °C (heating water, noice) %“m xg ] %T_%'_
‘‘‘‘‘ E_ Lt E
- | give you 3 minutes.... —
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Aquatic Chemistry for engineers
Item : Bubbles from temperature increase

Answers:

(ACHIAT
Mad Cases inwater and ga:
Disnbitisn of gnaes
FRreeQs ool for 8l SHMES. 08F aramelers, for S&r0DIC ANT ANBsnCDIC waler
Sample iption  [Drinking AP - Waler qually par. 34/ Surface wale gar. 4. i
ML smakigs smakow
Basic data Temperature [ T 00
Creygen P02 am
Nirogen (mest) panz  am
Carkun denide pafod atm . e
Nethane paCHE  atm
(Suttin PaHIS atm
P2 (efneirem nesvy) e e
Condutinly (measured. EC méim 6 usicm
TS mgh
Catans|Caleim [ mph.
Magneaws My mglL. 000 mmobige
Sodum Ha mpl 000 mmolige
Fotassium 3 mr | ...
ron Fe myl % m
Manganese Un mglL. 0,000 metige
ok L LI, SO N SRR DR e ..
A Al [ 000 mmoRgw
Barium B [ 000 mmokigw
Coacherium o Pyl 000 mmobige
Cowper Cu ugl 000 mmolige
Lead m (T8 000 mmokkgw
L u pel 000 mmabig
Shuntum S [N 000 mmolige
f = [ mm—— oo
anons|Hydrogen carbonate (as Akakoy| HCO3  mol 000 mmoRgw
Chinrde o mgh, 000 mmabig
Nirate o3 mal 000 mmobige
: 394......me, 000, e
Flacrde F myL 000 mmobkgw
Bromide Br mgil 000 mmokigw
Fhosphale PO mpl 000 mmothgw
L i Lk m—— o
Shcate El moiL 0,00 mmokigw
Boren ] gl L 000 mowihger |
Canditions. Fressure atm 00
i © ] ==
i abrial CH2O  mewbhgw o0
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Aquatic Chemistry for engineers
[tem : Bubbles from temperature increase

Answers: —
» Volume of gas bubbles e
* A 25°C 3.15mlL T g %:: -
- B: 70°C 25.5 mL -

120

e Bubble diameter 1 mm £ 1o
» Volume per bubble = 5.3 * 104 mL ;"
* So 1 mL gas = 1,900 bubbles § .

- Higher temperature 1
- Gases less soluble |
 Vapour pressure (p, 70 °C = 0.31 atm) N

-20 0 20 40 60 80 100 120
Temperature [ °C ]
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Aquatic Chemistry for engineers
Module : Gases in water and gas - PHREEQC code

» Code for output :
* PRINT / SELECTED OUTPUT etc
e Solution simulations:

H25(q) 0.0
* Sol. 1/ electron balance / CCPP etc [0 #simuations
TITLE Gas phase | for temperature
. . . USE solution 1
= Gas phase simulations: S PHASE 1 #Defnos a g
-fixed_pressure as phase wi
* GAS_PHASE T 1
__ -volume He-3 # Initial volume in
« -fixed_pressure (gas type) , o2 0. # Gas name fiom
* -pressure 1.00 (fixed, atm) e o
. # CO2(g) 0.0
« other settlngs : E:;g; gg
« REACTION_TEMPERATURE REACTION TEMPERATURE
70.0
« 70.0 (reaction temp) END  # Simulation 7
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Questions?
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Aquatic Chemistry for engineers
[tem : Bubbles from rotting

- Water (t =10 °C, gas volume = 0 mL): g
* p, 0, =0.21 atm e E— : e
* Pa N, =0.78 atm R
- Calculate gas volume after =- i | |EE
biodegradation of organic material | = i: || |E=S
CH,O + O, into CO, + H,O ( +CH,) ';‘% : : e
* A: 0.3 mmol/kgw (water) - li-?j — l =
« B: 0.6 mmol/kgw (water) T m—
* C: 300 mmol/kgw (sludge, 9 g/L, 0.9%)
« D: 3000 mmol/kgw (digister, 90 g/L)
| give you 3 minutes....
5 . . .
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Aquatic Chemistry for engineers
[tem : Bubbles from rotting

(AQUATIC CHEMISTRY for Engineers

Answers: e

Dasoiton of gases

FReeac Input for Ul SHImEIA J8f Darematars, for S4r0DIC nd aNBArDIC walkr
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Answers:

- Biodegradation into water and gas

mmol/kgw

OM

Initial

A: 0.3
B: 0.6
C: 300
D: 3000

O, w
[o
0.36
0.06
0.00
0.00
0.00

CH, w gas

id L/kgw
0.00 0

0.00 0

0.12 0

1.05 6.45
0.98 69.9

« Initial phase: Oxygen consumption
= Second phase: Anaerobic conversion
= Third phase: Gas formation, increasing CO, content in water (low pH)

Aquatic Chemistry for engineers
[tem : Bubbles from rotting

LLLLLLL [Fressure ] atm 00
||mmm t © |
mate: CH2O _ mmoblgw 0,00
nnnnnnnnn |
Crerall parameters [Caticns. meghgw 0,00
[ Anins = kR, o0 ]
[Conduciiviy (caiculated, £c mSim 0.0 1 uskm
Tooal dmsohied soikds ™ mgh Ll
i streagth 5 memobge 0,0
Tk TH, ey, L I
[Vapor pressue wate ua aim n'nnn‘n
enary e kgt 1
mmmmmmmmmm Govgen o2 536 | 115 moL
pe - 1407
adon th 40
0,00
| [z
0,00
.00
0,00
0,00 o mlc
0,00 000 myl
0,00 o mgl
.................................................... .00, o mgL
- <300
Catcite equilibrium  [E1cakee) = -
o . o 5 mglcoz
carcne » a1 7 muom
wases inw Depgen E ﬁﬂ' 15 mgl
Hirngen (nert) tag mmaikger 0,66 186 mol
Carbon dxide 02 meolhge 0,00 00 ml
wethane oM meokgw 0,00 00 mpL
Sulfice. WEs o e 0.00 g:: m\.
sasca ingas . m _m-
Cimygen 02" atm o2
Hesogen (nert] e atm 0.7
Carbon ancde: coz s 0,00
Urthane CHE  am 0,00
Suinese K5 am 0,00
| Ammenia HH3  alm 0,00
Edr(\nw«n Wio  atm ool |

]
TUDelft
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Aquatic Chemistry for engineers
Module : Gases in water and gas - PHREEQC code

« Code for output : ] E
# H25(g) 0.0
« PRINT / SELECTED OUTPUT etc REACTION TENPERATURE
. . . . EMD # éimulation 7
» Solution simulations:
» Sol. 1/ electron balance / CCPP etc TILE  Ges phase for odegradto
GAS_SF'DI—T;;E 1 # Defines a gas phase
fixed_pressure # Gas phase with fixed totd
. . -pressure 1.0 #Gg; pressure in atm .
= Gas phase simulations: e 0 £t g e
02(g) 0.0 # Gas name from PHASES
- GAS_PHASE T
— Mtg(g) 0.0
. H20 0.0
» -fixed_pressure (gas type) ggfg}i 00
* -pressure 1.00 (fixed, atm) s 00
. REACTION _
- other settings 0000 mmo # Adds 10"~
EMND # Simulation § # last END is optional (End
« REACTION
« CH20 1.0 (Reactant formula, stoichiometric coefficient )
¢ 3000 mmol (mass)
% . . .
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Conclusions - Lessons learned
Solubility of gases in water and gas

e Initial gas phase (optional) specified as: gas
» Total gas pressure foptional)
* Total gas volume
* Temperature
 Partial pressure for each component

Cverall parameters

Redox sonditions [

= Gas phase defined as:
* Moles per component
* Pressure

« PHREEQC keeps mass balance:
» Mass transfer between water and gas
» Caused by reactions and tempertaure change
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Questions?
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Aquatic Chemistry for engineers
Module : Biodegradation - Monod kinetics (Lab 2c)

» Organic C (oxydation)
 Additive Monod kinetics
* Rate =f (0O, NO; SO,)
 dMass = Rate x Mass x Timestep

dX _ S
dt Tt MRS
 Application
 Drinking water : O, in slow sand or carbon filters

» Sewerage / wastewater: O, / NO, reduction in aerobic treatment
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Folder App 2c

* Double click App_2c.xlsm

A N S S—
-
@@-\ || « PHREEQCI » Presentations » 2012-12-08 TUDelft » Lab2 » Lab2c ~ | 49 Wl Search

‘ Urganize =

Favorite Links Mame

Size Date modified
M Computer Eﬁ Lab 2c.xlsm 911 KB 7-12-201113:02
a SQO04564V01 (C) || phreeqec_wt.dat 35 KB 21-8-2011 22:00
E Documents

More »

Folders

)
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App 2c - Biodegradation (Monod)

5 Tan g Ecel - ]
® Open App 2C.XIS| I I. u_"] " Arial slie AW ([ @ SF | Gene = rﬁ _;ﬁ __;1‘ ;_;mm-_ E-%T L‘a
- e S (B UGG A EEWRE - o BE il T Eoth -3]:::::.. 2. Sun retn

Clipbizars '+ Fart G Angnment Hymber g atyies Celly Estng

£ Biodegradation (Moned kinetics)
B

i

1

AQUATIC CHEMISTRY for Erllgll!..l’“i

e e e n Wl

Requires:
e module IPhreeqcCOM installed (in Windows)

= macros enabled (in Excel)
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Aquatic Chemistry for engineers
[tem : O, and NO; reduction

* Organic matter use oxygen if present
* High rate

River Water
Sand

o cpl S 8 o oo o o .2 *n
o e 30 Seorges B @l Sa@Eet || Gravel

Slow Sand Filters at Geren Island

« Organic matter uses nitrate after oxygen
 Low rate
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Aquatic Chemistry for engineers
[tem : O, and NO; reduction

- Water
e Temperature 10 °C
* O, =11 mg/L pH = 8.0
» Ca =40 mg/L HCO,; = 122 mg/L

* NO; = 6.2 mg/L SO, = 9.6 mg/L

 Calculate depletion time of O,:
 A: organic C: 0.1 mol = :
* B: organic C: 1.0 mol ° e

|

| give you 3 minutes....
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Aquatic Chemistry for engineers
Item : O, and NO; reduction

Answers:
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Aquatic Chemistry for engineers
Item : O, and NO; reduction

Answers:
 Depletion time O,:
« A: 0.1 mol 112 days
 B: 1.0 mol 12 days
* NO; depleted in ca. 400 days

e

02 Niteate (NO3)
% E o
035 | At
030 - |
025 - e
Soa0 i e
Boisk .
E Y- s et v ]
ey pH
0.00 "
00 250 300 L4
uuuuuuuuu (days] x
b
Y b
02 Nitrate (NO3) u
2
040 012 7
0.3% 0,10 ﬁ
0.30 é EoN
o008 \
&n.z 2 ;
Zo2 0 \\
£ f .
Eos o4 | S
010 ; i
o0 0402 =
0.0 0.00 t T —
0 50 100 150 200 250 300 100 1
Contact time {days) Contact tirme [days)
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Aquatic Chemistry for engineers
Module : Biodegradation-Monod - PHREEQC code

» Code for output :
* PRINT / SELECTED OUTPUT etc
 Solution simulations:
» Sol. 1/ electron balance / CCPP etc
» Kinetic simulations:
« KINETICS s

Organic_C # rate name (must be defined in RATES)

# Kinetics Organic_C

~formula CH20 1.0 # reactant's elements and stoichiometric
H H -m0 0.10 # initial reactant moles (constant). Defaul
® Org an IC_C (RATES In . da.t) -m 0.10 # reactant moles at the start (changes wi
-tol 1e-8 # Tolerance for integration procedure (mol
_ 1 -step 0 3008400 # Time steps over which to integrate the 1|
* -formula CH20 1.0 (stoich)  lucreventat reacrons * o
L EMD # Simulation 6 # last END is optional (EndOff
« -m0 0.1 (initial mass)
* -mO0.1 (mass)

» -tol 1e-8 (integration tollerance)
» -step 0 300*86400 (sec)
 INCREMENTAL_REACTIONS true
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Conclusions - Lessons learned
[tem : O, and NO; reduction

« PHREEQC allows for kinetics
» Based on species concentration

River Water
Sand

e O oo ® PC o @ 0 05 O 02 o
o e CR0 g, SO PEl SBBEEE || Gravel

Slow Sand Filters at Geren Island

 Kinetic models to be improved:
» For water treatment conditions
* For short detention time in water treatment
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Questions?

] . . .
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Aquatic Chemistry
Course program for engineers

Aquatic Chemistry

= Introduction (lecture + Starting with PHREEQC 3) for engineers
 PHREEQC — PHREEQC Interactive — PHREEQC-COM

e Drinking water (App la+b) e
» Chemistry: SI / CCPP / Buffercapacity / Corrosion
* Engineering: lonic balance / Conductivity / Mixing

« Gases in water (App 2a+b+c)
» Chemistry: solubility O,, N,, CO, , CH, etc
* Engineering: P*V/T = R / Biodegradation wastewater

e Hardness and pH (App 3a+Db)

» Chemistry: acid/base, solubility CaCO,, FeCO;, etc
» Engineering: pH control / Neutralization / Softening _viway ooen
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Aquatic Chemistry for engineers
Module : Chemical softening (App 3a)

* Neutralization
* Aeration
* Limestone filtration
 Caustic soda

. Softenin g _kiwajy Fudore
 Sodium hydroxide - Ca(OH), Groundwater
 Caustic soda — NaOH 4.7 + 4.8

» Split-treatment

 Application
 Drinking water : pH control + neutralization + softening
« Sewerage / wastewater. pH control + precipitation

% . . .
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e Open App_3a.xlsm:

e

B

it

i

i

;i

|

Requires:
e module IPhreeqcCOM installed (in Windows)
= macros enabled (in Excel)

] . . .
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Aquatic Chemistry for engineers
Item : Neutralization by aeration

MNeutralization by aeration/gas transfer

The raw water (10°C) of a pumping station has the following composition:
Ca* = 2.0 mmol/l, HCO,= 4.0mmol/l, pH=646.
What is the pH in equilibrium after aeration, and how much CO, has to be removed?

From pK, =pH +log { [CO,]/[HCO,]} results that
log {[CO,]/[HCO,]} = 6.46-6.46 0 ,thatis [CO,]/[HCO,]1=10"="1
so [CO,] = 40mmolll = 4.0-44 176 mag/l.

. Kiwa gy Fupeift

From pH_=pK, -pK, -log{ [Ca?*] - [HCO,]} results that
pH,=1049 -836-log (20102-4010%)=213+480 =723 and
Sl =pH-pH, =646-723=-0.77 ,sotheraw water is limestone aggressive.

When removing CO,, [Ca*] and [HCO,] remain equal and thus pH_remains equal.
Therefore, in equilibrium pH=pH, =7.23.

With pK log {[CO,]/[4.0107°]} = pK,-pH =646-7.23=-0.77 50

[CO,] =10°7-4010° =0.34-4.010%=0.68 10° mol/l = 0.68 mmol/l

During aeration 4.0 - 0.68= 3.32 mmol/l CO, is removed, that is 3.32 - 44 =146 mg/l.
Therefore, the required efficiency is (146 -1/ 176 -1 =) 83%.
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e Raw groundwater
* Ca = 2.0 mmol/kgw = 80 mg/L

» Alk = 4.0 meg/kgw = 244 mg/L HCO,
* pH = 6.46

 Calculate raw water:
* A: CO, content
* B: SI
 Calculate at equilibrium (S1=0):
 C: pH
« D: CO, removed

| give you 3 minutes....

Aquatic Chemistry for engineers
tem : Neutralization by aeration

AQUATIC CHEMISTRY for Engineers

Module i tening
Softening with slkaling chemicals
FRISEGE IR A S SRS G5 R STYENENS, FOF SEFOLIE S SSENOIIE Wler
Sample [Crinking water Principl par 7. 48 |
ol s mahay
Basic data Temperatue T (=
Diygen oz mail 034 mmolkge
pH pH -
Methane CHAmail 600 mmailkgn
Sulfide Hzs mail 0,00 mmolfkgw
P [slectian activity) pe. -
Conductivity measured, attiC] EC matm [T
T [residue] TDS _ mail
Cations| Calsium Ca mail 20,0 2,00 mmolfkgw
Lagnesium Mg mall 000 mmallkgn
Sodium Na mail 000 mmolkgy
Fotassium, K maiL. 000 mmoltkgn
ran Fe mail 0.000 " mmelkgy
Manganese. Mn mail 0000 mmoltkgw
NHE  mail 0,000 mmeltkgy
“luminium El pall 0,00 mmaolkgw
Barium Ba pall 000 mmolkge
Cadmium Cd g 000 mmallkgn
Copper Cu pall 000 mmolkge
Lead Pb ol 000  mmoltkgw
Lithiun, L ugll 000 mmallkgn
Strontium ES pall 000 mmolkge
2ine. zn palL 0,00 mmolkgy
£nions| Hudrogen carbonate (a= Alkalintg) HCOF  mail ED 00 mmeaikgn
Chicride cl mail 000 mmolkgn
Mitrate: NOZ  mgil 000 mmolkge
Sulfate S04 mail 000 mmalkgy
Fluaride F mail 0,00 mmallkgy
Eromide Br mgiL 000  mmoltkgw
Phosphate P04 mall 000 mmallkgn
ite NOZ magil 000 mmolfkgy
Silicate E] ‘mail 0,00 mmolkge
ioron B ol 000 _mmoltkgy
Base Alkaline chemical Formula e.g. CaCO3, MaOH ete
Dose mmoltkgy
S after reaction Calcite El CaCO3 g, 089
elamits. = Calg(CO32 &g cemptys
Siderite 1 FeCOZ [no precip |
Rhodochrosite El WInCO3
Hudronyapatite El CaB(FO4)30H)
Bypass + acid Bypazs flow = of total 0
Acidic chemical formula
Dose mmoltkgy

Fiun PHREEGC I

SHer fter e acid
base resction | | . bupass

]
TUDelft
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Aquatic Chemistry for engineers
[tem : Neutralization by aeration

Answers:

Madule Chemical softenin:
Saftening with 2k aline chemicals
FRISEGE IR A S SRS G5 R STYENENS, FOF SEFOLIE S SSENOIIE Wler
Sample iption [Drinking water Principl i par 7. 48 |
ol s mahay
Basic data Temparature T =
Diygen oz mail 034 mmolkge
PH pH - - |
Mathane CHE ™ mail 6,00 mmalkgn
Sulfide Hzs mail 0,00 mmolfkgw
P [slectian activity) pe. -
Conductivity measured, attiC] EC matm [T
T [residue] TDS _ mail
Cations| Caleium Ca ‘mail 200 mmolkge
Magnesium Mg mal 000 mmolkgn
Sodium Na mail 000 mmolkgy
Fotassium, K maiL. 000 mmoltkgn
an Fe mgil 0,000 mmolkgn
Manganese. Mn mail 0000 mmoltkgw
NHY  mgil B N 0,000 mmalkgy
“luminium El pall 0,00 mmaolkgw
Barium Ba pall 000 mmolkge
Cadmium cd uall 000 mmolkgn
Copper Cu pall 000 mmolkge
Lead Pb ol 000  mmoltkgw
Lithium L uall 000 mmolkgn
Strontium ES pall 000 mmolkge
2ine. zn palL 0,00 mmolkgy
£nions| Hudrogen carbonate (a= Alkalintg) HCOF  mail ED 00 mmeaikgn
Chioride cl mail 000 mmolkgn
Mitrate: NOZ  mgil 000 mmolkge
Sulfate S04 mail 000 mmalkgy
Fluaride F mail 0,00 mmallkgy
Eromide Br mgiL 000  mmoltkgw
Phosphate P04 mall 000 mmolkgn
Hitrite. NOZ magil 000 mmolfkgy
Silicate E] ‘mail 0,00 mmolkge
or B ol 000 _mmoltkgy
Base Alkaline chemical Formula e.g. CaCO3, MaOH ete
Dose mmalthgu
S after reaction Calcite El CaCO3 g, 089
Dalomits = Calg(CO32 &g cemptys
Siderite 1 FeCOZ [no precip |
Fhodachrosite sl MnCO3
Hudronyapatite El CaB(FO4)30H)
Bypass + acid Bypazs flow = of total 0 P
Acidic chemical formula e.g HZE04, COZ et
Dose mmalthgu
after after after acid
R
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Aquatic Chemistry for engineers
[tem : Neutralization by aeration

- Base Alicaline chemical formula e.g. CaC03, NaOH eic
nswers
- Sl after reaction Calcite SI CaCo03 e.g. 0.89
Dolomite 8l CaMg(C03)2 e.q. <empty=
Siderite 8l FeCO3 (no precip.)
. L] — Rhodochrosite sl MnCO3
- — . I I I I I I O W Hydroxyapatits sl Cas(P04)30H
2 Bypass + acid |Evpass flow % oftotal Q eg. B ]
Acidic chemical formula e.g. H2504, CO2 etc
Dose mmolikgw
B: SI=-0.90
- - Run PHREEQG |
Overall parameters Cations meqgikgw
Anions: meqgikgw
Conductivity (calculated, att 'C) EC ms/m 254 pSiem
Total dissolved solids TDS mgiL
lonic strength 1S mmolikgw 4
- — — — Total hardness TH mmaolikgw 2,00 12 'D
® = = — raw Wate r b preseirg watsr T g T g 85
= = S L Density rho kalL 1,000
Redox conditions Oxygen 02 mmolikgw 0,34 020 atm
. . pe (electron activity) pe - 15,50
Redox potential Eh mV 870
[ ] Ae ratl O n WI I I O n I C h an e H Correctness checks Charge difference meqgikgw -0,01
Percentage error (100%(Cat-JAn|}(Cat+{An|) -0,1%
EC ratio, calculated/measured - -
TDS ratio, S I =
° S I — 0 Oxygen saluration (with air at sea jevel) aimitm 97 7%
— pH change by electron balancing (Phreeqc) - 0,00
pe change by eleciron balancing (Phreeqc) - -
Carbon equilibrium pH (Hydrogen activity) pH - 6,46
Alkalinity m meqgikgw 4,00
* D : CO, = 0.46 mmol/kgw (at pH=7.36) becoents & || g
- — . — . co2 co2 mmaolikgw 368 007 atm
2 HCO3 - HCO3  mmolikgw 241 mgll
co32- co3 X 0 mol
dpH by 0.1 mmal T kgw pH z
* Removed 3.68 - 0.46 = 3.22 mmol/kgw o S
. . . Calcite equilibrium ST (calcite) Sic =
Equilibrium-pH (pHs or pH-Langelier) pHL -
Calcite Precipitation Potential CPP  mmolikgw 153 67 mgl CO2
Calcite Precipitation Potential at 60 ¢ CPP-60 mmolikgw 0,66 29 mol CO2
Calcite Precipitation Polential st 90 C_ CPP-90 mmolikgw 002 2 mgiL CaCo3
Other scaling solids Aragonite. Sl Caco3 ~1.06

= Aeration = Gas exchange with air
= Aeration = Stripping CO,
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Aquatic Chemistry for engineers
Module : Chemical softening - PHREEQC code

SOLUTION 1
-units mugikgs _ .
® C O d e fo r O u t p ut :Llegdr?:ity 5)(—2)#0(0) # if 02=0 then "O(-2)/0(0)" else if CH4=0 thel
:‘::TW :11.00 # ifpe =emplythenpe =4
» PRINT / SELECTED OUTPUT etc o

Ci-4) 000 as CH4
S(-2) 000 as H2S

Ca 80.00
Ma 0.00
Ma 0.00
- SOLUTION -
Fe 0.00
Mn 0.00
[M-3] 0.00 as NH4
[ ) 1 # M(-3) 0.00 as NH4
Al 0.00 ualkas
Ba 0.00 ualkas
cd 0.00 ualkas
 electron balance o om
Li 0.00 ug/kgs
ar 0.00 ug/kgs
® PP n 000  ugkas
Alkalinity 244.00 as HCO3
Cl 0.00
H N(+E)  0.00 as NO3
e BUffer CapaCIty S49) 000 5504
0 Br 0.00
P 0.00 as PO4
« CCPP at 60 / 90 °C O
# (D) 1 M2(g)-0,1079 #SI[MN2{g)] = log(pa) = log(0.78) =-0.1079
# Nig 1 Mtg(g)-0,1079 # SI[Mtg(a)] = log(pa) = log(0.78) =-0.1079
Si 0.00 as Si
B 0.00 uglkgs as B

END # Simulation 1

= Dosing/softening part

USE solution 1

EQUILIBRIUM_PHASE # dummy to start final calculation, with identi
SAVE SOLUTION 1

EMND # Simulation 2

TITLE Simulation for calculating CalciumCarbonate Precipitation Potential
USE solution 1
EQUILIBRIUM_PHASE
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Conclusions - Lessons learned
Neutralization by aeration - Compare results

 A:CO, = 3.68 vs 4.0 mmol/kgw _
[ J . Arial " 10‘ .
* Gamma book = 0 : [HCO,4] =[CO, ] e
* Now: 0.925 [HCO;] =1.002 [CO,]
. — e 4 e
«B:SI=-0.90vs -0.77 : 056 e
* pK, book = 8.36 :
i o koo
_ = fE =] kwapm Fuoar
* pK; PHREEQC = 8.41 + gamma B I il S R———
«C:pH=7.36vs 7.23 | e
EE L'.'.f.:.';if.',':'":‘ Z %i:] :m..m.. aw
* D :CO, = 0.46 vs 0.68 mmol/kgw
. EI—
#9 CFF mmaltkqu BT maqflCOZ
Ez ».m.;,‘::‘.;Z:EFiZSS E:CEE T miiGeder
« PHREEQC Is more exact: I | |
« Influence gamma (ionic strength) —
104
105
+ Other pK, (pK,., PK;, PK, equal) :
. e |8 g ;
. Ion pal rS ‘: 4 FH Aqu:l;icchemistrv Run_r:c»ntmr"r;Imw Input E- T |
Ready | 23 _ |@@ PRy
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Questions?
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Aquatic Chemistry for engineers
[tem : Neutralization by limestone filtration — CaCO;,

MNeutralization by limestone filtration
Raw water (10°C) of a pumping station has the following composition:
Ca* =20mmol/l, HCO,=40mmoll, pH=646, CO,=4.0 mmoll
What is the pH in equilibrium after limestone filtration and how much CaCQO, is required?
When x mol CaCO, reacts, then x mol CO, is removed and x mol Ca? and 2x mol HCO, are fo| p
kiwa UDelft
From K =[Ca®]-[HCO,]*/[CO,] = 108380461059 = 10** results: s _
(20+x)- (4.0+2x)*/(4.0-x)10°% = 10** so that x = 1.20 mmol/l
Thus in equilibrium is:
Ca* =3.20 mmol/l, HCO, = 6.40 mmol/l, CO, =2.80 mmol/l.
From pH_  =pK, -pK_-log{ [Ca®*] [HCO,1} results:
pH, =1049-8.36-10g{[3.2010°[6.4010°]} =213+469 =682
After limestone filtration the pH (or pH,) is lower than after aeration/gas transfer.
During filtration 1.20 mmol/| CQO, is transformed and 1.20 mmol/l CaCO, is consumed,
thatis (1.20 - 100 =) 120 g/mé.
A production of 1 million m?® per year corresponds to 120 tons per year.
] . . .
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Aquatic Chemistry for engineers
[tem : Neutralization by limestone filtration — CaCO,

® I E aW g ro u I IdWate r AQUATIC CHEMISTRY for Engineers
« Ca = 2.0 mmol/kgw = 80 mg/L - o
—_— . —_— Softening with slkaling chemicals
FRrORGE NP A O SUTIEIA S PRI SIIRNENS, FOF SRFONE AT BRCHE BEr
— — Sample iption [Drinking water Principl i par 4748 ] Aseumpiion:
[ ) j— I'Ie W j— I'l g =mpdge gt
. 3 Basic data Temperature v =
Oiygen 0z mol 034 mmalkgn
PH pH : -
Methane CHAmail 600 mmailkgn
— Sulfide HeS  mail 000 mmalkgn
[ J — p (slection activity] pe. - -
. Conductivity measurad, 3t 1iC) B mim LR
T (residue) T0S  mail
Cations| Calciom Ta  mall 00 200 mmalkgn
Magnesium Mg mall 000 mmallkgn
— Sodum Na  mall 000 mmalkgn
3 — mmo w (was P |
2 L] . ran Fe mail 0.000 " mmelkgy
Manganese Mo mail 0,000 mmolkgy
NHE mall - 0,000 mmolkgy
“Eluminium &l wal 0,00 mmallkgu
Barium Ba gl 000 mmalkgn
Cadmium Cd g 000 mmallkgn
Copper Cu gl 000 mmalkgn
Lead Fbo gl 000 mmalkgn
Lithiun, L ugll 000 mmallkgn
Strontium s ual 000 mmalkgn
® - Zine. 2n ot 000 mmolkgy
- &nicns| lydragen carbanate [2= Akaintg] HCOS  mail ED 200 mmalkgn
Chicride cl mail 000 mmallkgn
Hitrate ND3  mgil 000 mmalkgn
Sulate S04 mail 000 mmaitkgy
L - - Fluaride F mail 000 mmolkaw
) - Eromide Br mail 000 mmoltkgw
- 3 Phosphate P04 mall 000 mmallkgn
te NDZ_ mail 000 _mmalkgn
Silcate El mail 0,00 mmalkgn
. Boran 8 ugh 000 mmalkgn
- —
e B: CaCO., consumption T
- 3 Dose mmoltkgy
Sl after reaction [ Calcite El TaC03 T
Dolomire al CaMg(CzR e cempyp
Siderite El FeC3 (no precip)
Rhodochrosite El WInCO3
Hydronyapatic ) Cab(FCMIB0H]
Bypass - acid Eupazs 0w, PELEE
Foidic shemical Formuia
Dose mmoltkgy
Sher e | [Fered
R

| give you 3 minutes....

'i';U Delft Aquatic Chemistry for engineers 87




Aquatic Chemistry for engineers
[tem : Neutralization by limestone filtration — CaCO,

Answers:

Madule Chemical softenin:
Softening with slkaling chemicals
FRISEGE IR A S SRS G5 R STYENENS, FOF SEFOLIE S SSENOIIE Wler
Sample ion [Drinking water Principl par 7. 48 |
ol s mahay
Basic data Temperatue T (=
Diygen oz mail 034 mmolkge
pH pH -
Methane CHAmail 600 mmailkgn
Sulfide Hzs mail 0,00 mmolfkgw
P [slectian activity) pe. -
Conductivity measured, attiC] EC matm [T
T [residue] TDS _ mail
Cations| Caleium Ca ‘mail 200 mmolkge
Lagnesium Mg mall 000 mmallkgn
Sodium Na mail 000 mmolkgy
Fotassium, K maiL. 000 mmoltkgn
ran Fe mail 0.000 " mmelkgy
Manganese. Mn mail 0000 mmoltkgw
NHE  mail 0,000 mmeltkgy
“luminium El pall 0,00 mmaolkgw
Barium Ba pall 000 mmolkge
Cadmium Cd g 000 mmallkgn
Copper Cu pall 000 mmolkge
Lead Pb ol 000  mmoltkgw
Lithiun, L ugll 000 mmallkgn
Strontium ES pall 000 mmolkge
2ine. n palL 0,00 mmolkgy
£nions| Hudrogen carbonate (a= Alkalintg) HCOF  mail ED 00 mmeaikgn
Chicride cl mail 000 mmolkgn
Mitrate: NOZ  mgil 000 mmolkge
Sulfate S04 mail 000 mmalkgy
Fluaride F mail 0,00 mmallkgy
Eromide Br mgiL 000  mmoltkgw
Phosphate P04 mall 000 mmallkgn
ite. NOZ magil 000 mmolfkgy
Silicate E] ‘mail 0,00 mmolkge
ioron B ol 000 _mmoltkgy
Base Alkaline chemical Formula e.g. CaCO3, MaOH ete
Dose mmoltkgy
S after reaction Calcite El CaCO3 g, 089
elamits. = Calg(CO32 &g cemptys
Siderite 1 FeCOZ [no precip |
Rhodochrosite El WInCO3
Hudronyapatite El CaB(FO4)30H)
Bypass + acid Bypazs flow = of total 0 P
Acidic chemical formula e.g HZE04, COZ et
Dose mmoltkgy
Fun PHREEGC I

SHer fter e acid
base resction | | . bupass

<3 . . .
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Aquatic Chemistry for engineers
[tem : Neutralization by limestone filtration — CaCO,

Answers:

= Reaction to CaCO5 equilibrium
» CPP (=CaCO,) = - Calcite consumption
* Calcite dose = 1.53 mmol/kgw
 Alternative: trial-and-error to SI = 0

e A : pH at equilibrium = 6.93
» B : Calcite = 1.53 mmol/kgw

» Book Drinking water P&P:
* pH =6.82
« Calcite = 1.20 mmol/kgw
» Other pK,, ionic strength, ion pairs
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Aquatic Chemistry for engineers
Module : Chemical softening - PHREEQC code

= Code for output:

« PRINT / SELECTED QUTPUT etc
e Solution simulations:

* Sol. 1 / electron balance / CCPP etc

e Dosing base simulation: # Dosing base
¢ USE SOIUtlon 1 USE solution 1
- REACTION O
e CaCo03 SAVE 50L1Lj1513c:-wz milimoles
END # Simulation 6
¢ 1.53 millimoles  (mass)
« SAVE SOLUTION 2 QULIERIM, PHASES
Calcite 0 # CCPP
END # Simulation 7
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Conclusions - Lessons learned
Neutralization by limestone filtration — CaCO;,

» In water quality CaCO4 = Calcite
 Other crystal forms of CaCOs;:
» Aragonite (more soluble)
 Vaterite (more soluble)

e CPP = - Aggressive CO,

e PHREEQC is more exact:
« Other CO, content
* Influence gamma (ionic strength)
» Other pK, (pK,, pK;, pK, equal)
* lon pairs

5 ks cl\a-gn megkgw ':-"1 m
e frror (100°(Cat ) o1%
T, CCUBIMA :
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Questions?
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Aquatic Chemistry for engineers
Item : Neutralization by caustic soda - NaOH

MNeutralization by dosing caustic soda

Raw water (10°C) of a pumping station has the following composition:
Ca* = 2.0 mmol/l, HCO, = 4.0 mmol/l, pH = 6.46, CO, = 4.0 mmol/l.
What is the pH in equilibrium after dosing caustic soda and how much NaOH is required?

When x mol NaOH is dosed, then x mol CO, is removed and x mol HCO," is formed.
From K = [Ca*] [HCO,]? / [CO,] = 108387041048 = 1043 results:
(2.0)- (40 +x)*/(4.0-x) - 10° = 10** so that x = 2.30 mmol/l

. Kiwa gy Fupeift

Thus, in equilibrium is:

Ca* = 2.00 mmol/, HCO, = 6.30 mmol/l, CO, = 1.70 mmol/l

From pH_ = pK, - pK_ - log{ [Ca*] [HCO,] } results:

pH, = 10.49 - 8.36 - log{ [2.00 10°] [6.30 10°]} =2.13 + 4980 =7.03

After dosing caustic soda, the pH is lower than after aeration/gas transfer, but higher than after lime-
stone filtration.

Because of dosing caustic soda, 2.30 mmol/l CO, is transformed and 2.30 mmol/l NaOH is consumed,
that is (2,30 - 40 = ) 92 g/m?.
A production of 1 million m? per year corresponds to about 92 tons NaOH (100%) per year.
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e Raw groundwater
* Ca = 2.0 mmol/kgw = 80 mg/L

» Alk = 4.0 meg/kgw = 244 mg/L HCO,
* pH = 6.46

« CO, = 3.68 mmol/kgw (was 4.0)
alculate:

* A: pH at equilibrium with CaCOj,
* B: NaOH consumption

| give you 3 minutes....

Aquatic Chemistry for engineers
[tem : Neutralization by caustic soda - NaOH

AQUATIC CHEMISTRY for Engineers

Module i tening
Softening with slkaling chemicals
FRISEGE IR A S SRS G5 R STYENENS, FOF SEFOLIE S SSENOIIE Wler
Sample [Crinking water Principl par 7. 48 |
ol s mahay
Basic data Temperatue T (=
Diygen oz mail 034 mmolkge
pH pH -
Methane CHAmail 600 mmailkgn
Sulfide Hzs mail 0,00 mmolfkgw
P [slectian activity) pe. -
Conductivity measured, attiC] EC matm [T
T [residue] TDS _ mail
Cations| Calsium Ca mail 20,0 2,00 mmolfkgw
Lagnesium Mg mall 000 mmallkgn
Sodium Na mail 000 mmolkgy
Fotassium, K maiL. 000 mmoltkgn
ran Fe mail 0.000 " mmelkgy
Manganese. Mn mail 0000 mmoltkgw
NHE  mail 0,000 mmeltkgy
“luminium El pall 0,00 mmaolkgw
Barium Ba pall 000 mmolkge
Cadmium Cd g 000 mmallkgn
Copper Cu pall 000 mmolkge
Lead Pb ol 000  mmoltkgw
Lithiun, L ugll 000 mmallkgn
Strontium ES pall 000 mmolkge
2ine. zn palL 0,00 mmolkgy
£nions| Hudrogen carbonate (a= Alkalintg) HCOF  mail ED 00 mmeaikgn
Chicride cl mail 000 mmolkgn
Mitrate: NOZ  mgil 000 mmolkge
Sulfate S04 mail 000 mmalkgy
Fluaride F mail 0,00 mmallkgy
Eromide Br mgiL 000  mmoltkgw
Phosphate P04 mall 000 mmallkgn
ite NOZ magil 000 mmolfkgy
Silicate E] ‘mail 0,00 mmolkge
ioron B ol 000 _mmoltkgy
Base Alkaline chemical Formula e.g. CaCO3, MaOH ete
Dose mmoltkgy
S after reaction Calcite El CaCO3 g, 089
elamits. = Calg(CO32 &g cemptys
Siderite 1 FeCOZ [no precip |
Rhodochrosite El WInCO3
Hudronyapatite El CaB(FO4)30H)
Bypass + acid Bypazs flow = of total 0
Acidic chemical formula
Dose mmoltkgy

Fiun PHREEGC I

]
TUDelft
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Aquatic Chemistry for engineers
[tem : Neutralization by caustic soda - NaOH

Answers:

Madule Chemical softenin:
Saftening with 2k aline chemicals
FRISEGE IR A S SRS G5 R STYENENS, FOF SEFOLIE S SSENOIIE Wler
Sample iption [Drinking water Principl i par 7. 48 |
ol s mahay
Basic data Temparature T =
Diygen oz mail 034 mmolkge
PH pH - - |
Mathane CHE ™ mail 6,00 mmalkgn
Sulfide Hzs mail 0,00 mmolfkgw
P [slectian activity) pe. -
Conductivity measured, attiC] EC matm [T
T [residue] TDS _ mail
Cations| Caleium Ca ‘mail 200 mmolkge
Magnesium Mg mal 000 mmolkgn
Sodium Na mail 000 mmolkgy
Fotassium, K maiL. 000 mmoltkgn
an Fe mgil 0,000 mmolkgn
Manganese. Mn mail 0000 mmoltkgw
NHY  mgil B N 0,000 mmalkgy
“luminium El pall 0,00 mmaolkgw
Barium Ba pall 000 mmolkge
Cadmium cd uall 000 mmolkgn
Copper Cu pall 000 mmolkge
Lead Pb ol 000  mmoltkgw
Lithium L uall 000 mmolkgn
Strontium ES pall 000 mmolkge
2ine. zn palL 0,00 mmolkgy
£nions| Hudrogen carbonate (a= Alkalintg) HCOF  mail ED 00 mmeaikgn
Chioride cl mail 000 mmolkgn
Mitrate: NOZ  mgil 000 mmolkge
Sulfate S04 mail 000 mmalkgy
Fluaride F mail 0,00 mmallkgy
Eromide Br mgiL 000  mmoltkgw
Phosphate P04 mall 000 mmolkgn
Hitrite. NOZ magil 000 mmolfkgy
Silicate E] ‘mail 0,00 mmolkge
or B ol 000 _mmoltkgy
Base Alkaline chemical Formula e.g. CaCO3, MaOH ete
Dose mmalthgu
S after reaction Calcite El CaCO3 g, 089
Dalomits = Calg(CO32 &g cemptys
Siderite 1 FeCOZ [no precip |
Fhodachrosite sl MnCO3
Hudronyapatite El CaB(FO4)30H)
Bypass + acid Bypazs flow = of total 0 P
Acidic chemical formula e.g HZE04, COZ et
Dose mmalthgu
after after after acid
R
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Answers:
= Reaction to CaCO5 equilibrium
» Clever trial-and-error to SI =0

* NaOH dose = 2.56 or 2.57 mmol/kgw

e A:
*B:

pH at equilibrium = 7.18
NaOH = 2.56 mmol/kgw

» Book Drinking water P&P:
* pH =7.03
* NaOH = 2.30 mmol/kgw
» Other pK,, ionic strength, ion pairs

Aquatic Chemistry for engineers
[tem : Neutralization by caustic soda - NaOH

P. J. de Moel
J.Q. J. C. Verberk
C. van Dijk
Base [Alkaline chemical formula NaOH e.g. CaCO3, NaCH etc
Dose mmaolikgw 2,56
Sl after reaction Calcite Ell CaCo3 e.0. 0.89
Dolomite sl Calg{CO3)2 eg. <empty>
Siderite sl FeCO3 {na precip.)
Rhadochrosite sl MnCO3
Hydroxyapatite Sl Ca5(PD4)30H
Bypass + acid Bypass flow % of total O e.q. 15
Acidic chemical formiia .9 H2804, C
Dose mmalikgw
Run PHREEQC |
(Overall parameters  [Cations meqkgw .45
BLiE e R Eai
[Conductivity (calculated, att'C) EC mSim 254 pSicm 403
Total dissolved solids TDS mglL na
lonic strength 1S mmolikgw . 84
| Tot: 2,00 112 "D 2,00
iapar pressure water 0,61 .01
Density gL 1,000 1,000
Redox conditions Oxygen 02 mmolikgw 0,34 020 atm 0,34
pe (electron activity) pe - 1550 1478
Redox potential Eh my 870 829
Correctness checks  |Charge difierence meq/kgw 0,01 0,01
Percentage error (100*(Cat-|An|)/(Cat+|An[) -0,1% -0,1%
|EC ratio, calculatedimeasured” - - B
TDS ratio, measured/calculated - - -
atm/atm 97, 7% 97,8%
pH change by electron balancing (Phreeqc) B [ 000 =
pe change by electron balancing (Phreeqc) - - -
Carbon equilibrium pH (Hydrogen activity) 7.18
[Alkcalinity 6,56
Total Inorganic Carson (TIC) 92 mglLC 7,67
[coz 0,07 atm 1,12
HCO3 - 241 mol 6,45
co3 2- 0 mgL 0,00
[ dpFi B 0.1 ol HETF kg X =
Buffer capacity - -
Calcite equilibrium [etcatcitey X 0,00
Equilibrium-pH (pHs of pH-Langelier) pHL - 7,36 7,18
Calcite Precipitation Potential CPP  mmolikgw 153 67 mglcoz 0,00
Calcite Precipitation Potential at 60 C  CPP-60  mmuolikgw 0,86 29  mgl CO2 3
Calcite Precipitation Potential 3t 90 C  CPP-90  mmolikgw 0,02 2 mglCaco3 =
— rov v §

]
TUDelft
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Aquatic Chemistry for engineers
Module : Chemical softening - PHREEQC code

» Code for output:
* PRINT / SELECTED OUTPUT etc
» Solution simulations:

» Sol. 1 / electron balance / CCPP etc

e Dosing base simulation: & Dosing base
« USE solution 1
« REACTION USE solution 1
REACTION 1
 NaOH MaOH 1
- 2.56 millimoles
¢ 2.56 millimoles  (mass) SAVE SOLUTION 2
. SAVE SOLUTION 2 EMND # Simulation &
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Conclusions - Lessons learned
Neutralization — Compare the treatment options

= Option Aeration CaCO5; NaOH
* Dose -3.22 1.53 2.56
* pH 7.36 6.93 7.18
« Alk 4.00 7.06 6.56

Base Alkaline chemical formula NaOH e.g CaCO3, NaOH eic
Dose mmoalikgw 2,56
[ ] a Sl after reaction Calcite Ell CaCo3 e.g. 0.89
L] L] L] Dolomite si Callg{C02)2 eqg <empty>
Siderite si FeCO3 {na precip.)
Rhodachrosite Ell MnCO3
Hydroxyapatite si Ca5(P04)30H
Bypass + acid Bypass flow % of lofal Q eg 5
Ecidic chemical formuia &g HS04, COZetc |
Dose mmalikgw
. . .
=
e Here: Aeration is best (COStS qual |ty) L —
- ]
Overall Cafions megkgw X 5,45
Anions megkqw N 6,46,
Conductivity (calculated, att 'C) mSii ’ 254 pSicm 403
Total dissolved solids magiL. 324 na
lonic strength mmolikgw 59 B84
Total hardness 2,00 12 D 2,00
. . Vapor pressure water atm’ 0,01 0,01
® = Density kgl 1,000 1,000
- Redox conditions Oxygen mmolikgw 0,34 020 atm 0,34
pe (electron activity) - 15,50 1478
Redox potential Eh mV 870
- - Correciness checks  |Charge difierence meq/kgw 0,01
) C O n C e n t | Percentage eror (100°(Cat-Jan|M(Cat+|An]) -0.1%
ration or all Species e B oo : : :
TDS ratio, measured/calculated - - -
ea level 97,8%
pH change by electron balancing (Phreeqc) B B
P C P P / C C P P pe change by electron balancing (Phreeqc) - -
Carbon equilibrium PH (Hydrogen activity) PH = 718
Alkalinity m mea/kgw 6,56
Total Inorganic Carbon (TIC) TiC mmoalikgw 92 mglLC 7,67
- co2 co2  mmolikgw 0,07 atm 1,12
° B ff 1C03 - HCOZ  mmolikaw 241 malL 645
uffer capacity = SoEE e TR B
Hpii By 0.1 mmol HET T kgw B z z
Buffer capacity BI IpH N
- - Calcite equilibrium |Ertcaicite) Sic = 0,00
« Sl of major solids e
Caldite Precipitation Potential CPP mmolikgw 67 mglLco2 0,00
J Calcite Precipitation Potential at60 C ~ CPP-60 mmolikgw 29 mglLCO2 -
Calcite Precipitation Potential at90 C__ CPP-80 _mmolikgw 2 mgiL CaC03 -
= — —11
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Aquatic Chemistry for engineers
Item : Softening by caustic soda / sodium hydroxide

Softening by dosing sodium hydroxide

Raw water (10°C) of a pumping station has the following compaosition:

Ca* = 2.0 mmol/l, HCO, = 4.0 mmol/l, CO, = 1.0 mmol/l

What is the required dosing with sodium hydroxide for softening down to Ca* = 1.0 mmol/l and what
is the final water composition?

P. J. de Moel
J.Q. J. C. Verberk
J. C. van Dijk

The content of Ca® has to be lowered with 2.0 - 1.0 = 1.0 mmol/l, for which 1.0 mmol/l NaOH is needed,
then 1.0 mmol/l HCO, is removed and 1.0 mmol/l CaCQ, is formed.

The amount of CO, that has to be removed can be calculated assuming that x mol NaOH is dosed, . iwa gy Fupant
then x mol CO, is removed and x mol HCO," is formed.

From K = [Ca*] [HCO,T / [CO,] = 10350451049 = 1043 results:
(10)(40-10+xP2/(1.0-x)-10°=10**= s0 x =0.71 mmol/l

Therefore 1.0+ 0.71 = 1.71 mmol/l NaOH is needed, thatis (1.71 - 40 =) 68 g/m®.
The production of 1 million m?* per year corresponds to 68 tons NaOH (100%) per year.
1.0 mmol/l CaCO, is formed, thatis ( 1.0 - 100 =) 100 a/m?.

A production of 1 million m? per year corresponds to 100 tons CaCO, per year.

After softening:

Ca? = 1.00 mmoll, HCO, = 3.71 mmoll, CO, = 0.29 mmoll, Na* = Na*, + 1.71 mmol/l, pH = pH_ (equilibrium)
From pH, = pK, - pKs - log{ [Ca*] [HCO,] } results :

pH =1049-836-10g{[1.0010°][3.7110°]1} =213 +543 =756

The pH mentioned above equals pH_. This shows that it is permissible to neglect the formation of CO_*.
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Aquatic Chemistry for engineers
[tem : Softening by caustic soda - NaOH

e Raw groundwater
* Ca = 2.0 mmol/kgw = 80 mg/L
Alk = 4.0 meg/kgw = 244 mg/L HCO; mree=

e CO, = 1.0 mmol/kaw ot
2 . Softening with lkaling chemicals
FRReEGe FpACT R
— Sample description [Drinking water Pr I par 4748 ]  Assumpsicn
° = s
= Basic data Temperaturs 0 3
Omygen 0z mafl 034 mmoltkgw
pH H :
Methane CH mafl 0,00 mmolfkgw
Sulfide Hzs mafL 000 mmaltkgw
pe felection actvity] pe. = o
‘Conduetivity [measured, att 2] EC g 0 phem
[residue] OS5 mall
Cations| Salcium [ matl mmalfkgu
- Magnesium Mg mafl. mmolthgw
. Sadium s mgil. mmaltkgw
a Cu a ". Patassium K mafl mmoltkgw
lion Fe mgil ‘mmaltkgw
Manganese M mafl. mmoltkgw
mmanium finert). NH3  mgil mmolfkgy
- N f Alminium Al vail mmolfkgu
Y r — m m W Barium Ba pail mmoltkgw
A_ a I I Ose O —_— . Cadmium cd pail mmoltkgu
Copper cu il mmolthgw
Lead Pb il mmalthgw
. Lithium L il mmoltkgw
- Stontium s il mmolthgw
* B: pH after softenin o
- &nions] Fydragen carbanate (2= Alkainty) HCO3  mall ED mmoltkgw
Chioride (u] mafl mmolthgw
NOZ  mgl mmaltkgw
. . S04 mafl mmolthgw
- F mgfl. mmaitkgw
« Hint: assume Sl calcite = .=
- FO4  mgll mmolthgw
HOZ  mgll mmoltkgy
El matl mmolkgy
B il mmoltkgw
Base formula e.g. CaC03, NaOH etc
mmelfkgw
1 after reaction El CaCOz eq. nes
El Calg[Ca32 eg.  <cempty
=) 03 [mo precip]
Fhodochrosite El MnCO3
=l Cab[FPO4J30H)
Bypass « acid Bypass flow, okl o N
Fc\dlcch?m\ca\ formula 9. H2504,CO2 etc
Dose. mmolkau
. . —
- | give you 3 minutes p———
(L]
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Aquatic Chemistry for engineers
[tem : Softening by caustic soda - NaOH

Answers:

AQUATIC CHEMISTRY for Engineers
Module Chemical softening
Saftening with sk aine chemicals
FRrEege Inputa aF.
Sample description [Drinking water Prinsipl: par 4748 ]  Assumpsicn
ot = -
Basic data Temparatirs 0 &3
Orygen 0z matL 034 mmoltkgu
I .
Wiethane CHE ™ mgil 00 mmaikgu
Sulfide HS  m 000 mmaitkgu
| pe [electon activity) re : .
Condustiity jmeasured, att i) EC mgim [
(residus) oS mall
Cations| Calcium Ca matl 200 mmoltkgw
Magnesium Mg mol mmalikgu
Sadium Ha matL mmalthgu
Fotassium K mat, . mmalikgy
Fe mgil mimaiihgu
Manganese Mn mal mmalikaw
mimanium finert) BHE  moll = | mmoltkgu
“Aluminium Al wall 0,00 mmeltkau
Barium Ea pail 000 mmoltkgu
Cadmium cd gl 000 mmaltkgu
Copper Cu pail 000 mmaltkgu
Lead Fb ol 000 mmaltkgu
Lithiurm, L pall 000 mmalikau
Stontium S poil 000 mmoltkgu
Zine Zn gl 000 _mmoltkgu
inions| Hydragen carbanate (az Alkalinty) HCOZ  mall ) +00 mmalkgu
Chioride o matL 000 mmaltkgu
nOZ mL 000 mmaltkgu
04 mol 000 mmoltkgu
F mgil 000" mmaitkgu
Er matl 000 mmeltkau
FOf  mol 000 mmoltkgu
WOz mgll 000 _mmoltkgu
El marl 000 mmalkgu
B pail. 000 _mmoltkgu
Base Tormula 9. CaC0%, NalH eto
mmeltkgu
S1 after reaction El CaC03 ]
El CabalCO%2 ea <empty
] 03 [no precip]
Fhodachrosite El MnCO%
] Cab(FO30H)
Bupass + avid Epass flow, bl
Fc\dlcch?mwa\ faimula
Dose mmaltkgu
Fun PHREEQC ]
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Aquatic Chemistry for engineers
[tem : Softening by caustic soda - NaOH

Answers:

e Estimate required NaOH dose
« NaOH=ACO, + ACa
* NaOH= 1.0 + 1.0 = 2.0
* Clever trial-and-error and SI = 0 -
* NaOH dose = 1.80 mmol/kgw

-
e A : pH after softening = 7.67

- . ]

. foverall parameters  [Cations 384 52 376

° — Anions, 384 483 3

— - Conductivity (caiculated, at t 'C) £ 254 254 psicm 32,1 338

2 Total dissolved solids o5 324 na na.

lonic strength 15 598 68 47

o o ™ 2,00 12 2,00 100

. - — ure pa 0,01 0,01 0,01

- - = o 020 atm o P

1484 1263 1429

Eh 839 709 802

0,01 0,01 0,01

0,1% -01% 01%

S

e Book Drinking water P&P: = L
« pH = 7.56 / NaOH = 1.71 mmol/kgw EENEIE
 Other pK,, ionic strength, ion pairs 1 ..- B E

13 14 3
956 56 myl Cac03
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Aquatic Chemistry for engineers
Module : Chemical softening - PHREEQC code

= Code for output:
 PRINT / SELECTED OUTPUT etc USE soltion

REACTIOM 1
NaOH 1

e Solution simulations:
* Sol. 1 / electron balance / CCPP etc

EMD # Simulation 6

USE solution 2
EQUILIBRIUM_PHASES

Calcite 0 #CCPP
EMD # Simulation 7

= Dosing base / precipitation simulation:
* USE solution 1 e
. REACTION EQU'L'BR'%TIE';:'ASES 0.00 10 precipitate_only # CaCO03

# Precipitation in reactor

# Dolomite 0.00 10 precipitate_only # CalMgCO3
# Siderite 0.00 10 precipitate_only # FeCO3
° NaOH # Rhodochrosite 0.00 10 precipitate_only #MnCO3
# Hydroxyapatite 0.00 10 precipitate_only # Cab(P04)30H
—_— # Vivianite 1 10 precipitate_only # Fe3(P0O4)2:8H2g
° 1 . 80 m | I I | mOIeS (m aSS) # Barite 1 10 precipitate_only # BaC03
# Aragonite 1 10 precipitate_only # CaC03
# Pyrite 1 10 precipitate_only #FeS
® EQU I L I BR I U M P HAS ES # Mackinawite 1 10 precipitate_only #FeS
- # FeS(ppt) 1 10 precipitate_only #FeS
. .. # Goethite 1 10 precipitate_only # FeOOH
e Calcite 0.0 10 precipitate only # Hematite 110 precipitate_only # Fe203

SAVE solution 3
EMD # Simulation 8

« Other precipitating solids
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Aquatic Chemistry for engineers
Item : Softening by (hydrated) lime - Ca(OH),

Softening by dosing lime

Faw water (10°C) of a pumping station has the following compaosition:
Ca* = 2.0 mmol/l, HCO, = 4.0 mmol/l, CO, = 1.0 mmol/l
What is the required dosage of lime to soften up to Ca®* = 1,0 mmol/l and what is the water composition?

P. J. de Moel

The content of Ca** has to be lowered with 2.0 - 1.0 = 1.0 mmol/l, for which 1.0 mmol/l Ca(OH), is o e

J. C. van Dijk

needed, then 2.0 mmol/l HCO, is removed and 2.0 mmol/l CaCO, is formed.

The amount of CO, that has to be removed can be calculated assuming that x mol Ca(OH), is dosed,
then x mol CO, is removed and x mol CaCQ, is formed.

From K = [Ca*] [HCO,]? / [CO,] = 108358451048 = 103 results:

(1.0) (4.0-2.00/(1.0-x)-10°=10%* so that x = 0.91 mmal/l

And thus 1.0 + 0.91 = 1.91 mmol/l Ca(OH), is needed, thatis (1.91 « 77 =) 147 g/m®.

The production of 1 million m?® per year corresponds to 147 tons Ca(OH), per year.

2.0 + 0.91 mmol/l CaCO, is formed, thatis (2.91 - 100 =) 291 g/m?.

The production of 1 million m? per year comresponds to 291 tons CaCO, per year.

. Kiwa gy Fupeift

After softening:

Ca* = 1.00 mmol/l, HCO, = 2.00 mmol/l, CO, = 0.09 mmol/l, pH = pH_ (equilibrium)
From pH_= pK, - pK_ - log{ [Ca*] [HCO,] } results:

pH,=10.49-8.36 - log{ [1.00 10°] [2.00 10%] } =213 +570=7.83

With this pH it is permissible to neglect the formation of OH-.
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Aquatic Chemistry for engineers
[tem : Softening by (hydrated) lime - Ca(OH),

AQUATIC CHEMISTRY for Engineers

Module Chemical softening

e Raw groundwater
« Ca = 2.0 mmol/kgw = 80 mg/L R

Sample description [Drinking water Principles and Practices - Groundwater par 4.7 « 4.8 ] Asrumpion
T =k s s

Basic data Temperature 0 =

— — Orygen o2 matl 034 mmalkgn

[ J — I I Ie W — I I l pH pH - . .
. 3 Methane CHE gl 007 mmaitkgn
Sulfide HIS  moll 000 mmolkge

B2 (slection activity) e - ; ;

Condustiity {measured, att 1) EC mim o yEiom
— Total dissolved solids [residue] TO8 mgh

L] — I I II I IO W Cations|[ Caleium =) mafL 1 Z00 mmalkgr
2 - Magnesium Mg mal 000 mmoltkgh
Sodium Ha mafL 000 mmolkge
Fotazsium K matL ; ; 000 mmoltkgy
ion Fe mafl 0,000 mmalikgw
Py H — 7 02 Manganese Mn mgt 0000 mmalikgw
— i i BHE  mall . | o000 mmaliky
p = “Alminium A vail 000" mmalikgw
Eirium Bs wail 000 mmoltkgh
Cadmium Cd uail 000 mmolkge
Copper Cu uail 000 mmolkgw
e Fb uail 000 mmolkge
Lithium L e 000 mmolkgw
Swontium £ pail 000 mmalkge
ino 2n sl 000 mmoltkge

‘anions| Fydragen carbonate (25 Alkaiinty) HCO3  mofl ED 400 mmolikge
Chicride 1

. - Mitrate: NO3 magiL 0o mmolikge
- Sulfate S04 mall 000 mmolikgy
F

Fluoride mafl 0,00 mmaitkgw
Eiomide. B matL 000 mmoltkgr
PO{ mal 000 mmalkge
- WOZ_ mght 000 mmoltkge
[ ] —_— B ‘mafl 000 mmoltkge
- 2 —_— - ] vail 0,00 mmolikgw
Base lkaline chemical Tormula C3[oHz] [eg Catn NabHete
Dose mmoltkgu

. —
- Sl after reaction  [Caloite £l Cat03 [ eq 083

° arter sortenin Dolomie 9 cagron G
= Siderite £l FeCOd [ro precip]

Rhodochrosite =l MnCO3
El Cas{PO4j30H
. . Bypass - acid Fmpassﬂaw 7 of total 0 o
- — Hcidic chemical Formuia g HZE04, 07 afo
* Hint: assume Sl calcite = 0
-

ERter aoid
+ bypass

Fun PHREEGE

| give you 3 minutes....
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Aquatic Chemistry for engineers
[tem : Softening by (hydrated) lime - Ca(OH),

AQUATIC CHEMISTRY for Engineers
Answers:
.
Module Chemical softening
Softening with alk aline chemicals
Fhreege iyl for, raimelers, fo.
Sample description [Drinking water Principles and Practices - Groundwater par 4.7 « 4.8 ] Asrumpion
g =g =
Basic data Temperature t k=) 0o
Omgen oz mall 034 mmaolikgw
PH pH - ..
Methane CH4 mall 000 mmaltkge
Sulfide Hzs mgiL 0,00 mmoltkge
pe [glection activity) pe - .
Conductivity [measured, at t 1) EC mEm 0 pSicm
Total dissolved solids [residue) T05 mgiL
Cations| Caleium Ca mgiL 200 mmaolikgw
Maanesium Mg mafl 0,00 mmaltkgw
Sodium Ha mgiL 000 mmoltkgw
Potassium, K mafL. . 0,00 mmaltkay
Fe mgil 0,000 mmalikge
Manganese Mn maiL 0,000 mmalikge
i i mall, 0,000 mmaltkar
Al vail 0007 mmalikgw
=5 wall 0,00 mmaltkgw
Cd pail 000 mmoltkgw
[=1} vaill 0,00 mmoltkge
Fb pail 000 mmolikgw
Li vail 000 mmaltkgw
S pail 000 mmalkgw
2Zn pail 000 mmolikgw
£inions| Hydrogen carbonate [as Alk alinty] HCOZ  mgfL 244 400 mmolikgw
Chlaride [=] mafl 0,00 mmaltkgw
Hitrate: HO3 mgiL 000 mmoltkgw
Sulfate S04 mail 0,00 mmaltkge
Fluoride F mgiL 0,00 mmolikgw
Eromide Br mgiL 000 mmaoltkgw
PO4 mall 000 mmalkgw
HO2 maiL 000 mmolikgw
Si mgiL 000 mmolikgw
B paill 0,00 mmoltkgy
Base Alkalire chemical formula CalOHI2 0. CaC03 NaDH etc
Dose mmu\ﬁkgw
81 after reaction Calcite Ell CaCo3 0,00 eg. [EE]
Dolomite Kl Cahg(CO3)2 &g <emply>
Sideri sl FeCO3 (o precip)
Fhodochrosite 3l MnCO3
5l Caf(PO4)30H]
Bypass - acid Eypass flow % oftotal G £3. 5
Acidic chemical formula e.g.H2504, COZ et
Dose. mmoltkgw
e |
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Answers:
» Estimate required Ca(OH), dose
« Ca(OH),= ACO, + ACa

- Ca(OH),= 1.0 + 1.0 = 2.0

 Clever trial-and-error and SI =0
* Ca(OH), dose = 1.95 mmol/kgw
e A : pH after softening = 7.92

» CO, after softening = 0.07 mmol/kgw

» B : Ca(OH), = 1.95 mmol/kgw

» Book Drinking water P&P:

 pH =7.83 / Ca(OH), = 1.91 mmol/kgw |msmes

« Other pK,, ionic strength, ion pairs

Aquatic Chemistry for engineers
[tem : Softening by (hydrated) lime - Ca(OH),

Base Flkaline chemical Tormula CaioH)2| [ CaCos, MaoH etc
Diose mmolkgy 198
Sl after reaction | Caleite B Cac0z 0,00 ]
Diclomite 3l CaMglC03)2 eg.  cemply
Siderite 3l FeCO3 [no precip)
Fhadochrosite £l MnCO3
Hydrosyapatite sl Caf(PO4]30H
Buypass « acid Buypass flow “oftotal 0 s B
Hwidic ohemioal formula e HEE04 £02 eto
Dose mmolfkgi
Fun PHREEGC |
Overall parameters [Cations megfkan 354 IR
Anions megikan 33 138
Conduchivity [caiculsted, 3t ] EC mSim 254 254 yStem 131
Total dissolved solids TOS  mgll 324 na
lonio strength 5 mmoltkgir 54 n
Tatalhardness TH mmaltkgy 2m nz o 100
apor préssure water s atm 0,61 [t}
Diensin tha kgl 1000 1000
FRedoz conditions | Cygen 3 mmalfkgu 03 020 atm 034
p [electron activity) pe - 34 1405
Fiedox potentis) Eh m 839 738
Comectness checks| Charge difference. meafkan E] E]
Fercentage enor (1007 Cat-An{(CatAn]) 014 -02%
EC 1atio, calculatedimeasured - B
TOS ratio, measuredicaloulated = - -
Disygen saturation (with ait 2t se3 level) Amiatm §77% 1k
PH change by slectran balancing [Phreeqc] - 00 -
pe change by electron balancing [Fhizeqs - -
PH[Hysiogen actiity) PH B 3 752
Adkalinity m meqikgn 400 20
TatalInorganic Carbon (TIC) TIC  mmolikgw 501 B0 mgllC 2108
COZ  mmolikgw m 00z atm 007
HCO3 - HCO3  mmaltkgw 334 240 moll 187
Co32- COZ mmaltkgy 000 0 mgll 0
dpH by 0 mmol HEI T kgw H - 0,05 -
Euffer capacity El mmoltkgw foH 188 - -
Calcite equilibrium [ Sl[calite) so - 034 251 000
Equiibrium-pH[pHs or pH-Langelier]  pHL - 738 750 782
Calcite Precipitatian Patential CPP  mmalikgw 032 % mglLcoz 235 0,00
Calvite Precipitation Potential at 601G CPP-60 mmolfkgw 013 % mgil CaCod - -
Calsite Precipitation Potential st 91C__ CPP-30_mmolfkgw 058 56 mgll CaCO3 - -
Faagonie ] CaC0 050 235 EE
psum sl Cas04.2H20 - - -
Anhydrite £l Casoé -
Dlomite sl CaMg(C03)2 -
Hudrozyapatite El Ca5(PO4]30H -
Redos scaling solidg Puiite ] Fes -
Siderite 3l FeCO3 -
Hematite sl Fe203 -
Fhadochrosite sl MnCO3 -
Vivianite 3l Fed(FO4)2:0H, - - -
Elements ? Sneies [T Sl A A Ik

]
TUDelft
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Aquatic Chemistry for engineers
Module : Chemical softening - PHREEQC code

# Dosing base

» Code for output:
* PRINT / SELECTED OUTPUT etc T Come 1

1.95 millimoles
SAVE SOLUTION 2

e Solution simulations: END # Simulation 6
* Sol. 1 / electron balance / CCPP etc

EQUILIBRIUM_PHASES
Calcite 0 #CCPP
END # Simulation 7

e Dosing base / precipitation simulation: [secsnnmesco

° USE SOIUt'On 1 EQUILIBRIUM_PHASES

Calcite 0.00 10 precipitate_only # CaC03

# Dolomite 0.00 10 precipitate_only # CaMgCO3
° C O # Siderite 0.00 10 precipitate_only #FeCO3
R EA T I N # Rhodochrosite 0.00 10 precipitate_only #MnCO3
# Hydroxyapatite 0.00 10 precipitate_only # Cab(P04)30H
# Vivianite 1 10 precipitate_only # Fe3(P0O4)2:8H2
[ ] —
Ca(OH) 2 # Barite 1 10 precipitate_only #BaC03
# Aragonite 1 10 precipitate_only # CaC03
HIH # Pryrite 1 10 precipitate_only #FeS
. —
1 . 95 m I I I I mOIeS (m aSS) # Mackinawite 1 10 precipitate_only #FeS
# FeS(ppt) 1 10 precipitate_only #FeS
# Goethite 1 10 precipitate_onl #FeQOOH
. U U SES - ey
EQ I L I BR I M_P HA E # Hematite 1 10 precipitate_only # Fe203

SAVE solution 3
END # Simulation 8

USE solution 3

 Calcite 0.0 10 precipitate_only
« Other precipitating solids e e 0 sceer

END # Simulation 9
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Conclusions - Lessons learned
Softening — Compare the two chemicals

e Option NaOH Ca(OH),
* Dose 1.80 1.95
* pH 7.67 7.92

Base ABlksline chemical Farmula Ca[DH]2| 2.9 CaC03, MaOH ete
Dose mmnlfkgw 1,95
51 after reaction Calcite El CaCo3 0,00 . 0.3
Diolomite ) Calg(C03)2 eq <empty:
[ ] Siderite El FeCO3 [n presip
= = Rhodochrozite =l MnCO3
Hydroxyapatite S| C a5{PO4130H
Bypass - acid Buypazs flow %ol total G 24, 15
Acidic chemnical Formula &g HZ504, COZ et
* Ca 1.00 1.00
: :
Fun PHREEGC I
Overall parameters [Cations meqik g
ions megtkg
Conductivity [calculsted, at t1C) EC mSm 254 pSicm
Tatal dizsolved solids TOS mafl
= = lonic strength I mmolkgw
 Here: Ca(OH), is best (costs, qualit e e
Wapor pressure water pa atm
- 2 ) Diensit tho kil
Redoz conditions [ Oiygen 0z mmolikgy 020 atm
pe (electron activity) pe
Fiedos potential Eh my
Comeetness checks|Charge difference. meqikgu
| Fercentage eror (100YCatiAn) A CatelAni] A ; :
EC ratio, calculstedimeasured - - - -
- - TOS ratio, - - - -
- Diuygen saturation (with air at sea level] atmiatm ELkE i 817%
P P H R E E IN E X | \V; mor s e R i : i
- pe change by electron balancing [Phreeqe] - - - -
Carbon equilibri PH [Hudrogen activity) PH - 702 0,10 Taz
Ak alinity m meglkgw 400 740 2m
. . Tatal Inorganic Carban (TIC) TIC mmolkgw 5 B0 mallC 501 208
« Concentration of all species
HCO3 - HCOZ  mmolfkgw 394 240 mgil 213 197
p CO032- co3 mmolfkgw 0,00 o mail 114, o0
dpH by 0.1 mmal HEI Y kg pH B 0,05 B B
| Euter capacity El mmoltkgw tpH 1,38 - =
Calgite equilibrium | Sl{ealeite] She - 034 251 0,00
[ ) -pH [pHs= or pH-Langelier) pH-L - 738 TED 7az
Calcite Precipitation Potential CPP mmokkgw 032 " mgil CO2 295 000
Caloite Presipitation Potential at 60 C CPF-E0 mmoltkgw 01z i mail CaCO3 - -
Caloite Precipitation Potential at 30 C_ CPP-30 _mmolkgw 056 56 magil CaCO3 - -
- Other sealing solids | Aragonite El CaCoZ 050 2385 0,16
* Buffer capacity I |
Anhydrite =l CaSo4 - - -
Diolomite sl Cahg03)2 - - -
Hydionyapatite Ell Cab(FPO4130H - - =
- . Redoz scaling soliddPurite Sl Fe& - - B
* Sl of major solids - ]
Hematite k=l FezO3 - - -
Fhodochrozite k=l MnCO3 - - -
“Wivianite Sl Fe3(FO4)2:8H20 - - -
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Aquatic Chemistry for engineers
[tem : Split treatment for softening

Softening in split-treatment

Raw water (10°C) of a pumping station has the following composition:

Ca* = 2.0 mmol/l, Mg* = 0.2 mmol/l, HCO, = 4.0 mmol/l, CO, = 1.0 mmol/l

How much has to be removed by the softening reactors for softening down to a total hardness of 1.0
mmaol/1?

[Ca]

softened

(x) (1)

With a total hardness of 1.0 mmol/l Ca* is
(1.0 - 0.2 =) 0.8 mmol/l (content of Mg remains

[Ca]l—~

P. J. de Moel
J. Q. J. C. Verberk

J. C. van Dijk

8
equal). g iciwa i fuaf‘.!f
In the pellet reactor softening down to %
Ca® = 0.5 mmol/l (on condition that [HCO,]softened
>1.0 mmol/l)
Assume that a fraction x is softened, then a fraction
(1-x) will not be softened.
When mixing both flows, the following Ca-balance [Cal
applies:
X [Cal e * (190) - [CA, g sopares = 1 [Cal e
x-05+(1-x)-20 = 0.8, s0
x=(20-08)/(20-05)=12/15=038
Thus, a minimum of 80% of the discharge has to be treated in the pellet reactors.
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Aquatic Chemistry for engineers
[tem : Split treatment for softening

e Raw groundwater
* Ca = 2.0 mmol/kgw = 80 mg/L

AQUATIC CHEMISTRY for Engineers
* Mg = 0.2 mmol/kgw = 4.9 mg/L
N .
Module Chemical softenin,
° AI k —_— q O /k —_— 2 q q /L I |CO Softening with slkaline chemicals
Sample iption [Drinking water Princi d Practices - Ground par 4745 ]
Tl simthas smaaw
. — Basic data Temperature t c 10,0
— . Oiygen 02 mail o 034 mmolfkge
2 pH pH - 0z
Haihane CHE gl G0 mmalikg
Sulfds Hs  mgll 000 mmaltkgw
P slecan sctiity) R - ——
) pH — 7 Condustivity [measured, 3t {1C] €0 mEim 0 i
— . Total dissoleed TS mal
Cations| Calshum T:  mall 1 200 mmallkgn
lagnesium Mg mgl Y
Sodi Na matl
Potassium K mafl
i FE mgil
FManganese Mo mgl
Ammenium finert) NHE mgl
‘Bluminium T
Barium Ba il
- Calculate: | i
Copper Cu il
- Lead Pb il
Lithium 1] uall
Strantium st el
Zino Zn ol
Y A' ‘ a OH for ‘ a — O 5 m mo gW Anion|Fydragen carbonate (2= Akaing) HCDS  mall )
- _— - Chioride (=] malL
2 Ritrate ND:  mgll
Sulfate S04 mgfl
Fluoride E ‘mail
- —_— Bromide B mgt
° ass 10r La = mmo W
. N hitite ND2  mght
Silcate 6 mgil
Bercn B wgll 000 mmoltkgw
Base Flkaling shemisal Formula Ca0Hz| [Fececon NeaHee
Dose mimolfk gu
Slafter reaction [ Calcits ] [ o | [72 oee
Dolomite si CaMglCOp2 eg  cemp
Siderite: sl FeCO3 [no precip.)
Rhodochrosite sl MnCO3
sl Cab[PO430H)
Bypass + acid Fupassl\\:w oftoall e,
Acidic chemical formula e.g.H2S04, COZ ete:
Dose. mmollkge
. . —
e | give you 5 minutes
naan
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Aquatic Chemistry for engineers
[tem : Split treatment for softening

Answers:

AQUATIC CHEMISTRY for Engineers
Module al softenin,
Satening vith 3lksline chemic ks
Phresqe dputser, 25 Ao sevedic a0
Sample iption [Dirinking water Princ) d Practices - Groundwater par. 4.7+ 4.8 ]
it =gk gs gy
Basie data Temperature t c 10,0
Dygen o2 mgfL 1o 034 mmoltkgw
H pH - 0:
Wsthane CHE gl 000 mmalkgw
Sulfide H2S  mgll 000 mmoltkgw
pe (election activity) pe -
Conductivity [measured, at t1C] EC msim 0 pSiem
Total dissolved TOS  mgtl
Cations| Calcium =) mafL 200 mmalfkgw
Hagnesium Mg mgll
Sodium Ma mgfL
Potassium K mafL
o i mafl
Manganese Mno mgll
Ammanium (ingrt) NHE  mgll
Aluminium Al uall
Barium Ba pail
Cadmium cd pail
Copper Cu pail
Lead b uall
Lithium L uall
Suontium s uall
Zino Zn vail
Anions| Hydragen carbonate (25 Alkslin) HCO3  mgll )
Chioride cl matL
Hiitrate NOZ  mgll
Sulfate S04 maiL
Fluoride F mgil
Exomide Br matL
Phosphate PO¢  mgll
Ritrite NOZ_ mgll
Silicate, i ‘mgfL
oron ] uaill 000 mmaoltkgw
Base ik aling chemical Formula Tal0H)z| [eg Cacos NaDH et
Dose mmoltk gy
Slafter reaction [ Calcite El CaC0z 000 | [ o0en
iolomite El CabgCO3)2 eq  <cempy
Siderite. sl FeCO3 [no precip.]
PRhodochrosite El MnCO2
sl Cab[FO4)30H
Bypass + acid Fupassl\\:w oftoall e,
Acidic chemical Formula e.9-H2E04, COZ et
Dlose. mmolfkgw

after acid
bupass

]
TUDelft
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Aquatic Chemistry for engineers
[tem : Split treatment for softening

. .
Answers:
=
Base Zlkaline chemcal Formula Caorz| [+ a0z NanHe:
Dase mmoltkg 251
- - S1 after reaction Caleite E] CaCO? 0.00 ]
® Dalomite El CaMg(CO3)z eg  cemply
Siderite El FeC3 (no precip)
Fhodochrosite El MnCO3
H Ell LCab[F04)30H|
Bypass - acid Bupass flow Yol total Fil] e B
Aecidic chemical Farmula 9. H2S04, COZ ete
e La — + a .

after acid

— — (Overall parameters [Cations ‘meqlkaw 470 138 133
[ ) a — + — Anions megfkgw
2 L L L Conductivity [calculated, at 5] EC metm 265 pStom
Total dissolved solids: TDS mgil
lonic strength 5 mmolfk g
- T TH mmaltkgw 1z 0
» Clever trial-and-error and SI =0 A
— — — Dienzity tha kall
Redox conditions  [Cygen oz ‘mmaltkge 020 stm
pe (slectron activity) pe -
Fiedos patential Eh my
Correctness checks | Charge difference. ‘meqtkge
« Ca(OH), dose = 2.51 mmol/kgw
_— - EC ratic, caloulatedfmeasured -
2 TOS ratio, measuredicaleulated -
[ iith air at sea level] atmtatm
- pH change by electron balancing [Phreeqa] -
] L] Alkalinity m meqtkge
TotalInorganic Carbon [TIC] TIC mmolfk g B0 mgiLC
Ci coz mmolfkgw 002  atm
- HEOZ- HCOZ  mmoltkgw 240 mall
— O3 2- co3 mmaltkgw 0 mail
. after softening = mmol/kgw Shusens g
2 L Buffer capacity Bl mmolkge ipH
Calcite equilibrium | Sl (zalcite] Sle -
Equilibrium-pH (pHs or pH-Langslier] pH-L
1“4 mgil CO2

13 mgil CaCO3
56 mgil CaCO3

Calcite Pracipitation Porential CPP  mmoltkgw
° — Calsite Precipitation Potential ateD G CPP-60 mmolkgy
2 — . Calsite Precipitation Potential at30 G CFP-80 _mmolkgs

Other scaling solids [Aragonite B CaLOs
£l Ca804.2H20
Anhydite £l Caso4 - - - -
- O Dolomite sl CaMq[CO3)2 178 332 043 213
. gl C5(P04)30H - - 5 B
: Bypass = 20% = ==
Siderte £l FeC03 - - - -
Hematite £l Fe203 - - - -
Fhodachrosite sl MnCO3
Wivianite sl Fe3[PO4J26H20
[Elements # Species [T mmaltkg
coz 44 mal
HCO3-
coiz
CHi il 000 mail

» Book Drinking water P&P:
« Same bypass flow / No equilibrium reactions

3 | | .
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Aquatic Chemistry for engineers
Module : Chemical softening - PHREEQC code

» Code for output:
* PRINT / SELECTED OUTPUT etc

= Solution simulations:
* Sol. 1 / electron balance / CCPP etc

= Dosing base / precipitation simulation:
* Reaction / Equilibrium_phases

# Bypass and acid dose

MIX
1 0.20 # takes fraction 1-x of solution 1
3 0.a0 # takes fraction x of solution 3
- MIX softened and raw water REACTION o 1
- REACTION acid e sy

EMD # Simulation 10

USE solution 4
EQUILIBRIUM_PHASES

Calcite 0 # CCPP
EMND # Simulation 11
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Conclusions - Lessons learned
Split treatment for softening

» Sl Dolomite - CaMg(CO;), = CaCO;.MgCQO,
« after Ca(OH), = +3.92 (supersaturated)

Base Alkaline chemical Formula Ca0Hz] [e3 Catos, NaoHet
) — Diose mmoltkgw
— . 51 after reaction [ Calcie B CaCOs X =g 049
Dolomits sl CaMg[CO3)2 sa  comprp
Siderite £l FeC03 (no precip.]
Rhodachrosite. £l MnCO3
- H 8l Ca5(FO4]30H
[ ] I D I ' II r r r —_ - ‘l Bypass + acid Bupass flow ol otal 20
— . Bt chemioal ol
Diose mmaltkgw
Apparently no Mg remove —— =
Anions megkgy B )
Condustiviy foaloulated, at 1] £ ‘mdim 266 ySiom
Tatal diszclved solids oS mail
Ionic swength 15 mmaltkgy
T TH mmaltkgy 23 'O
Wapar pressure water pa tm
Density tho kgl
. - Redox conditions | Crugen 0z mmalfkgy 020 am
- — p (slectron sctivity) pe -
- Better: inpu olomite = + == .
- . Correctness checks|Charge diference meqhkgn
Parcentage eiror (100"(Cat4An]AC atelAn)
EL ratin, paloulatedimeasured z
08 rati .
0 [ith i ai sealewel] Simiatm
aH change by eleciron balancing [P hreeqo] z
p change by ing {Phieqel - -
Carbon equilibrium [ pH [Hudragen astivity] H = T50 T3
Alkalinity m meqkgw 101 161
= - TatalInarganic Carban (TIC) TIC  mmalfkgw 60 mglC 100 130
» PHREEQC (in Excel) gives more:
HCO3- HCOZ  mmalfkgw 240 mgil 036 159
= coaz CO3. . mmalikgy 0 mal
dpH by Timmol HET kg pH B i
Buffer oapasity El mmoltkgw ipH = 042
- - Calcite equilibrium [ Sizalcite) Sk - 0,00 075
« Concentration of all species e
Calsite Frecipitation Potential CPP  mmolfkgw # mgiLCOz 000 015
Calsite Precipitation Fotential at 60 G CPF-60 mmolfkgw 13 moil CaCO3 - 007
Cilcite Precipitation Potential st90 C__ CPP-90_mmoltkgw 55 mgiLCacO3
Other scaling solids [ Araganite Bl CaCO3
Gapsum £l Ca804.2H20 - - - -
[ ] P P P P Anhydrite El Cas4 - - - -
( : ( :( : Diolomite sl CaMg[CO32 479 33z 049 21
sl C35(PO4J30H - - - -
ing solid Furite Bl Fes
. Siderite sl FeCO3
Hematite sl Fe203
[ J u er Ca aCI Rhodochrosie sl MnCO3
Wivianite sl Fe3[PO4J26H20
Elements ! Species [T mmalfkgh
coz 44 mal
- . HCO3-
co3z
o of maior solids
Cs mmalfkgn
Cats
CaHCOE +

] . . .
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Questions?
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Aquatic Chemistry for engineers
Module : Kinetics of calcite — PWP model (App 3b)

* Dissolution of calcite
* Limestone filtration

* Precipitation of calcite
- Softening [E8

* Application
 Drinking water : neutralization + softening
« Sewerage / wastewater: concrete corrosion + precipitation
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* Open App_3b.xlsm:

|

&

il i

i i . R S

EEESEE ﬁiﬁi H
Hi

#EJopERgFI"

[= ;Q‘ﬁéﬂg i

i

Requires:
e module IPhreeqcCOM installed (in Windows)
= macros enabled (in Excel)

3 | | .
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Aquatic Chemistry for engineers
[tem : Kinetics of limestone filtration — CaCO,

MNeutralization by limestone filtration
Raw water (10°C) of a pumping station has the following composition:
Ca* =20mmol/l, HCO,=40mmoll, pH=646, CO,=4.0 mmoll
What is the pH in equilibrium after limestone filtration and how much CaCQO, is required?
When x mol CaCO, reacts, then x mol CO, is removed and x mol Ca? and 2x mol HCO, are fo| p
kiwa UDelft
From K =[Ca®]-[HCO,]*/[CO,] = 108380461059 = 10** results: s _
(20+x)- (4.0+2x)*/(4.0-x)10°% = 10** so that x = 1.20 mmol/l
Thus in equilibrium is:
Ca* =3.20 mmol/l, HCO, = 6.40 mmol/l, CO, =2.80 mmol/l.
From pH_  =pK, -pK_-log{ [Ca®*] [HCO,1} results:
pH, =1049-8.36-10g{[3.2010°[6.4010°]} =213+469 =682
After limestone filtration the pH (or pH,) is lower than after aeration/gas transfer.
During filtration 1.20 mmol/| CQO, is transformed and 1.20 mmol/l CaCO, is consumed,
thatis (1.20 - 100 =) 120 g/mé.
A production of 1 million m?® per year corresponds to 120 tons per year.
] . . .
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Aquatic Chemistry for engineers
[tem : Kinetics of limestone filtration — CaCOj

« Calcite (CaCO;) (precipitation / dissolution)
* PWP model (Plummer, Wigley,Parkhurst), 1978
» Rate =f (temp H* CO, Sl-calcite)
 dMass = Rate x Area x Timestep
e Area : A/V = Area calcite / volume water
A = f (diameter particles, sphere)
* V = f (porosity)

» Limestone filter/contactor
* Diameter limestone = 1 or 2 mm
» Porosity = 0.4
« Empty Bed Contact Time (EBCT) =1 m /5 m/h = 12 minutes
» Real contact time = 12 * 0.4 = 4.8 minutes = 288 sec
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Aquatic Chemistry for engineers
[tem : Kinetics of limestone filtration — CaCO;

e Raw groundwater
* Ca = 2.0 mmol/kgw = 80 mg/L

* Alk = 4.0 meg/kgw = 244 mg/L HCO
. 3
AQUATIC CHEMISTRY for Engineers
* pH = 6.46
.
Module Calcite kinetios (P¥P model)
Dissolution and precipitation of Calcite
*« CO 5 = 3.68 mmol/ kgW (Was 4 O) S ——
. .
Sample iption [O; Frinciples. par. 4.7 ] Assumpion
ot o s g
0 Basic data Temperatare 0 3 00
[ ] e m Oxygen 0z mgiL 034 mmoltkgw
— = =
Methane cHY " imall 66 mmaikaw
Sulfide H2S  mall 000 mmaltkgu
pe (electron activity) p - .
Condustivitd {measUiad, 3t {i) EE T mEim [T
Total dissolued solids (residus] 105 mal
Cations| Caloim Ca mail 300 Z00  mmolfkgw
Magnesium Mg mal 000 mmaltkgw
Sodum Ha maiL mmoltk g
— - Potassium K mail . mmoltk gy
- Calculate Sl after sec (p= - S
. - Manganese Mn mall 0000 mmoltkgw
Ammonium finert] MHY  moil - 0,000 mmoltkge
Aluminium Al ugiL mmolk g
Barium Bs ugiL mmoltkgu
PY A- for d — 1 m m Cadmium cd ugiL mmoltkgi
— Copper cu uiL mmolk g
- Lead Fb wail mmoltkgu
Lithium Li ugiL mmoltkgw
Strontium 3 il 00 mmoltkgu
Zine Zn uaiL mmolk g
Y B - for d — 2 m m Anions| Fudiogen carbonate (a2 Akalntg] ACOZ  mail T 00 mmolthgw
- _— Chloride cl mail mmoltkgu
Hitrate N0 mgll mmoltkgu
Sulfate. 504 mgil mmolfkgi
Flusride F mail mmoik g
Bromide B maiL mmoltkgu
Phosphate P04 mgiL 00 mmaithgir
Hiitite W02 mail 000 mmoltkgw
Sillcate El maiL 000 mmaithgir
Boron E uil 000 mmaoltkgu
Particles Particls diameter ] ™ 10
Surkave area per particle dmz THE 0T
Volume per particle L 523607
Particle bed Forosity particle bed P B 040
= = Particles per uolume partiole bed il 11EE05
® I IVe O u 3 m I n utes Surface 3rea per volume particls bed dma2riL 260
. Surkave area per volume water AN dmzt a00 01 mm water
Fun PHREEGC I
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Aquatic Chemistry for engineers
[tem : Kinetics of limestone filtration — CaCOj

Answers:

AQUATIC CHEMISTRY for Engineers
Module Calcite kinetics (PWF model)
Dissolution and precipitation of Calite
FHIEOGE At o Sl ST Gl v STELELS, O SECURE g amaeralic waler
Sample iption [O; Frinciples. par. 4.7 ] Assumpion
Tl =makas madk s
Basic data Temperature 0 = [T
Ozugen 3 mgil 034 mmoltkgu
pH pH
Methane CHE ™ mail i mmaltkgu
Sulfide H2E  mgil 000 mmaltkgu
pe [electron activityl p - -
Condustivity fmeasured, at tic] EC miim b Eiem
Total dissolued solids [residue] TOS  mail
Catione| Caloium Ca mail 0,0 Z00 mmolkgw
Magnesium kg mgil 000 mmaltkgu
Sodum Ha mgil mmolfkgu
Fotassium K mgi. - mmollkau
F& mail 00 mma.gu
Manganese n mgil 0000 mmolfkgu
Ammonium (inert] MHE  mgil . 0,000 mmolikgu
‘Aluminium B wail mmolfkau
Earium Ea wall mmolfkgu
Cadmium cd wail mmolfkgu
Copper Cu pail mmolikau
Lead Fb wail mmolfkauw
Lithium Li wail mmolfkgu
Stontium E poil 00 mmoltkgu
Zine: Zn pail mmolfkgw
Anions| ydiogen carbonate (2 Alkalinty) HEOZ  mall 3 00 mmoltkgu
Chioride =] mail mmolfkau
Hiitrate HO3  mgil mmolfkgu
Sulfate 504 moil mmolfkgu
Flucride F mgil mmolfkau
Eromide Ex mgil mmolfkgu
Phosphate FO{  mgil 00 mmolthgu
Hitrite MD2_ mail 000 mmolkgu
Silicate E] mgil 000 mmolthgw
Eioron E il 000 mmolkau
Particles Farticle diameter ] mm 10
Surface area per particle dmz THE0F
Volume per particle. L BIE0T
Particle bed Forosity particle bed P B 0,40
Particles per volume particle bed nil 11BE- 0
Surface area per wolume particle bed dmz2iL 360
Surface area per volume water AV dmat 00 011 mm water
Fun PHREEGC I

'i';U Delft Aquatic Chemistry for engineers 124




Aquatic Chemistry for engineers
[tem : Kinetics of limestone filtration — CaCO,

Answers: Sl calcite
'3;2 /""—-—_—_
: s =
» Sl after 300 sec with p=0.4 : L
7
0,3 i/
e A : d:]—mm : SI (3003) = _0.05 ' o 2I:'gr.lntal:'c‘!:i:'loeo(ser.r.lnl:l:]w(] 500 o

Sl calcite
0,0

01 £ —————
-0,2 E /4—-"""—-‘-—_
0.3 o
04 —
05 ¢ —iF
0,6 £
07 - P
08 Z
- — - — 0,9 E
: B ) d—2mm ) SI (SOOS) — -023 54 (;I B I1timl B -2(:)0‘ - I3(im‘ - -4(;]0- - I5(;0I B Iﬁ(;()
Contact time [seconds)
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» Code for output:
 PRINT / SELECTED OUTPUT etc
« Solution simulations:
» Sol. 1 / electron balance / CCPP etc

Aquatic Chemistry for engineers
Module : Kinetics of calcite /PWP — PHREEQC code

« Kinetics - Rates simulation: # Kinetics Calcite
* KINETICS
) . USE solution 1

 Calcite (RATES in .dat) KINETICS 1
Calcite

« -formula CaCO3 1.0 (stoich) -formula CaC03 1.0
-m0 1.0

« -m0 1.0 (initial mass) -parms 900 067
-ste 0 300%2

e -parms 900 0.67 (in RATES) INEF{EMENTALIiREACﬂONS

END # Simulation 6
» -step 0 300*2 (sec)
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Conclusions - Lessons learned
[tem : Kinetics of limestone filtration — CaCOj

e Long contact time
e Practice : Sl -0.3 to -0.5
* PWP: SI=0

» Results PWP model differ from results in practice
 PWP is not OK near equilibrium (-1 <SI <1)
 PWP is for open systems, not for closed systems

» Kinetic model to be improved:
 For dissolution
 For precipitation ?
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Questions?
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Aquatic Chemistry for engineers

PHREEQXCEL-apps for water treatment

13 September 2013 Peter de Moel — TU Delft
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		Module		Drinking water

				with water quality check for macro parameters



		Phreeqc		Input for all stimela.dat parameters for aerobic water (no input of C(-4), S(-2), N(0) and pe)



		Sample description		Drinking water 												Assumption:

																mg/L =mg/kgs =mg/kgw						Drinking water:

		Basic data		Temperature		t		0C				11.0										< 25		0C		NL				EGV reported at 20 C:

				Oxygen		O2		mg/L				11.3				0.35		mmol/kgw				> 2		mg/L		NL						EGV-20		38.4		mS/m

				pH				- 				7.80										> 7.0  < 9.5				NL				EGV converted to 11 C:						1,116/1,372 * EGV20 (acc ISO 7888)

				Conductivity (EC measured, at t 0C)				mS/m				31.2				312		µS/cm				< 125 (20 0C)		mS/m		NL						EGV-11		31.2		mS/m

				Total dissolved solids (TDS residue)				mg/L														-				NL

		Cations		Calcium		Ca		mg/L				38.0				0.95		mmol/kgw				Tot. Hardness > 1 mmol/L				NL

				Magnesium		Mg		mg/L				5.00				0.21		mmol/kgw				Tot. Hardness > 1 mmol/L				NL

				Sodium		Na		mg/L				48.0				2.09		mmol/kgw				< 150		mg/L		NL

				Potassium		K		mg/L								0.00		mmol/kgw				-				NL

				Iron		Fe		mg/L								0.00		mmol/kgw				< 0.20		mg/L		NL

				Manganese		Mn		mg/L								0.00		mmol/kgw				< 0.05		mg/L		NL

				Ammonium (inert)		NH4		mg/L								0.00		mmol/kgw				< 0.20		mg/L		NL

				Aluminium		Al		μg/L								0.00		mmol/kgw				-				NL

				Barium		Ba		μg/L								0.00		mmol/kgw				-				NL

				Cadmium		Cd		μg/L								0.00		mmol/kgw				< 5		μg/L		NL

				Copper		Cu		μg/L								0.00		mmol/kgw				< 2000		μg/L		NL

				Lead		Pb		μg/L								0.00		mmol/kgw				< 10		μg/L		NL

				Lithium		Li		μg/L								0.00		mmol/kgw				-				NL

				Strontium		Sr		μg/L								0.00		mmol/kgw				-				NL

				Zinc		Zn		μg/L								0.00		mmol/kgw				< 3000		μg/L		NL

		Anions		Hydrogen carbonate (as Alkalinity)		HCO3		mg/L				188				3.08		mmol/kgw				> 60		mg/L		NL

				Chloride		Cl		mg/L				28				0.79		mmol/kgw				< 150		mg/L		NL

				Nitrate		NO3		mg/L								0.00		mmol/kgw				< 50		mg/L		NL

				Sulfate		SO4		mg/L								0.00		mmol/kgw				< 150		mg/L		NL

				Fluoride		F 		mg/L								0.00		mmol/kgw				< 1		mg/L		NL

				Bromide		Br		mg/L								0.00		mmol/kgw				-				NL

				Phosphate		PO4		mg/L								0.00		mmol/kgw				-				NL

				Nitrite		NO2		mg/L								0.00		mmol/kgw				< 0.1		mg/L		NL

		Non-charged		Silicate		Si		mg/L								0.00		mmol/kgw				-				NL

				Boron		B 		μg/L								0.00		mmol/kgw				< 500		μg/L		NL







		Overall parameters		Cations				meq/kgw				4.36				4.40		meq/kgw

				Anions				meq/kgw				3.83				3.87		meq/kgw

				Conductivity (EC at t)				mS/m				28.3										< 125 (20 0C)		mS/m		NL

				Total dissolved solids (TDS)				mg/L				307

				Ionic strength				mmol/kgw				5.2

				Total hardness				mmol/kgw				1.15				6.5		0D				> 1 		mmol/L		NL

				Vapor pressure water				atm				0.01

				Density				kg/L				1.000

		Redox conditions		Oxygen				mmol/kgw				0.35				0.21		atm

				pe (electron activity)		pe		-				14.07

				Redox potential		Eh		mV				793

		Correctness checks		Charge difference				meq/kgw				0.52				0.52		meq/kgw				< 0.2 meq/L (an < 3)				SM 1030E				SM 1030E : Checking correctness of Analyses

				Percentage error (100*(Cat-|An|)/(Cat+|An|)								6.4%										< 2% (3 < an < 10)				SM 1030E				Ion Bal		an < 3 meq/L				diff		< 0.2 meq/L

				EC ratio, calculated/measured 				-				0.91										>0.9  <1.1				SM 1030E						3 < an < 10 meq/L				error		< 2%

				TDS ratio, measured/calculated 				-				-										>1.0  <1.2				SM 1030E						10 < an < 800 meq/L				error		< 5%

				Cations to measured EC ratio (*10)				meq.m/kgw.mS				1.54										>0.9  <1.1				SM 1030E				TDS		m-c ratio		1.0 - 1.2				meas/cal

				Anions to measured EC ratio (*10)				meq.m/kgw.mS				1.35										>0.9  <1.1				SM 1030E				EC		c-m ratio		0.9 - 1.1				cal/meas

				TDS to EC ratio, measured (/10)				mg.m/L.mS				-										>0.55  <0.7				SM 1030E				charge / EC meas				0.9 - 1.1				an / EC + cat / EC 

				TDS to EC ratio, calculated (/10)				mg.m/L.mS				1.08										>0.55  <0.7				SM 1030E				TDS / EC				0.55 - 0.7				cal/cal + meas/meas

				Oxygen saturation (to air at sea level)				atm/atm				102.7%										< 1.1				pr.

				pH change by electron balancing (Phreeqc)				-				0.000										< 0.01				pr.

		Carbon equilibrium		pH (Hydrogen activity)   		pH   		-				7.80										>7.0  <9.5				NL

				Alkalinity		m		meq/kgw				3.08										>1		meq/L		NL

				Total Inorganic Carbon (TIC)		TIC		mmol/kgw				3.19				38		mg/L C

				CO2		CO2		mmol/kgw				0.13				0.00		atm

				HCO3 -		HCO3		mmol/kgw				3.02				185		mg/L				> 1 		mmol/L		NL

				CO3 2-		CO3		mmol/kgw				0.01				0		mg/L

				dpH by 0.1 mmol HCl / kgw		pH		-				-0.25

				Buffer capacity		BI		mmol/kgw /pH				0.32

		Calcite equilibrium		SI (calcite)		SI-c		-				0.02										> -0.2  < 0.3				NL

				Equilibrium-pH (pHs or pH-Langelier)		pH-L		-				7.78

				Calcite Precipitation Potential		CPP		mmol/kgw				0.01				1		mg/L CaCO3				> -0.05  < 0.2		mmol/L		DE + pr.

				Calcite Precipitation Potential at 60 C		CPP-60		mmol/kgw				0.16				16		mg/L CaCO3

				Calcite Precipitation Potential at 90 C		CPP-90		mmol/kgw				0.34				34		mg/L CaCO3

		Other scaling solids		Aragonite		SI 		CaCO3				-0.13										< 0.3				pr.

				Gypsum		SI		CaSO4.2H2O				-										< 0.3				pr.

				Anhydrite 		SI		CaSO4				-										< 0.3				pr.

				Dolomite		SI		CaMg(CO3)2				-0.69										< 0.3				pr.

				Hydroxyapatite		SI		Ca5(PO4)3OH				-1000.00										< 0.3				pr.

		Corrosion		Pb solvency potential 		Pb		μg Pb / kgw				167										< 200				NL				PbMAX (ug/l) = -141 pH + 12 T (°C) + 1135								vdHoven 86

				Cu solvency index		CuI		-				1.3										> 0				NL				pH > 0.38 TIC + 1.5 [SO42-] + 5.3								vdHoven/Eekeren 88

				Corrosion index S1 (galvanized, pitting)				-				0.26										< 0.5				CEN				Cl+NO3+2SO4/HCO3								EN 12502-3 (S1)

				Corrosion index S2 (galvanized, selective)				-				-										<1 or >3 or NO3<0.3				CEN				Cl+2SO4/NO3								EN 12502-3 (S2)

				Corrosion index S (copper, pitting)				-				-										> 1.5				CEN				HCO3/SO4								EN 12502-2 (S warm water)

		Elements / Species		C (in TIC)				mmol/kgw				3.19

				CO2								4.0%

				HCO3 -								94.7%

				CO3 2-								0.2%

				Ca				mmol/kgw				0.95

				Ca 2+								97.3%

				CaHCO3 +								2.1%

				CaCO3								0.6%

				CaSO4								0.0%

				Mg				mmol/kgw				0.21

				Mg 2+								97.2%

				MgHCO3 +								2.5%

				MgCO3								0.3%

				MgSO4								0.0%

				S (in SO4)				mmol/kgw				0.00

				SO4 2-								-

				CaSO4								-

				MgSO4								-

				H+				mmol/kgw				0.00

				OH-				mmol/kgw				0.00



												For further details see file/sheet 'phreeqc.out'









Run_Control

		Run Control 		PHREEQC for Excel



		Input file 						PHREEQC input file												SELECTED_OUTPUT have to include data, if not: an ERROR-message appears





								PHREEQC input sheet (used if InputFile=EMPTY)												- id

		Database file						PHREEQC database file												Have to be a readable and proper Phreeqc databases file; if not: an ERROR-message appears

								Default path: Current map .xls file



				stimela.dat







































Input

		PRINT 

				-alkalinity				true     								# prints species that contribute to alkalinity. Default: false 

		SELECTED_OUTPUT

		# Tip: use in/excluding # as line start for switching (defaults = true)

				-file				selected.out.txt								# file name for tabulated output

		#		-selected_out				false   								# set printing to the selected-output file on/off

				-reset				false    								# overwrites the default true values

				-simulation				true     								# prints simulation number

				-state				true     								# prints the type of calculation performed

				-solution				true  								# prints solution number

				-step				true  								# prints reaction step number for batch-reaction 

				-pH				true  								# prints pH

				-pe				true  								# prints pe

				-temperature				true  								# prints temperature (Celsius). 

				-alkalinity				true  								# prints alkalinity (eq/kgw) 

		#		-percent_error				true  								# prints percent error in charge balance

				-totals				C  C(4) C(-4)  Ca Mg Fe Fe(2) Fe(3) Mn Mn(2) Mn(3)  S S(6) S(-2) P Na Cl                								# element total concentration (mol/kgw) (name from 1st column under _MASTER_SPECIES)

				-molalities				O2  CO2  HCO3-  CO3-2  CH4  Ca+2  CaHCO3+  CaCO3  CaSO4  Mg+2  MgHCO3+ MgCO3 MgSO4 SO4-2 H+ OH- 								# species concentration (mol/kgw) (name follows =-sign under SPECIES)

				-saturation_indices				Calcite Aragonite  Gypsum  Anhydrite  Dolomite Hydroxyapatite  Pyrite  Siderite  Hematite  Rhodochrosite  Vivianite  O2(g)  CO2(g)  H2O(g)  CH4(g)  H2S(g)  								# SI-values for PHASES



		USER_PUNCH

				-headings				Ion_Str  Conduct  Rho   Charge_Err   Charge_Bal   TotWat  Cation  Anion

				-start

						10		PUNCH MU

						20		PUNCH SC

						25		PUNCH RHO

						30		PUNCH PERCENT_ERROR

						40 		PUNCH CHARGE_BALANCE 										# equal to TOTMOLE("charge")

						50		PUNCH TOT("water")

						60		PUNCH CALC_VALUE("Anion") + TOT("charge")										# Cation = Anion + ChargeBalans

						70		PUNCH CALC_VALUE("Anion") 

				-end

		CALCULATE_VALUES 						# declaration of procedures (functions)

		Anion						# Calculate Anion concentration from Charge Balance (=Cat-An) and Error (=(Cat-An)/(Cat+An)) 

				-start

						10		DELTA = TOT("charge")										# Charge Balance as Concentration (equal to CHARGE_BALANCE / TOT("water")  )

						20		ERROR = PERCENT_ERROR/100										# Error as Fraction

						30		AN = (DELTA/ERROR - DELTA)/2										# Calculate by substitution

						40		SAVE AN										# Algorithm less reliable at very small ERROR value

				-end



		# END 		# with an END statement the declarations above are regarded as "Simulation 1"

		SOLUTION				1

				-units 				mg/kgs

				-redox				O(-2)/O(0)

				-density 				1

				-water    				1

				-pe				14

				temp		11.0

				O(0)		11.3

				pH		7.80

				Ca		38.00

				Mg		5.00

				Na		48.00

				K		0.00

				Fe		0.00

				Mn		0.00

				[N-3]		0.00		as NH4

		#		N(-3)		0.00		as NH4

				Al		0.00		ug/kgs

				Ba		0.00		ug/kgs

				Cd		0.00		ug/kgs

				Cu		0.00		ug/kgs

				Pb		0.00		ug/kgs

				Li		0.00		ug/kgs

				Sr		0.00		ug/kgs

				Zn		0.00		ug/kgs

				Alkalinity		188.00		as HCO3

				Cl		28.00

				N(+5)		0.00		as NO3

				S(+6)		0.00		as SO4

				F 		0.00

				Br		0.00

				P 		0.00		as PO4

				N(+3)		0.00		as NO2

		#		N(0)		1		N2(g) -0,1079						# SI[N2(g)] = log(pa) = log(0.78) = -0.1079

		#		Ntg		1		Ntg(g) -0,1079						# SI[Nga2(g)] = log(pa) = log(0.78) = -0.1079

				Si		0.00		as Si

				B		0.00		ug/kgs as B

		END		# Simulation 1





		TITLE		Simulation for calculating pe (redox equilibrium)

		USE solution 1

		EQUILIBRIUM_PHASES												# dummy to start final calculation, with identical water quality

		SAVE SOLUTION 1

		END		# Simulation 2

		TITLE		Simulation for calculating CalciumCarbonate Precipitation Potential

		USE solution 1

		EQUILIBRIUM_PHASES

				Calcite

		END		# Simulation 3



		TITLE		Simulation for calculating Buffer Capacity (dpH after 0.01 mmol/kgw HCl) and pH stability (dpH after 0.1 mmol/kgw HCl)

		USE solution 1

		REACTION

				HCl

				0.01   0.10  millimoles										# solution composition after 2 dosing steps

				INCREMENTAL_REACTIONS false

		END		# Simulation 4

		TITLE		Simulation for calculating CalciumCarbonate Precipitation Potential at 60 and 90 C

		USE solution 1

		REACTION_TEMPERATURE 

				60  90 										# solution composition is calculated for the 2 listed temperatures (C) 

		EQUILIBRIUM_PHASES

				Calcite

		END		# Simulation 5										# last END is optional (EndOfFile=END)





Output

		sim		state		soln		step		pH		pe		temp(C)		Alk(eq/kgw)		C(mol/kgw)		C(4)(mol/kgw)		C(-4)(mol/kgw)		Ca(mol/kgw)		Mg(mol/kgw)		Fe(mol/kgw)		Fe(2)(mol/kgw)		Fe(3)(mol/kgw)		Mn(mol/kgw)		Mn(2)(mol/kgw)		Mn(3)(mol/kgw)		S(mol/kgw)		S(6)(mol/kgw)		S(-2)(mol/kgw)		P(mol/kgw)		Na(mol/kgw)		Cl(mol/kgw)		m_O2(mol/kgw)		m_CO2(mol/kgw)		m_HCO3-(mol/kgw)		m_CO3-2(mol/kgw)		m_CH4(mol/kgw)		m_Ca+2(mol/kgw)		m_CaHCO3+(mol/kgw)		m_CaCO3(mol/kgw)		m_CaSO4(mol/kgw)		m_Mg+2(mol/kgw)		m_MgHCO3+(mol/kgw)		m_MgCO3(mol/kgw)		m_MgSO4(mol/kgw)		m_SO4-2(mol/kgw)		m_H+(mol/kgw)		m_OH-(mol/kgw)		si_Calcite		si_Aragonite		si_Gypsum		si_Anhydrite		si_Dolomite		si_Hydroxyapatite		si_Pyrite		si_Siderite		si_Hematite		si_Rhodochrosite		si_Vivianite		si_O2(g)		si_CO2(g)		si_H2O(g)		si_CH4(g)		si_H2S(g)		Ion_Str		Conduct		Rho		Charge_Err		Charge_Bal		TotWat		Cation		Anion

		1		i_soln		1		-99		7.80		14.00		11.0		3.08E-03		3.19E-03		3.19E-03		0.00E+00		9.48E-04		2.06E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		2.09E-03		7.90E-04		3.53E-04		1.26E-04		3.02E-03		7.96E-06		0.00E+00		9.23E-04		1.98E-05		5.60E-06		0.00E+00		2.00E-04		5.09E-06		6.81E-07		0.00E+00		0.00E+00		1.70E-08		2.19E-07		0.02		-0.13		-1000.00		-1000.00		-0.69		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.68		-2.62		-1.88		-1000.00		-1000.00		0.0052243578		283.080399951		0.9998546319		6.4101331576		0.0005247961		1		0.0043558861		0.00383109

		2		react		1		1		7.80		14.07		11.0		3.08E-03		3.19E-03		3.19E-03		0.00E+00		9.48E-04		2.06E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		2.09E-03		7.90E-04		3.53E-04		1.26E-04		3.02E-03		7.96E-06		0.00E+00		9.23E-04		1.98E-05		5.60E-06		0.00E+00		2.00E-04		5.09E-06		6.81E-07		0.00E+00		0.00E+00		1.70E-08		2.19E-07		0.02		-0.13		-1000.00		-1000.00		-0.69		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.68		-2.62		-1.88		-149.83		-1000.00		0.0052243578		283.080399951		0.9998546319		6.4101331576		0.0005247961		1		0.0043558861		0.00383109

		3		react		1		1		7.78		14.09		11.0		3.07E-03		3.19E-03		3.19E-03		0.00E+00		9.42E-04		2.06E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		2.09E-03		7.90E-04		3.53E-04		1.32E-04		3.01E-03		7.57E-06		0.00E+00		9.17E-04		1.96E-05		5.30E-06		0.00E+00		2.00E-04		5.07E-06		6.48E-07		0.00E+00		0.00E+00		1.78E-08		2.09E-07		0.00		-0.15		-1000.00		-1000.00		-0.74		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.68		-2.60		-1.88		-149.81		-1000.00		0.0052062948		282.3096899071		0.9998538519		6.4287278895		0.0005247961		1.0000001014		0.0043440455		0.0038192495

		4		react		1		1		7.77		14.10		11.0		3.07E-03		3.19E-03		3.19E-03		0.00E+00		9.48E-04		2.06E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		2.09E-03		8.00E-04		3.53E-04		1.35E-04		3.02E-03		7.40E-06		0.00E+00		9.23E-04		1.98E-05		5.21E-06		0.00E+00		2.00E-04		5.08E-06		6.33E-07		0.00E+00		0.00E+00		1.82E-08		2.04E-07		-0.01		-0.16		-1000.00		-1000.00		-0.76		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.68		-2.59		-1.88		-149.80		-1000.00		0.0052252526		283.3389474972		0.9998545447		6.4086276616		0.0005247961		1.0000001618		0.004356847		0.003832051

		4		react		1		2		7.55		14.33		11.0		2.98E-03		3.19E-03		3.19E-03		0.00E+00		9.48E-04		2.06E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		2.09E-03		8.90E-04		3.53E-04		2.20E-04		2.94E-03		4.33E-06		0.00E+00		9.26E-04		1.93E-05		3.05E-06		0.00E+00		2.00E-04		4.95E-06		3.71E-07		0.00E+00		0.00E+00		3.04E-08		1.22E-07		-0.24		-0.39		-1000.00		-1000.00		-1.22		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.68		-2.38		-1.88		-149.59		-1000.00		0.0052307442		285.5311976351		0.9998537505		6.3999293372		0.0005247961		1.0000016834		0.0043624053		0.0038376101

		5		react		1		1		7.24		10.82		60.0		2.77E-03		3.04E-03		3.04E-03		0.00E+00		7.93E-04		2.06E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		2.09E-03		7.90E-04		3.53E-04		2.82E-04		2.71E-03		4.25E-06		0.00E+00		7.60E-04		2.56E-05		7.78E-06		0.00E+00		1.99E-04		6.06E-06		7.46E-07		0.00E+00		0.00E+00		6.20E-08		1.81E-06		-0.00		-0.12		-1000.00		-1000.00		-0.28		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.39		-1.78		-0.71		-125.09		-1000.00		0.0047355905		709.3690547539		0.9834079665		6.9553059316		0.0005247961		1.0000027745		0.004035018		0.0035102233

		5		react		1		2		7.05		9.19		90.0		2.41E-03		2.86E-03		2.86E-03		0.00E+00		6.12E-04		2.06E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		2.09E-03		7.90E-04		3.53E-04		4.66E-04		2.35E-03		2.42E-06		0.00E+00		5.83E-04		2.04E-05		8.53E-06		0.00E+00		1.97E-04		7.39E-06		6.62E-07		0.00E+00		0.00E+00		9.67E-08		4.75E-06		0.00		-0.11		-1000.00		-1000.00		-0.39		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.34		-1.41		-0.16		-113.60		-1000.00		0.0041949507		954.0423798581		0.9655053096		7.6895561238		0.0005247961		1.0000060243		0.003674771		0.0031499781















































































































































































































































































































































































phreeqc.out

		------------------------------------

		Reading input data for simulation 1.

		------------------------------------

				PRINT 

						alkalinity				true     								# prints species that contribute to alkalinity. Default: false 

				SELECTED_OUTPUT

						file				selected.out.txt								# file name for tabulated output

						reset				false    								# overwrites the default true values

						simulation				true     								# prints simulation number

						state				true     								# prints the type of calculation performed

						solution				true  								# prints solution number

						step				true  								# prints reaction step number for batch-reaction 

						ph				true  								# prints pH

						pe				true  								# prints pe

						temperature				true  								# prints temperature (Celsius). 

						alkalinity				true  								# prints alkalinity (eq/kgw) 

						totals				C  C(4) C(-4)  Ca Mg Fe Fe(2) Fe(3) Mn Mn(2) Mn(3)  S S(6) S(-2) P Na Cl                								# element total concentration (mol/kgw) (name from 1st column under _MASTER_SPECIES)

						molalities				O2  CO2  HCO3-  CO3-2  CH4  Ca+2  CaHCO3+  CaCO3  CaSO4  Mg+2  MgHCO3+ MgCO3 MgSO4 SO4-2 H+ OH- 								# species concentration (mol/kgw) (name follows =-sign under SPECIES)

						saturation_indices				Calcite Aragonite  Gypsum  Anhydrite  Dolomite Hydroxyapatite  Pyrite  Siderite  Hematite  Rhodochrosite  Vivianite  O2(g)  CO2(g)  H2O(g)  CH4(g)  H2S(g)  								# SI-values for PHASES

				USER_PUNCH

						headings				Ion_Str  Conduct  Rho   Charge_Err   Charge_Bal   TotWat  Cation  Anion

						start

								10		PUNCH MU

								20		PUNCH SC

								25		PUNCH RHO

								30		PUNCH PERCENT_ERROR

								40		PUNCH CHARGE_BALANCE 										# equal to TOTMOLE("charge")

								50		PUNCH TOT("water")

								60		PUNCH CALC_VALUE("Anion") + TOT("charge")										# Cation = Anion + ChargeBalans

								70		PUNCH CALC_VALUE("Anion") 

						end

				CALCULATE_VALUES 						# declaration of procedures (functions)

				Anion						# Calculate Anion concentration from Charge Balance (=Cat-An) and Error (=(Cat-An)/(Cat+An)) 

						start

								10		DELTA = TOT("charge")										# Charge Balance as Concentration (equal to CHARGE_BALANCE / TOT("water")  )

								20		ERROR = PERCENT_ERROR/100										# Error as Fraction

								30		AN = (DELTA/ERROR - DELTA)/2										# Calculate by substitution

								40		SAVE AN										# Algorithm less reliable at very small ERROR value

						end

				SOLUTION				1

						units 				mg/kgs

						redox				O(-2)/O(0)

						density 				1

						water    				1

						pe				14

						temp		11

						O(0)		11.3

						pH		7.8

						Ca		38

						Mg		5

						Na		48

						K		0

						Fe		0

						Mn		0

						[N-3]		0		as NH4

						Al		0		ug/kgs

						Ba		0		ug/kgs

						Cd		0		ug/kgs

						Cu		0		ug/kgs

						Pb		0		ug/kgs

						Li		0		ug/kgs

						Sr		0		ug/kgs

						Zn		0		ug/kgs

						Alkalinity		188		as HCO3

						Cl		28

						N(+5)		0		as NO3

						S(+6)		0		as SO4

						F 		0

						Br		0

						P 		0		as PO4

						N(+3)		0		as NO2

						Si		0		as Si

						B		0		ug/kgs as B

				END		# Simulation 1

		-------------------------------------------

		Beginning of initial solution calculations.

		-------------------------------------------

		Initial solution 1.

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				Alkalinity       3.082e-003  3.082e-003

				Ca               9.484e-004  9.484e-004

				Cl               7.900e-004  7.900e-004

				Mg               2.057e-004  2.057e-004

				Na               2.089e-003  2.089e-003

				O(0)             7.065e-004  7.065e-004

		----------------------------Description of solution----------------------------

		                                       pH  =   7.800    

		                                       pe  =  14.000    

		       Specific Conductance (uS/cm, 11 oC) = 283

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00063

		                        Activity of water  =   1.000

		                           Ionic strength  =  5.224e-003

		                       Mass of water (kg)  =  1.000e+000

		                    Total carbon (mol/kg)  =  3.194e-003

		                       Total CO2 (mol/kg)  =  3.194e-003

		                      Temperature (deg C)  =  11.00

		                  Electrical balance (eq)  =  5.248e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =   6.41

		                               Iterations  =   7

		                                  Total H  = 1.110155e+002

		                                  Total O  = 5.551638e+001

		---------------------------------Redox couples---------------------------------

				Redox couple             pe  Eh (volts)

				O(-2)/O(0)          14.0741      0.7935

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            2.189e-007  2.027e-007    -6.660    -6.693    -0.033     -4.89

		   H+             1.697e-008  1.585e-008    -7.770    -7.800    -0.030      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(4)         3.194e-003

		   HCO3-          3.025e-003  2.810e-003    -2.519    -2.551    -0.032     23.30

		   CO2            1.265e-004  1.266e-004    -3.898    -3.897     0.001     33.26

		   CaHCO3+        1.984e-005  1.844e-005    -4.703    -4.734    -0.032      9.02

		   CO3-2          7.965e-006  5.933e-006    -5.099    -5.227    -0.128     -7.13

		   CaCO3          5.604e-006  5.611e-006    -5.252    -5.251     0.001    -14.65

		   MgHCO3+        5.088e-006  4.716e-006    -5.293    -5.326    -0.033      4.98

		   NaHCO3         3.319e-006  3.323e-006    -5.479    -5.478     0.001      2.13

		   MgCO3          6.814e-007  6.822e-007    -6.167    -6.166     0.001    -17.07

		   NaCO3-         1.099e-007  1.019e-007    -6.959    -6.992    -0.033     -2.31

		Ca           9.484e-004

		   Ca+2           9.230e-004  6.872e-004    -3.035    -3.163    -0.128    -18.29

		   CaHCO3+        1.984e-005  1.844e-005    -4.703    -4.734    -0.032      9.02

		   CaCO3          5.604e-006  5.611e-006    -5.252    -5.251     0.001    -14.65

		   CaOH+          7.760e-009  7.195e-009    -8.110    -8.143    -0.033     (0)  

		Cl           7.900e-004

		   Cl-            7.900e-004  7.320e-004    -3.102    -3.135    -0.033     17.47

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.835   -46.835     0.001     28.62

		Mg           2.057e-004

		   Mg+2           1.999e-004  1.494e-004    -3.699    -3.826    -0.127    -21.17

		   MgHCO3+        5.088e-006  4.716e-006    -5.293    -5.326    -0.033      4.98

		   MgCO3          6.814e-007  6.822e-007    -6.167    -6.166     0.001    -17.07

		   MgOH+          9.760e-009  9.083e-009    -8.011    -8.042    -0.031     (0)  

		Na           2.089e-003

		   Na+            2.085e-003  1.935e-003    -2.681    -2.713    -0.032     -2.25

		   NaHCO3         3.319e-006  3.323e-006    -5.479    -5.478     0.001      2.13

		   NaCO3-         1.099e-007  1.019e-007    -6.959    -6.992    -0.033     -2.31

		   NaOH           3.918e-020  3.923e-020   -19.407   -19.406     0.001     (0)  

		O(0)         7.065e-004

		   O2             3.532e-004  3.537e-004    -3.452    -3.451     0.001     29.07

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  3.082e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            3.025e-003  3.025e-003      1.00

				CaHCO3+          1.984e-005  1.984e-005      1.00

				CO3-2            1.593e-005  7.965e-006      2.00

				CaCO3            1.121e-005  5.604e-006      2.00

				MgHCO3+          5.088e-006  5.088e-006      1.00

				NaHCO3           3.319e-006  3.319e-006      1.00

				MgCO3            1.363e-006  6.814e-007      2.00

				NaCO3-           2.198e-007  1.099e-007      2.00

				OH-              2.189e-007  2.189e-007      1.00

				H+              -1.697e-008  1.697e-008     -1.00

				MgOH+            9.760e-009  9.760e-009      1.00

				CaOH+            7.760e-009  7.760e-009      1.00

				NaOH             3.918e-020  3.918e-020      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(284 K,   1 atm)

				Aragonite        -0.13     -8.39   -8.26  CaCO3

				Calcite           0.02     -8.39   -8.41  CaCO3

				CO2(g)           -2.62     -3.90   -1.28  CO2

				Dolomite         -0.69    -17.44  -16.75  CaMg(CO3)2

				H2(g)           -43.78    -46.83   -3.06  H2

				H2O(g)           -1.88     -0.00    1.88  H2O

				Halite           -7.41     -5.85    1.56  NaCl

				O2(g)            -0.68     -3.45   -2.78  O2

				Vaterite         -0.58     -8.39   -7.81  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 2.

		------------------------------------

				TITLE		Simulation for calculating pe (redox equilibrium)

				USE solution 1

				EQUILIBRIUM_PHASES												# dummy to start final calculation, with identical water quality

				SAVE SOLUTION 1

				END		# Simulation 2

		-----

		TITLE

		-----

				Simulation for calculating pe (redox equilibrium)

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 1.

		Using pure phase assemblage 1.

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                3.194e-003  3.194e-003

				Ca               9.484e-004  9.484e-004

				Cl               7.900e-004  7.900e-004

				Mg               2.057e-004  2.057e-004

				Na               2.089e-003  2.089e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   7.800      Charge balance

		                                       pe  =  14.074      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 11 oC) = 283

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00063

		                        Activity of water  =   1.000

		                           Ionic strength  =  5.224e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  3.082e-003

		                       Total CO2 (mol/kg)  =  3.194e-003

		                      Temperature (deg C)  =  11.00

		                  Electrical balance (eq)  =  5.248e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =   6.41

		                               Iterations  =   7

		                                  Total H  = 1.110155e+002

		                                  Total O  = 5.551638e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            2.189e-007  2.027e-007    -6.660    -6.693    -0.033     -4.89

		   H+             1.697e-008  1.585e-008    -7.770    -7.800    -0.030      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -152.545  -152.544     0.001     32.22

		C(4)         3.194e-003

		   HCO3-          3.025e-003  2.810e-003    -2.519    -2.551    -0.032     23.30

		   CO2            1.265e-004  1.266e-004    -3.898    -3.897     0.001     33.26

		   CaHCO3+        1.984e-005  1.844e-005    -4.703    -4.734    -0.032      9.02

		   CO3-2          7.965e-006  5.933e-006    -5.099    -5.227    -0.128     -7.13

		   CaCO3          5.604e-006  5.611e-006    -5.252    -5.251     0.001    -14.65

		   MgHCO3+        5.088e-006  4.716e-006    -5.293    -5.326    -0.033      4.98

		   NaHCO3         3.319e-006  3.323e-006    -5.479    -5.478     0.001      2.13

		   MgCO3          6.814e-007  6.822e-007    -6.167    -6.166     0.001    -17.07

		   NaCO3-         1.099e-007  1.019e-007    -6.959    -6.992    -0.033     -2.31

		Ca           9.484e-004

		   Ca+2           9.230e-004  6.872e-004    -3.035    -3.163    -0.128    -18.29

		   CaHCO3+        1.984e-005  1.844e-005    -4.703    -4.734    -0.032      9.02

		   CaCO3          5.604e-006  5.611e-006    -5.252    -5.251     0.001    -14.65

		   CaOH+          7.760e-009  7.195e-009    -8.110    -8.143    -0.033     (0)  

		Cl           7.900e-004

		   Cl-            7.900e-004  7.320e-004    -3.102    -3.135    -0.033     17.47

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.835   -46.835     0.001     28.62

		Mg           2.057e-004

		   Mg+2           1.999e-004  1.494e-004    -3.699    -3.826    -0.127    -21.17

		   MgHCO3+        5.088e-006  4.716e-006    -5.293    -5.326    -0.033      4.98

		   MgCO3          6.814e-007  6.822e-007    -6.167    -6.166     0.001    -17.07

		   MgOH+          9.760e-009  9.083e-009    -8.011    -8.042    -0.031     (0)  

		Na           2.089e-003

		   Na+            2.085e-003  1.935e-003    -2.681    -2.713    -0.032     -2.25

		   NaHCO3         3.319e-006  3.323e-006    -5.479    -5.478     0.001      2.13

		   NaCO3-         1.099e-007  1.019e-007    -6.959    -6.992    -0.033     -2.31

		   NaOH           3.918e-020  3.923e-020   -19.407   -19.406     0.001     (0)  

		O(0)         7.065e-004

		   O2             3.532e-004  3.537e-004    -3.452    -3.451     0.001     29.07

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  3.082e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            3.025e-003  3.025e-003      1.00

				CaHCO3+          1.984e-005  1.984e-005      1.00

				CO3-2            1.593e-005  7.965e-006      2.00

				CaCO3            1.121e-005  5.604e-006      2.00

				MgHCO3+          5.088e-006  5.088e-006      1.00

				NaHCO3           3.319e-006  3.319e-006      1.00

				MgCO3            1.363e-006  6.814e-007      2.00

				NaCO3-           2.198e-007  1.099e-007      2.00

				OH-              2.189e-007  2.189e-007      1.00

				H+              -1.697e-008  1.697e-008     -1.00

				MgOH+            9.760e-009  9.760e-009      1.00

				CaOH+            7.760e-009  7.760e-009      1.00

				NaOH             3.918e-020  3.918e-020      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(284 K,   1 atm)

				Aragonite        -0.13     -8.39   -8.26  CaCO3

				Calcite           0.02     -8.39   -8.41  CaCO3

				CH4(g)         -149.83   -152.54   -2.72  CH4

				CO2(g)           -2.62     -3.90   -1.28  CO2

				Dolomite         -0.69    -17.44  -16.75  CaMg(CO3)2

				H2(g)           -43.78    -46.83   -3.06  H2

				H2O(g)           -1.88     -0.00    1.88  H2O

				Halite           -7.41     -5.85    1.56  NaCl

				O2(g)            -0.68     -3.45   -2.78  O2

				Vaterite         -0.58     -8.39   -7.81  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 3.

		------------------------------------

				TITLE		Simulation for calculating CalciumCarbonate Precipitation Potential

				USE solution 1

				EQUILIBRIUM_PHASES

						Calcite

				END		# Simulation 3

		-----

		TITLE

		-----

				Simulation for calculating CalciumCarbonate Precipitation Potential

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 1.		Solution after simulation 2.

		Using pure phase assemblage 1.

		-------------------------------Phase assemblage--------------------------------

		                                                      Moles in assemblage

		Phase               SI  log IAP  log K(T, P)   Initial       Final       Delta

		Calcite           0.00    -8.41     -8.41   1.000e+001  1.000e+001  6.372e-006

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                3.188e-003  3.188e-003

				Ca               9.420e-004  9.420e-004

				Cl               7.900e-004  7.900e-004

				Mg               2.057e-004  2.057e-004

				Na               2.089e-003  2.089e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   7.780      Charge balance

		                                       pe  =  14.095      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 11 oC) = 282

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00062

		                        Activity of water  =   1.000

		                           Ionic strength  =  5.206e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  3.069e-003

		                       Total CO2 (mol/kg)  =  3.188e-003

		                      Temperature (deg C)  =  11.00

		                  Electrical balance (eq)  =  5.248e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =   6.43

		                               Iterations  =   3

		                                  Total H  = 1.110155e+002

		                                  Total O  = 5.551636e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            2.088e-007  1.934e-007    -6.680    -6.713    -0.033     -4.89

		   H+             1.779e-008  1.661e-008    -7.750    -7.780    -0.030      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -152.526  -152.525     0.001     32.22

		C(4)         3.188e-003

		   HCO3-          3.014e-003  2.800e-003    -2.521    -2.553    -0.032     23.30

		   CO2            1.321e-004  1.323e-004    -3.879    -3.879     0.001     33.26

		   CaHCO3+        1.965e-005  1.827e-005    -4.707    -4.738    -0.032      9.02

		   CO3-2          7.569e-006  5.641e-006    -5.121    -5.249    -0.128     -7.13

		   CaCO3          5.296e-006  5.303e-006    -5.276    -5.276     0.001    -14.65

		   MgHCO3+        5.073e-006  4.703e-006    -5.295    -5.328    -0.033      4.98

		   NaHCO3         3.308e-006  3.312e-006    -5.480    -5.480     0.001      2.13

		   MgCO3          6.483e-007  6.490e-007    -6.188    -6.188     0.001    -17.07

		   NaCO3-         1.045e-007  9.690e-008    -6.981    -7.014    -0.033     -2.31

		Ca           9.420e-004

		   Ca+2           9.171e-004  6.831e-004    -3.038    -3.165    -0.128    -18.29

		   CaHCO3+        1.965e-005  1.827e-005    -4.707    -4.738    -0.032      9.02

		   CaCO3          5.296e-006  5.303e-006    -5.276    -5.276     0.001    -14.65

		   CaOH+          7.359e-009  6.824e-009    -8.133    -8.166    -0.033     (0)  

		Cl           7.900e-004

		   Cl-            7.900e-004  7.321e-004    -3.102    -3.135    -0.033     17.47

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.835   -46.835     0.001     28.62

		Mg           2.057e-004

		   Mg+2           2.000e-004  1.495e-004    -3.699    -3.825    -0.126    -21.17

		   MgHCO3+        5.073e-006  4.703e-006    -5.295    -5.328    -0.033      4.98

		   MgCO3          6.483e-007  6.490e-007    -6.188    -6.188     0.001    -17.07

		   MgOH+          9.317e-009  8.671e-009    -8.031    -8.062    -0.031     (0)  

		Na           2.089e-003

		   Na+            2.085e-003  1.935e-003    -2.681    -2.713    -0.032     -2.25

		   NaHCO3         3.308e-006  3.312e-006    -5.480    -5.480     0.001      2.13

		   NaCO3-         1.045e-007  9.690e-008    -6.981    -7.014    -0.033     -2.31

		   NaOH           3.739e-020  3.743e-020   -19.427   -19.427     0.001     (0)  

		O(0)         7.065e-004

		   O2             3.532e-004  3.537e-004    -3.452    -3.451     0.001     29.07

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  3.069e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            3.014e-003  3.014e-003      1.00

				CaHCO3+          1.965e-005  1.965e-005      1.00

				CO3-2            1.514e-005  7.569e-006      2.00

				CaCO3            1.059e-005  5.296e-006      2.00

				MgHCO3+          5.073e-006  5.073e-006      1.00

				NaHCO3           3.308e-006  3.308e-006      1.00

				MgCO3            1.297e-006  6.483e-007      2.00

				NaCO3-           2.090e-007  1.045e-007      2.00

				OH-              2.088e-007  2.088e-007      1.00

				H+              -1.779e-008  1.779e-008     -1.00

				MgOH+            9.317e-009  9.317e-009      1.00

				CaOH+            7.359e-009  7.359e-009      1.00

				NaOH             3.739e-020  3.739e-020      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(284 K,   1 atm)

				Aragonite        -0.15     -8.41   -8.26  CaCO3

				Calcite           0.00     -8.41   -8.41  CaCO3

				CH4(g)         -149.81   -152.53   -2.72  CH4

				CO2(g)           -2.60     -3.88   -1.28  CO2

				Dolomite         -0.74    -17.49  -16.75  CaMg(CO3)2

				H2(g)           -43.78    -46.83   -3.06  H2

				H2O(g)           -1.88     -0.00    1.88  H2O

				Halite           -7.41     -5.85    1.56  NaCl

				O2(g)            -0.68     -3.45   -2.78  O2

				Vaterite         -0.61     -8.41   -7.81  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 4.

		------------------------------------

				TITLE		Simulation for calculating Buffer Capacity (dpH after 0.01 mmol/kgw HCl) and pH stability (dpH after 0.1 mmol/kgw HCl)

				USE solution 1

				REACTION

						HCl

						0.01   0.10  millimoles										# solution composition after 2 dosing steps

						INCREMENTAL_REACTIONS false

				END		# Simulation 4

		-----

		TITLE

		-----

				Simulation for calculating Buffer Capacity (dpH after 0.01 mmol/kgw HCl) and pH stability (dpH after 0.1 mmol/kgw HCl)

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 1.		Solution after simulation 2.

		Using reaction 1.

		Reaction 1.

				 1.000e-005 moles of the following reaction have been added:

				                 Relative

				Reactant            moles

				HCl                  1.00000

				                 Relative

				Element             moles

				Cl                   1.00000

				H                    1.00000

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                3.194e-003  3.194e-003

				Ca               9.484e-004  9.484e-004

				Cl               8.000e-004  8.000e-004

				Mg               2.057e-004  2.057e-004

				Na               2.089e-003  2.089e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   7.769      Charge balance

		                                       pe  =  14.105      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 11 oC) = 283

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00063

		                        Activity of water  =   1.000

		                           Ionic strength  =  5.225e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  3.072e-003

		                       Total CO2 (mol/kg)  =  3.194e-003

		                      Temperature (deg C)  =  11.00

		                  Electrical balance (eq)  =  5.248e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =   6.41

		                               Iterations  =   3

		                                  Total H  = 1.110155e+002

		                                  Total O  = 5.551638e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            2.039e-007  1.888e-007    -6.691    -6.724    -0.033     -4.89

		   H+             1.822e-008  1.702e-008    -7.739    -7.769    -0.030      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -152.515  -152.514     0.001     32.22

		C(4)         3.194e-003

		   HCO3-          3.017e-003  2.803e-003    -2.520    -2.552    -0.032     23.30

		   CO2            1.355e-004  1.356e-004    -3.868    -3.868     0.001     33.26

		   CaHCO3+        1.979e-005  1.840e-005    -4.703    -4.735    -0.032      9.02

		   CO3-2          7.399e-006  5.512e-006    -5.131    -5.259    -0.128     -7.13

		   CaCO3          5.208e-006  5.214e-006    -5.283    -5.283     0.001    -14.65

		   MgHCO3+        5.076e-006  4.705e-006    -5.294    -5.327    -0.033      4.98

		   NaHCO3         3.310e-006  3.314e-006    -5.480    -5.480     0.001      2.13

		   MgCO3          6.332e-007  6.339e-007    -6.198    -6.198     0.001    -17.07

		   NaCO3-         1.021e-007  9.466e-008    -6.991    -7.024    -0.033     -2.31

		Ca           9.484e-004

		   Ca+2           9.234e-004  6.875e-004    -3.035    -3.163    -0.128    -18.29

		   CaHCO3+        1.979e-005  1.840e-005    -4.703    -4.735    -0.032      9.02

		   CaCO3          5.208e-006  5.214e-006    -5.283    -5.283     0.001    -14.65

		   CaOH+          7.231e-009  6.704e-009    -8.141    -8.174    -0.033     (0)  

		Cl           8.000e-004

		   Cl-            8.000e-004  7.413e-004    -3.097    -3.130    -0.033     17.47

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.835   -46.835     0.001     28.62

		Mg           2.057e-004

		   Mg+2           2.000e-004  1.494e-004    -3.699    -3.826    -0.127    -21.17

		   MgHCO3+        5.076e-006  4.705e-006    -5.294    -5.327    -0.033      4.98

		   MgCO3          6.332e-007  6.339e-007    -6.198    -6.198     0.001    -17.07

		   MgOH+          9.093e-009  8.462e-009    -8.041    -8.073    -0.031     (0)  

		Na           2.089e-003

		   Na+            2.085e-003  1.935e-003    -2.681    -2.713    -0.032     -2.25

		   NaHCO3         3.310e-006  3.314e-006    -5.480    -5.480     0.001      2.13

		   NaCO3-         1.021e-007  9.466e-008    -6.991    -7.024    -0.033     -2.31

		   NaOH           3.649e-020  3.654e-020   -19.438   -19.437     0.001     (0)  

		O(0)         7.065e-004

		   O2             3.532e-004  3.537e-004    -3.452    -3.451     0.001     29.07

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  3.072e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            3.017e-003  3.017e-003      1.00

				CaHCO3+          1.979e-005  1.979e-005      1.00

				CO3-2            1.480e-005  7.399e-006      2.00

				CaCO3            1.042e-005  5.208e-006      2.00

				MgHCO3+          5.076e-006  5.076e-006      1.00

				NaHCO3           3.310e-006  3.310e-006      1.00

				MgCO3            1.266e-006  6.332e-007      2.00

				NaCO3-           2.042e-007  1.021e-007      2.00

				OH-              2.039e-007  2.039e-007      1.00

				H+              -1.822e-008  1.822e-008     -1.00

				MgOH+            9.093e-009  9.093e-009      1.00

				CaOH+            7.231e-009  7.231e-009      1.00

				NaOH             3.649e-020  3.649e-020      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(284 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.80   -152.51   -2.72  CH4

				CO2(g)           -2.59     -3.87   -1.28  CO2

				Dolomite         -0.76    -17.51  -16.75  CaMg(CO3)2

				H2(g)           -43.78    -46.83   -3.06  H2

				H2O(g)           -1.88     -0.00    1.88  H2O

				Halite           -7.40     -5.84    1.56  NaCl

				O2(g)            -0.68     -3.45   -2.78  O2

				Vaterite         -0.61     -8.42   -7.81  CaCO3

		Reaction step 2.

		Using solution 1.		Solution after simulation 2.

		Using reaction 1.

		Reaction 1.

				 1.000e-004 moles of the following reaction have been added:

				                 Relative

				Reactant            moles

				HCl                  1.00000

				                 Relative

				Element             moles

				Cl                   1.00000

				H                    1.00000

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                3.194e-003  3.194e-003

				Ca               9.484e-004  9.484e-004

				Cl               8.900e-004  8.900e-004

				Mg               2.057e-004  2.057e-004

				Na               2.089e-003  2.089e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   7.547      Charge balance

		                                       pe  =  14.327      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 11 oC) = 285

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00063

		                        Activity of water  =   1.000

		                           Ionic strength  =  5.231e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.982e-003

		                       Total CO2 (mol/kg)  =  3.194e-003

		                      Temperature (deg C)  =  11.00

		                  Electrical balance (eq)  =  5.248e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =   6.40

		                               Iterations  =   4

		                                  Total H  = 1.110156e+002

		                                  Total O  = 5.551638e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            1.224e-007  1.133e-007    -6.912    -6.946    -0.033     -4.89

		   H+             3.036e-008  2.835e-008    -7.518    -7.547    -0.030      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -152.305  -152.304     0.001     32.22

		C(4)         3.194e-003

		   HCO3-          2.939e-003  2.730e-003    -2.532    -2.564    -0.032     23.30

		   CO2            2.198e-004  2.201e-004    -3.658    -3.657     0.001     33.26

		   CaHCO3+        1.933e-005  1.798e-005    -4.714    -4.745    -0.032      9.02

		   MgHCO3+        4.953e-006  4.591e-006    -5.305    -5.338    -0.033      4.98

		   CO3-2          4.326e-006  3.222e-006    -5.364    -5.492    -0.128     -7.13

		   NaHCO3         3.224e-006  3.228e-006    -5.492    -5.491     0.001      2.13

		   CaCO3          3.053e-006  3.057e-006    -5.515    -5.515     0.001    -14.65

		   MgCO3          3.708e-007  3.713e-007    -6.431    -6.430     0.001    -17.07

		   NaCO3-         5.969e-008  5.535e-008    -7.224    -7.257    -0.033     -2.31

		Ca           9.484e-004

		   Ca+2           9.260e-004  6.894e-004    -3.033    -3.162    -0.128    -18.29

		   CaHCO3+        1.933e-005  1.798e-005    -4.714    -4.745    -0.032      9.02

		   CaCO3          3.053e-006  3.057e-006    -5.515    -5.515     0.001    -14.65

		   CaOH+          4.352e-009  4.035e-009    -8.361    -8.394    -0.033     (0)  

		Cl           8.900e-004

		   Cl-            8.900e-004  8.247e-004    -3.051    -3.084    -0.033     17.47

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.835   -46.835     0.001     28.62

		Mg           2.057e-004

		   Mg+2           2.004e-004  1.497e-004    -3.698    -3.825    -0.127    -21.17

		   MgHCO3+        4.953e-006  4.591e-006    -5.305    -5.338    -0.033      4.98

		   MgCO3          3.708e-007  3.713e-007    -6.431    -6.430     0.001    -17.07

		   MgOH+          5.468e-009  5.088e-009    -8.262    -8.293    -0.031     (0)  

		Na           2.089e-003

		   Na+            2.085e-003  1.935e-003    -2.681    -2.713    -0.032     -2.25

		   NaHCO3         3.224e-006  3.228e-006    -5.492    -5.491     0.001      2.13

		   NaCO3-         5.969e-008  5.535e-008    -7.224    -7.257    -0.033     -2.31

		   NaOH           2.190e-020  2.193e-020   -19.659   -19.659     0.001     (0)  

		O(0)         7.065e-004

		   O2             3.532e-004  3.537e-004    -3.452    -3.451     0.001     29.07

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.982e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            2.939e-003  2.939e-003      1.00

				CaHCO3+          1.933e-005  1.933e-005      1.00

				CO3-2            8.652e-006  4.326e-006      2.00

				CaCO3            6.106e-006  3.053e-006      2.00

				MgHCO3+          4.953e-006  4.953e-006      1.00

				NaHCO3           3.224e-006  3.224e-006      1.00

				MgCO3            7.417e-007  3.708e-007      2.00

				OH-              1.224e-007  1.224e-007      1.00

				NaCO3-           1.194e-007  5.969e-008      2.00

				H+              -3.036e-008  3.036e-008     -1.00

				MgOH+            5.468e-009  5.468e-009      1.00

				CaOH+            4.352e-009  4.352e-009      1.00

				NaOH             2.190e-020  2.190e-020      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(284 K,   1 atm)

				Aragonite        -0.39     -8.65   -8.26  CaCO3

				Calcite          -0.24     -8.65   -8.41  CaCO3

				CH4(g)         -149.59   -152.30   -2.72  CH4

				CO2(g)           -2.38     -3.66   -1.28  CO2

				Dolomite         -1.22    -17.97  -16.75  CaMg(CO3)2

				H2(g)           -43.78    -46.83   -3.06  H2

				H2O(g)           -1.88     -0.00    1.88  H2O

				Halite           -7.36     -5.80    1.56  NaCl

				O2(g)            -0.68     -3.45   -2.78  O2

				Vaterite         -0.84     -8.65   -7.81  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 5.

		------------------------------------

				TITLE		Simulation for calculating CalciumCarbonate Precipitation Potential at 60 and 90 C

				USE solution 1

				REACTION_TEMPERATURE 

						60  90 										# solution composition is calculated for the 2 listed temperatures (C) 

				EQUILIBRIUM_PHASES

						Calcite

				END		# Simulation 5										# last END is optional (EndOfFile=END)

		-----

		TITLE

		-----

				Simulation for calculating CalciumCarbonate Precipitation Potential at 60 and 90 C

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 1.		Solution after simulation 2.

		Using pure phase assemblage 1.

		Using temperature 1.

		-------------------------------Phase assemblage--------------------------------

		                                                      Moles in assemblage

		Phase               SI  log IAP  log K(T, P)   Initial       Final       Delta

		Calcite          -0.00    -8.76     -8.76   1.000e+001  1.000e+001  1.550e-004

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                3.039e-003  3.039e-003

				Ca               7.934e-004  7.934e-004

				Cl               7.900e-004  7.900e-004

				Mg               2.057e-004  2.057e-004

				Na               2.089e-003  2.089e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   7.239      Charge balance

		                                       pe  =  10.824      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 60 oC) = 709

		                          Density (g/cm3)  =   0.98341

		                               Volume (L)  =   1.01734

		                        Activity of water  =   1.000

		                           Ionic strength  =  4.736e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.772e-003

		                       Total CO2 (mol/kg)  =  3.039e-003

		                      Temperature (deg C)  =  60.00

		                  Electrical balance (eq)  =  5.248e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =   6.96

		                               Iterations  =  39

		                                  Total H  = 1.110155e+002

		                                  Total O  = 5.551591e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            1.812e-006  1.673e-006    -5.742    -5.777    -0.035     -3.90

		   H+             6.200e-008  5.771e-008    -7.208    -7.239    -0.031      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.32

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -128.111  -128.110     0.000     32.22

		C(4)         3.039e-003

		   HCO3-          2.709e-003  2.509e-003    -2.567    -2.601    -0.033     25.90

		   CO2            2.822e-004  2.825e-004    -3.549    -3.549     0.000     23.63

		   CaHCO3+        2.560e-005  2.373e-005    -4.592    -4.625    -0.033     10.47

		   CaCO3          7.780e-006  7.788e-006    -5.109    -5.109     0.000    -14.51

		   MgHCO3+        6.059e-006  5.598e-006    -5.218    -5.252    -0.034      5.92

		   CO3-2          4.246e-006  3.121e-006    -5.372    -5.506    -0.134     -7.11

		   NaHCO3         2.276e-006  2.279e-006    -5.643    -5.642     0.000      2.13

		   MgCO3          7.462e-007  7.470e-007    -6.127    -6.127     0.000    -17.09

		   NaCO3-         5.890e-007  5.442e-007    -6.230    -6.264    -0.034      0.24

		Ca           7.934e-004

		   Ca+2           7.600e-004  5.582e-004    -3.119    -3.253    -0.134    -18.21

		   CaHCO3+        2.560e-005  2.373e-005    -4.592    -4.625    -0.033     10.47

		   CaCO3          7.780e-006  7.788e-006    -5.109    -5.109     0.000    -14.51

		   CaOH+          1.737e-009  1.605e-009    -8.760    -8.795    -0.034     (0)  

		Cl           7.900e-004

		   Cl-            7.900e-004  7.295e-004    -3.102    -3.137    -0.035     18.10

		H(0)         7.773e-040

		   H2             3.886e-040  3.891e-040   -39.410   -39.410     0.000     28.58

		Mg           2.057e-004

		   Mg+2           1.988e-004  1.465e-004    -3.702    -3.834    -0.132    -23.02

		   MgHCO3+        6.059e-006  5.598e-006    -5.218    -5.252    -0.034      5.92

		   MgCO3          7.462e-007  7.470e-007    -6.127    -6.127     0.000    -17.09

		   MgOH+          1.681e-007  1.559e-007    -6.774    -6.807    -0.033     (0)  

		Na           2.089e-003

		   Na+            2.086e-003  1.929e-003    -2.681    -2.715    -0.034     -0.13

		   NaHCO3         2.276e-006  2.279e-006    -5.643    -5.642     0.000      2.13

		   NaCO3-         5.890e-007  5.442e-007    -6.230    -6.264    -0.034      0.24

		   NaOH           3.223e-019  3.226e-019   -18.492   -18.491     0.000     (0)  

		O(0)         7.065e-004

		   O2             3.532e-004  3.536e-004    -3.452    -3.451     0.000     32.38

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.772e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            2.709e-003  2.709e-003      1.00

				CaHCO3+          2.560e-005  2.560e-005      1.00

				CaCO3            1.556e-005  7.780e-006      2.00

				CO3-2            8.493e-006  4.246e-006      2.00

				MgHCO3+          6.059e-006  6.059e-006      1.00

				NaHCO3           2.276e-006  2.276e-006      1.00

				OH-              1.812e-006  1.812e-006      1.00

				MgCO3            1.492e-006  7.462e-007      2.00

				NaCO3-           1.178e-006  5.890e-007      2.00

				MgOH+            1.681e-007  1.681e-007      1.00

				H+              -6.200e-008  6.200e-008     -1.00

				CaOH+            1.737e-009  1.737e-009      1.00

				NaOH             3.223e-019  3.223e-019      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(333 K,   1 atm)

				Aragonite        -0.12     -8.76   -8.64  CaCO3

				Calcite           0.00     -8.76   -8.76  CaCO3

				CH4(g)         -125.09   -128.11   -3.02  CH4

				CO2(g)           -1.78     -3.55   -1.77  CO2

				Dolomite         -0.28    -18.10  -17.82  CaMg(CO3)2

				H2(g)           -36.27    -39.41   -3.14  H2

				H2O(g)           -0.71     -0.00    0.71  H2O

				Halite           -7.45     -5.85    1.60  NaCl

				O2(g)            -0.39     -3.45   -3.06  O2

				Vaterite         -0.48     -8.76   -8.28  CaCO3

		Reaction step 2.

		Using solution 1.		Solution after simulation 2.

		Using pure phase assemblage 1.

		Using temperature 1.

		-------------------------------Phase assemblage--------------------------------

		                                                      Moles in assemblage

		Phase               SI  log IAP  log K(T, P)   Initial       Final       Delta

		Calcite          -0.00    -9.12     -9.12   1.000e+001  1.000e+001  3.362e-004

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.858e-003  2.858e-003

				Ca               6.122e-004  6.122e-004

				Cl               7.900e-004  7.900e-004

				Mg               2.057e-004  2.057e-004

				Na               2.089e-003  2.089e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   7.046      Charge balance

		                                       pe  =   9.190      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 90 oC) = 954

		                          Density (g/cm3)  =   0.96551

		                               Volume (L)  =   1.03617

		                        Activity of water  =   1.000

		                           Ionic strength  =  4.195e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.410e-003

		                       Total CO2 (mol/kg)  =  2.858e-003

		                      Temperature (deg C)  =  90.00

		                  Electrical balance (eq)  =  5.248e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =   7.69

		                               Iterations  =  56

		                                  Total H  = 1.110155e+002

		                                  Total O  = 5.551537e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            4.748e-006  4.379e-006    -5.323    -5.359    -0.035     -5.15

		   H+             9.669e-008  8.990e-008    -7.015    -7.046    -0.032      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.66

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -116.671  -116.670     0.000     32.22

		C(4)         2.858e-003

		   HCO3-          2.349e-003  2.173e-003    -2.629    -2.663    -0.034     25.26

		   CO2            4.662e-004  4.666e-004    -3.331    -3.331     0.000     21.33

		   CaHCO3+        2.041e-005  1.890e-005    -4.690    -4.724    -0.033     10.60

		   CaCO3          8.530e-006  8.539e-006    -5.069    -5.069     0.000    -14.45

		   MgHCO3+        7.392e-006  6.822e-006    -5.131    -5.166    -0.035      5.70

		   CO3-2          2.420e-006  1.771e-006    -5.616    -5.752    -0.135    -13.70

		   NaHCO3         1.739e-006  1.741e-006    -5.760    -5.759     0.000      2.13

		   NaCO3-         1.016e-006  9.377e-007    -5.993    -6.028    -0.035     -1.59

		   MgCO3          6.621e-007  6.627e-007    -6.179    -6.179     0.000    -17.08

		Ca           6.122e-004

		   Ca+2           5.833e-004  4.266e-004    -3.234    -3.370    -0.136    -19.12

		   CaHCO3+        2.041e-005  1.890e-005    -4.690    -4.724    -0.033     10.60

		   CaCO3          8.530e-006  8.539e-006    -5.069    -5.069     0.000    -14.45

		   CaOH+          8.532e-010  7.874e-010    -9.069    -9.104    -0.035     (0)  

		Cl           7.900e-004

		   Cl-            7.900e-004  7.288e-004    -3.102    -3.137    -0.035     16.88

		H(0)         2.802e-036

		   H2             1.401e-036  1.403e-036   -35.854   -35.853     0.000     28.57

		Mg           2.057e-004

		   Mg+2           1.969e-004  1.445e-004    -3.706    -3.840    -0.134    -24.50

		   MgHCO3+        7.392e-006  6.822e-006    -5.131    -5.166    -0.035      5.70

		   MgOH+          7.799e-007  7.226e-007    -6.108    -6.141    -0.033     (0)  

		   MgCO3          6.621e-007  6.627e-007    -6.179    -6.179     0.000    -17.08

		Na           2.089e-003

		   Na+            2.086e-003  1.927e-003    -2.681    -2.715    -0.034      0.43

		   NaHCO3         1.739e-006  1.741e-006    -5.760    -5.759     0.000      2.13

		   NaCO3-         1.016e-006  9.377e-007    -5.993    -6.028    -0.035     -1.59

		   NaOH           8.429e-019  8.437e-019   -18.074   -18.074     0.000     (0)  

		O(0)         7.065e-004

		   O2             3.532e-004  3.536e-004    -3.452    -3.452     0.000     33.54

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.410e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            2.349e-003  2.349e-003      1.00

				CaHCO3+          2.041e-005  2.041e-005      1.00

				CaCO3            1.706e-005  8.530e-006      2.00

				MgHCO3+          7.392e-006  7.392e-006      1.00

				CO3-2            4.839e-006  2.420e-006      2.00

				OH-              4.748e-006  4.748e-006      1.00

				NaCO3-           2.032e-006  1.016e-006      2.00

				NaHCO3           1.739e-006  1.739e-006      1.00

				MgCO3            1.324e-006  6.621e-007      2.00

				MgOH+            7.799e-007  7.799e-007      1.00

				H+              -9.669e-008  9.669e-008     -1.00

				CaOH+            8.532e-010  8.532e-010      1.00

				NaOH             8.429e-019  8.429e-019      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(363 K,   1 atm)

				Aragonite        -0.11     -9.12   -9.02  CaCO3

				Calcite          -0.00     -9.12   -9.12  CaCO3

				CH4(g)         -113.60   -116.67   -3.07  CH4

				CO2(g)           -1.41     -3.33   -1.92  CO2

				Dolomite         -0.39    -18.71  -18.33  CaMg(CO3)2

				H2(g)           -32.74    -35.85   -3.12  H2

				H2O(g)           -0.16     -0.00    0.16  H2O

				Halite           -7.47     -5.85    1.61  NaCl

				O2(g)            -0.34     -3.45   -3.11  O2

				Vaterite         -0.43     -9.12   -8.70  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 6.

		------------------------------------

		--------------------------------

		End of Run after 40.356 Seconds.

		--------------------------------





Messages







Database

		#  stimela.dat (version 2013-10-15)

		#  under development by Peter de Moel (Omnisys) for Stimela platform at Delft University of Technology

		#  based on: phreeqc.dat (file date 2013-06-03, as part of Phreeqc Interactive 3.0.6-7757)

		#  Stimela is focussed on modelling for water and waste water treatment 

		#  list of modifications: 

		#  added [Fe+2] and [Mn+2] (with master species [Fe+2]+2 and [Mn+2]+2) for redox-uncoupled models with Fe+2 and/or Mn+2

		#  added [N-3] (with master species [N-3]H4+) as alternative for redox-uncoupled Amm (with master species AmmH+)

		#  added [C-4] and [S-2] (with master species [C-4]H4 and H2[S-2]) as alternatives for redox-uncoupled Mtg and Sg)

		#  added species H3PO4 (included in DIN 38404-10 (Dezember 2012)) 

		#  added solid Vaterite (CaCO3) (included in Standard Methods 2330 (2010))

		#  end of list of modifications 

		# PHREEQC.DAT for calculating pressure dependence of reactions, with

		#   molal volumina of aqueous species and of minerals, and

		#   critical temperatures and pressures of gases used in Peng-Robinson's EOS.

		# Details are given at the end of this file.

		SOLUTION_MASTER_SPECIES

		#

		#element		species		alk		gfw_formula		element_gfw

		#

		H				H+		-1.0		H				1.008

		H(0)				H2		0.0		H

		H(1)				H+		-1.0		0.0

		E				e-		0.0		0.0				0.0

		O				H2O		0.0		O				16.0

		O(0)				O2		0.0		O

		O(-2)				H2O		0.0		0.0

		Ca				Ca+2		0.0		Ca				40.08

		Mg				Mg+2		0.0		Mg				24.312

		Na				Na+		0.0		Na				22.9898

		K				K+		0.0		K				39.102

		Fe				Fe+2		0.0		Fe				55.847

		Fe(+2)				Fe+2		0.0		Fe

		Fe(+3)				Fe+3		-2.0		Fe

		Mn				Mn+2		0.0		Mn				54.938

		Mn(+2)				Mn+2		0.0		Mn

		Mn(+3)				Mn+3		0.0		Mn

		Al				Al+3		0.0		Al				26.9815

		Ba				Ba+2		0.0		Ba				137.34

		Sr				Sr+2		0.0		Sr				87.62

		Si				H4SiO4		0.0		SiO2				28.0843

		Cl				Cl-		0.0		Cl				35.453

		C				CO3-2		2.0		HCO3				12.0111

		C(+4)				CO3-2		2.0		HCO3

		C(-4)				CH4		0.0		CH4

		Alkalinity		CO3-2		1.0		Ca0.5(CO3)0.5		50.05

		S				SO4-2		0.0		SO4				32.064

		S(6)				SO4-2		0.0		SO4

		S(-2)				HS-		1.0		S

		N				NO3-		0.0		N				14.0067

		N(+5)				NO3-		0.0		N

		N(+3)				NO2-		0.0		N

		N(0)				N2		0.0		N

		N(-3)				NH4+		0.0     N

		#Amm				AmmH+		0.0		AmmH				17.0

		# begin modification stimela.dat 

		# added redox-uncoupled (inert) elements [N-3], [Fe+2] and [Mn+2]

		[N-3]				[N-3]H4+		0.0		NH4				14.0067

		[Fe+2]				[Fe+2]+2		0.0		Fe				55.847

		[Mn+2]				[Mn+2]+2		0.0		Mn				54.938

		# end modification stimela.dat

		B				H3BO3		0.0		B				10.81

		P				PO4-3		2.0		P				30.9738

		F				F-		0.0		F				18.9984

		Li				Li+		0.0		Li				6.939

		Br				Br-		0.0		Br				79.904

		Zn				Zn+2		0.0		Zn				65.37

		Cd				Cd+2		0.0		Cd				112.4

		Pb				Pb+2		0.0		Pb				207.19

		Cu				Cu+2		0.0		Cu				63.546

		Cu(+2)				Cu+2		0.0		Cu

		Cu(+1)				Cu+1		0.0		Cu

		# redox-uncoupled gases

		Hdg				Hdg		0		Hdg		2.016 # H2 gas

		Oxg				Oxg		0		Oxg		32 # Oxygen gas

		Mtg				Mtg		0.0		Mtg		16.032 # CH4 gas

		Sg				H2Sg		1.0		H2Sg		34.08

		Ntg				Ntg		0		Ntg		28.0134 # N2 gas

		# begin modification stimela.dat 

		# redox_uncoupled elements Amm ( = [N-3]H3 ), Mtg  and Sg  will confuse novice users / students

		# notation as [C-4] and [S-2] for redox-uncoupled (inert) elements Mtg and Sg

		[C-4]				[C-4]H4		0.0		CH4				12.0111				# CH4 gas

		[S-2]				H2[S-2]		1.0		H2S				34.08				# H2S gas

		# uniform notation omitted for Oxg, Hdg and Ntg, to keep compliance with phreeqc.dat   

		# end modification stimela.dat

		SOLUTION_SPECIES

		H+ = H+

				-gamma		9.0		0.0

				-dw		 9.31e-9

		e- = e-

		H2O = H2O

		Ca+2 = Ca+2

				-gamma		5.0		0.1650

		#		-gamma		4.5		0.23 # anhydrite in NaCl solutions, Freyer and Voigt, 2004, GCA 68, 307

				-dw		 0.793e-9

				-Vm  -0.3456  -7.252  6.149  -2.479  1.239  5  1.60  -57.1  -6.12e-3  1 # supcrt modified

		Mg+2 = Mg+2

				-gamma		5.5		0.20

				-dw		 0.705e-9

				-Vm  -1.410  -8.6  11.13  -2.39  1.332  5.5  1.29  -32.9  -5.86e-3  1 # supcrt modified

		Na+ = Na+

				-gamma		4.0		 0.075

				-gamma		4.08 0.082 # halite solubility

				-dw		 1.33e-9

				-Vm  1.403  -2.285  4.419  -2.726  -5.125e-5  4.0  0.162  47.67  -3.09e-3  0.725 # supcrt modified

		# for calculating densities (rho) when I > 3...

		#		-Vm  1.403  -2.285  4.419  -2.726  -5.125e-5  2.0  0.162  47.67  -3.09e-3  0.4

		K+ = K+

				-gamma		3.5		0.015

				-dw		 1.96e-9

				-Vm  3.322  -1.473  6.534  -2.712  9.06e-2  3.5  0  29.7  0  1 # supcrt modified

		Fe+2 = Fe+2

				-gamma		6.0		0.0

				-dw		 0.719e-9

				-Vm  -0.3255  -9.687  1.536  -2.379  0.3033  5.5  -4.21e-2  37.96  0  1 # supcrt modified

		Mn+2 = Mn+2

				-gamma		6.0		0.0

				-dw		 0.688e-9

				-Vm  -.1016  -8.0295  8.9060  -2.4471  1.4006 6 # supcrt

		Al+3 = Al+3

				-gamma		9.0		0.0

				-dw		 0.559e-9

				-Vm  -3.3404  -17.1108  14.9917  -2.0716  2.8711 9 # supcrt

		Ba+2 = Ba+2

				-gamma  5.0  0

				-gamma		4.0  0.153 # Barite solubility

				-dw 0.848e-9

				-Vm  2.063  -10.06  1.9534  -2.36  0.4218  5  1.58  -12.03  -8.35e-3  1 # supcrt modified

		Sr+2 = Sr+2

				-dw		 0.794e-9

				-gamma		5.260		0.121

				-Vm  -1.57e-2  -10.15  10.18  -2.36  0.860  5.26  0.859  -27.0  -4.1e-3  1.97 # supcrt modified

		H4SiO4 = H4SiO4

				-dw		 1.10e-9

				-Vm  10.5  1.7  20  -2.7  0.1291 # supcrt + 2*H2O in a1

		Cl- = Cl-

				-gamma		3.5		  0.015

				-gamma		3.63  0.017 # cf. pitzer.dat

				-dw		 2.03e-9

				-Vm  4.465  4.801  4.325  -2.847  1.748  0  -0.331  20.16  0  1 # supcrt modified

		CO3-2 = CO3-2

				-gamma		5.4		0.0

				-dw		 0.955e-9

				-Vm  6.95  0  0  -5.98  8.32  0  -0.115  167  -0.026  1 # supcrt modified

		SO4-2 = SO4-2

				-gamma		5.0		-0.04

				-dw		 1.07e-9

				-Vm  8.0  2.51  -42.5 5.41  4.23 0 0 0 0 1 # supcrt modified

		NO3- = NO3-

				-gamma		3.0		0.0

				-dw		 1.9e-9

				-Vm  6.392  6.78  0  -3.06  0.449  0  0.80  0  -1.05e-2  1 # supcrt modified

		#AmmH+ = AmmH+

		#		-gamma		2.5		0.0

		#		-dw		 1.98e-9

		#		-Vm  4.837  2.345  5.522  -2.88 1.096  3  -1.456  75.0  7.17e-3  1 # supcrt modified

		# begin modification stimela.dat 

		# added [N-3]H4+, [Fe+2]+2 and [Mn+2]+2

		[N-3]H4+ = [N-3]H4+

				-gamma		2.5		0.0

				-dw		 1.98e-9

				-Vm  4.837  2.345  5.522  -2.88 1.096  3  -1.456  75.0  7.17e-3  1 # supcrt modified

		[Fe+2]+2 = [Fe+2]+2

				-gamma		6.0		0.0

				-dw		 0.719e-9

				-Vm  -0.3255  -9.687  1.536  -2.379  0.3033  5.5  -4.21e-2  37.96  0  1 # supcrt modified

		[Mn+2]+2 = [Mn+2]+2

				-gamma		6.0		0.0

				-dw		 0.688e-9

				-Vm  -.1016  -8.0295  8.9060  -2.4471  1.4006 6 # supcrt

		# end modification stimela.dat

		H3BO3 = H3BO3

				-dw		1.1e-9

				-Vm 7.0643  8.8547  3.5844  -3.1451 -.2000  # supcrt

		PO4-3 = PO4-3

				-gamma		4.0		0.0

				-dw		 0.612e-9

				-Vm  -.5259  -9.0654  9.3131  -2.4042  5.6114 # supcrt

		F- = F-

				-gamma		3.5		0.0

				-dw		 1.46e-9

				-Vm  .6870  1.3588  7.6033  -2.8352  1.787 # supcrt

		Li+ = Li+

				-gamma		6.0		0.0

				-dw		 1.03e-9

				-Vm  -.0237  -.0690  11.5800  -2.7761 .4862 6 # supcrt

		Br- = Br-

				-gamma		3.0		0.0

				-dw		 2.01e-9

				-Vm  5.2690  6.5940  4.7450  -3.1430  1.3858 # supcrt

		Zn+2 = Zn+2

				-gamma		5.0		0.0

				-dw		 0.715e-9

				-Vm  -1.0677  -10.3884  9.8331  -2.3495  1.4574 5 # supcrt

		Cd+2 = Cd+2

				-dw		 0.717e-9

				-Vm  .0537  -10.7080  16.5176  -2.3363  1.2528 5 # supcrt

		Pb+2 = Pb+2

				-dw		 0.945e-9

				-Vm  -.0051  -7.7939  8.8134  -2.4568  1.0788 4.5 # supcrt

		Cu+2 = Cu+2

				-gamma		6.0		0.0

				-dw		 0.733e-9

				-Vm  -1.1021  -10.4726  9.8662  -2.3461  1.4769 6 # supcrt

		# redox-uncoupled gases

		Hdg = Hdg # H2

				-dw		 5.13e-9

				-Vm 6.52  0.78  0.12 # supcrt

		Oxg = Oxg # O2

				-dw		 2.35e-9

				-Vm  5.7889  6.3536  3.2528  -3.0417  -0.3943 # supcrt

		Mtg = Mtg # CH4

				-dw		 1.85e-9

				-Vm 7.7 # CH4 solubility, 25-100C, 1-700atm

		Ntg = Ntg # N2

				-dw		 1.96e-9

				-Vm 7 # Pray et al., 1952, IEC 44. 1146

		H2Sg = H2Sg # H2S

				-dw		 2.1e-9

				-Vm  7.81  2.96  -0.46 # supcrt

		# begin modification stimela.dat 

		[C-4]H4 = [C-4]H4 # CH4

				-dw		 1.85e-9

				-Vm 7.7 # CH4 solubility, 25-100C, 1-700atm

		H2[S-2] = H2[S-2] # H2S

				-dw		 2.1e-9

				-Vm  7.81  2.96  -0.46 # supcrt

		# end modification stimela.dat

		# aqueous species

		H2O = OH- + H+

				-analytic  293.29227  0.1360833  -10576.913  -123.73158  0  -6.996455e-5

				-gamma		3.5		0.0

				-dw		 5.27e-9

				-Vm  -9.66  28.5  80.0 -22.9 1.89 0 1.09 0 0 1 # supcrt modified

		2 H2O = O2 + 4 H+ + 4 e-

				-log_k		-86.08

				-delta_h 134.79 kcal

				-dw		 2.35e-9

				-Vm  5.7889  6.3536  3.2528  -3.0417  -0.3943 # supcrt

		2 H+ + 2 e- = H2

				-log_k		-3.15

				-delta_h -1.759 kcal

				-dw		 5.13e-9

				-Vm 6.52  0.78  0.12 # supcrt

		CO3-2 + H+ = HCO3-

				-log_k		10.329

				-delta_h -3.561		kcal

				-analytic		107.8871		0.03252849		-5151.79		-38.92561		563713.9

				-gamma		5.4		0.0

				-dw		 1.18e-9

				-Vm  8.60  0  -12.0  0  1.643  0  0  167  0  1 # supcrt modified

		CO3-2 + 2 H+ = CO2 + H2O

				-log_k		16.681

				-delta_h -5.738		kcal

				-analytic		464.1965		0.09344813		-26986.16		-165.75951		2248628.9

				-dw		 1.92e-9

				-Vm  20.85  -46.93  -79.0  27.9  -0.193 # supcrt modified

		CO3-2 + 10 H+ + 8 e- = CH4 + 3 H2O

				-log_k		41.071

				-delta_h -61.039 kcal

				-dw		 1.85e-9

				-Vm 7.7

		SO4-2 + H+ = HSO4-

				-log_k		1.988

				-delta_h 3.85		kcal

				-analytic		-56.889		0.006473		2307.9		19.8858		0.0

				-dw		 1.33e-9

				-Vm 8.2 9.2590  2.1108  -3.1618 1.1748  0 -0.3 15 0 1 # supcrt modified

		HS- = S-2 + H+

				-log_k		-12.918

				-delta_h 12.1		kcal

				-gamma		5.0		0.0

				-dw		 0.731e-9

		SO4-2 + 9 H+ + 8 e- = HS- + 4 H2O

				-log_k		33.65

				-delta_h -60.140 kcal

				-gamma		3.5		0.0

				-dw		 1.73e-9

				-Vm  5.0119  4.9799  3.4765  -2.9849  1.4410 # supcrt

		HS- + H+ = H2S

				-log_k		6.994

				-delta_h -5.30		kcal

				-analytical  -11.17  0.02386  3279.0

				-dw		 2.1e-9

				-Vm  7.81  2.96  -0.46 # supcrt

		H2Sg = HSg- + H+

				-log_k		-6.994

				-delta_h 5.30		kcal

				-analytical  11.17  -0.02386  -3279.0

				-dw		 2.1e-9

				-Vm  5.0119  4.9799  3.4765  -2.9849  1.4410 # supcrt

		# begin modification stimela.dat 

		H2[S-2] = H[S-2]- + H+

				-log_k		-6.994

				-delta_h 5.30		kcal

				-analytical  11.17  -0.02386  -3279.0

				-dw		 2.1e-9

				-Vm  5.0119  4.9799  3.4765  -2.9849  1.4410 # supcrt

		# end modification stimela.dat

		NO3- + 2 H+ + 2 e- = NO2- + H2O

				-log_k		28.570

				-delta_h -43.760 kcal

				-gamma		3.0		0.0

				-dw		 1.91e-9

				-Vm  5.5864  5.8590  3.4472  -3.0212  1.1847 # supcrt

		2 NO3- + 12 H+ + 10 e- = N2 + 6 H2O

				-log_k		207.08

				-delta_h -312.130		kcal

				-dw		 1.96e-9

				-Vm 7 # Pray et al., 1952, IEC 44. 1146

		NO3- + 10 H+ + 8 e- = NH4+ + 3 H2O

				log_k		119.077

				delta_h -187.055		kcal

				-gamma		2.5		0.0

				-dw		 1.98e-9

				-Vm  4.837  2.345  5.522  -2.88 1.096  3  -1.456  75.0  7.17e-3  1 # supcrt modified

		#AmmH+ = AmmH+

		#		-gamma		2.5		0.0

		#		-dw		 1.98e-9

		#		-Vm  4.837  2.345  5.522  -2.88 1.096  3  -1.456  75.0  7.17e-3  1 # supcrt modified

		NH4+ = NH3 + H+

				-log_k		-9.252

				-delta_h 12.48		kcal

				-analytic  0.6322  -0.001225  -2835.76

				-dw		 2.28e-9

				-Vm  5.09  2.8  8.62  -2.88  -0.05 # supcrt

		#AmmH+ = Amm + H+

		#		-log_k		-9.252

		#		-delta_h 12.48		kcal

		#		-analytic  0.6322  -0.001225  -2835.76

		#		-dw		 2.28e-9

		#		-Vm  5.09  2.8  8.62  -2.88  -0.05 # supcrt

		# begin modification stimela.dat 

		[N-3]H4+ = [N-3]H3 + H+

				-log_k		-9.252

				-delta_h 12.48		kcal

				-analytic  0.6322  -0.001225  -2835.76

				-dw		 2.28e-9

				-Vm  5.09  2.8  8.62  -2.88  -0.05 # supcrt

		# end modification stimela.dat

		NH4+ + SO4-2 = NH4SO4-

				log_k		1.11

		#        -gamma  5.0     0.0 

		#AmmH+ + SO4-2 = AmmHSO4-

		#		-log_k		1.11

		# begin modification stimela.dat 

		[N-3]H4+ + SO4-2 = [N-3]H4SO4-

				-log_k		1.11

		# end modification stimela.dat

		H3BO3 = H2BO3- + H+

				-log_k		-9.24

				-delta_h 3.224		kcal

		H3BO3 + F- = BF(OH)3-

				-log_k		-0.4

				-delta_h 1.850		kcal

		H3BO3 + 2 F- + H+ = BF2(OH)2- + H2O

				-log_k		7.63

				-delta_h 1.618		kcal

		H3BO3 + 2 H+ + 3 F- = BF3OH- + 2 H2O

				-log_k		13.67

				-delta_h -1.614		kcal

		H3BO3 + 3 H+ + 4 F- = BF4- + 3 H2O

				-log_k		20.28

				-delta_h -1.846		kcal

		PO4-3 + H+ = HPO4-2

				-log_k		12.346

				-delta_h -3.530		kcal

				-gamma		5.0		0.0

				-dw		0.69e-9

				-Vm  3.6315  1.0857  5.3233  -2.8239  3.3363 # supcrt

		PO4-3 + 2 H+ = H2PO4-

				-log_k		19.553

				-delta_h -4.520		kcal

				-gamma		5.4		0.0

				-dw		 0.846e-9

				-Vm  6.4875  8.0594  2.5823  -3.1122  1.3003 # supcrt

		# begin modification stimela.dat 

		# adding H3PO4

		# from $Id: minteq.v4.dat 794 2006-02-27 21:06:22Z dlpark $

		3H+ + PO4-3 = H3PO4

				log_k		21.721

				delta_h		-10.1		kJ

				-gamma		0		0

						#                  Id:		3305802

						#        log K source:		NIST46.3                      

						#      Delta H source:		NIST46.3                      

						#T and ionic strength:		 0.00 25.0

		# end modification stimela.dat

		H+ + F- = HF

				-log_k		3.18

				-delta_h 3.18		kcal

				-analytic		-2.033		0.012645		429.01

				-Vm  3.4753  .7042  5.4732  -2.8081  -.0007 # supcrt

		H+ + 2 F- = HF2-

				-log_k		3.76

				-delta_h 4.550		kcal

				-Vm  5.2263  4.9797  3.7928  -2.9849  1.2934 # supcrt

		Ca+2 + H2O = CaOH+ + H+

				-log_k		-12.78

		Ca+2 + CO3-2 = CaCO3

				-log_k		3.224

				-delta_h 3.545		kcal

				-analytic		-1228.732		-0.299440		35512.75		485.818

				-dw 4.46e-10		# complexes: calc'd with the Pikal formula

				-Vm  -.2430  -8.3748  9.0417  -2.4328  -.0300 # supcrt

		Ca+2 + CO3-2 + H+ = CaHCO3+

				-log_k		11.435

				-delta_h -0.871		kcal

				-analytic		1317.0071		0.34546894		-39916.84		-517.70761		563713.9

				-gamma		6.0		0.0

				-dw 5.06e-10

				-Vm  3.1911  .0104  5.7459  -2.7794  .3084 5.4 # supcrt

		Ca+2 + SO4-2 = CaSO4

				-log_k		2.25

				-delta_h 1.325		kcal

				-dw 4.71e-10

				-Vm  2.7910  -.9666  6.1300  -2.7390  -.0010 # supcrt

		Ca+2 + HSO4- = CaHSO4+

				-log_k		  1.08

		Ca+2 + PO4-3 = CaPO4-

				-log_k		6.459

				-delta_h 3.10		kcal

				-gamma  5.4  0.0 

		Ca+2 + HPO4-2 = CaHPO4

				-log_k		2.739

				-delta_h 3.3 kcal

		Ca+2 + H2PO4- = CaH2PO4+

				-log_k		1.408

				-delta_h 3.4 kcal

				-gamma  5.4  0.0 

		#Ca+2 + F- = CaF+

		#		-log_k		0.94

		#		-delta_h 4.120		kcal

		#		-Vm  .9846  -5.3773  7.8635  -2.5567  .6911 5.5 # supcrt

		#		-gamma  5.5  0.0 

		Mg+2 + H2O = MgOH+ + H+

				-log_k		-11.44

				-delta_h 15.952 kcal

				-gamma		6.5		0.0

		Mg+2 + CO3-2 = MgCO3

				-log_k		2.98

				-delta_h 2.713		kcal

				-analytic		0.9910		0.00667

				-dw 4.21e-10

				-Vm  -.5837  -9.2067  9.3687  -2.3984  -.0300 # supcrt

		Mg+2 + H+ + CO3-2 = MgHCO3+

				-log_k		11.399

				-delta_h -2.771		kcal

				-analytic		48.6721		0.03252849		-2614.335		-18.00263		563713.9

				-dw 4.78e-10

				-Vm  2.7171  -1.1469  6.2008  -2.7316  .5985 4 # supcrt

				-gamma		4.0		0.0

		Mg+2 + SO4-2 = MgSO4

				-log_k		2.37

				-delta_h 4.550		kcal

				-dw 4.45e-10

				-Vm  2.4  -0.97  6.1  -2.74  # est'd

		Mg+2 + PO4-3 = MgPO4-

				-log_k		6.589

				-delta_h 3.10		kcal

				-gamma		5.4		0.0

		Mg+2 + HPO4-2 = MgHPO4

				-log_k		2.87

				-delta_h 3.3 kcal

		Mg+2 + H2PO4- = MgH2PO4+

				-log_k		1.513

				-delta_h 3.4 kcal

				-gamma		5.4		0.0

		Mg+2 + F- = MgF+

				-log_k		1.82

				-delta_h 3.20		kcal

				-Vm  .6494  -6.1958  8.1852  -2.5229  .9706 4.5 # supcrt

				-gamma		4.5		0.0

				Na+ + OH- = NaOH

				-log_k		-10 # remove this complex

		Na+ + CO3-2 = NaCO3-

				-log_k		1.27

				-delta_h 8.91 kcal

				-dw 5.85e-10

				-Vm  3.99  0  15.3  -8.12  3.11  0  2.7  0  0.026  1

				#-gamma		5.4		0.0

		Na+ + HCO3- = NaHCO3

				-log_k  -0.25

				-delta_h  -1 kcal

				-dw 6.73e-10

				-Vm  0.51

		Na+ + SO4-2 = NaSO4-

				-log_k		0.7

				-delta_h 1.120		kcal

				-dw 6.18e-10

				-Vm  1e-5  19.3  1.07  -2.05  3.41  0  4.7  0  0  0.77 # not in supcrt

				-gamma		5.4		0.0

		Na+ + HPO4-2 = NaHPO4-

				-log_k		0.29

				-gamma		5.4		0.0

		Na+ + F- = NaF

				-log_k		-0.24

				-Vm  2.7483  -1.0708  6.1709  -2.7347  -.030 # supcrt

		K+ + SO4-2 = KSO4-

				-log_k		0.85

				-delta_h 2.250		kcal

				-analytical  3.106  0.0  -673.6

				-dw 7.46e-10

				-gamma		5.4		0.0

		K+ + HPO4-2 = KHPO4-

				-log_k		0.29

				-gamma		5.4		0.0

		Fe+2 + H2O = FeOH+ + H+

				-log_k		-9.5

				-delta_h 13.20		kcal

				-gamma		5.0		0.0

		Fe+2 + 3H2O = Fe(OH)3- + 3H+ 

				-log_k -31.0

				-delta_h 30.3 kcal

				-gamma  5.0 0.0

		Fe+2 + Cl- = FeCl+

				-log_k		0.14

		Fe+2 + CO3-2 = FeCO3

				-log_k		4.38

		Fe+2 + HCO3- = FeHCO3+

				-log_k		2.0

		Fe+2 + SO4-2 = FeSO4

				-log_k		2.25

				-delta_h 3.230		kcal

		Fe+2 + HSO4- = FeHSO4+

				-log_k		1.08

		Fe+2 + 2HS- = Fe(HS)2

				-log_k		8.95

		Fe+2 + 3HS- = Fe(HS)3-

				-log_k		10.987

		Fe+2 + HPO4-2 = FeHPO4

				-log_k		3.6

		Fe+2 + H2PO4- = FeH2PO4+

				-log_k		2.7

				-gamma		5.4		0.0

		Fe+2 + F- = FeF+

				-log_k		1.0

		Fe+2 = Fe+3 + e-

				-log_k		-13.02

				-delta_h 9.680		kcal

				-gamma		9.0		0.0

		Fe+3 + H2O = FeOH+2 + H+

				-log_k		-2.19

				-delta_h 10.4		kcal

				-gamma		5.0		0.0

		Fe+3 + 2 H2O = Fe(OH)2+ + 2 H+

				-log_k		-5.67

				-delta_h 17.1		kcal

				-gamma		5.4		0.0

		Fe+3 + 3 H2O = Fe(OH)3 + 3 H+

				-log_k		-12.56

				-delta_h 24.8		kcal

		Fe+3 + 4 H2O = Fe(OH)4- + 4 H+

				-log_k		-21.6

				-delta_h 31.9		kcal

				-gamma		5.4		0.0

		Fe+2 + 2H2O = Fe(OH)2 + 2H+ 

				-log_k  -20.57

				-delta_h 28.565 kcal  

		2 Fe+3 + 2 H2O = Fe2(OH)2+4 + 2 H+

				-log_k		-2.95

				-delta_h 13.5		kcal

		3 Fe+3 + 4 H2O = Fe3(OH)4+5 + 4 H+

				-log_k		-6.3

				-delta_h 14.3		kcal

		Fe+3 + Cl- = FeCl+2

				-log_k		1.48

				-delta_h 5.6		kcal

				-gamma		5.0		0.0

		Fe+3 + 2 Cl- = FeCl2+

				-log_k		2.13

				-gamma		5.0		0.0

		Fe+3 + 3 Cl- = FeCl3

				-log_k		1.13

		Fe+3 + SO4-2 = FeSO4+

				-log_k		4.04

				-delta_h 3.91		kcal

				-gamma		5.0		0.0

		Fe+3 + HSO4- = FeHSO4+2

				-log_k		2.48

		Fe+3 + 2 SO4-2 = Fe(SO4)2-

				-log_k		5.38

				-delta_h 4.60		kcal

		Fe+3 + HPO4-2 = FeHPO4+

				-log_k		5.43

				-delta_h 5.76		kcal

				-gamma		5.0		0.0

		Fe+3 + H2PO4- = FeH2PO4+2

				-log_k		5.43

				-gamma		5.4		0.0

		Fe+3 + F- = FeF+2

				-log_k		6.2

				-delta_h 2.7		kcal

				-gamma		5.0		0.0

		Fe+3 + 2 F- = FeF2+

				-log_k		10.8

				-delta_h 4.8		kcal

				-gamma		5.0		0.0

		Fe+3 + 3 F- = FeF3

				-log_k		14.0

				-delta_h 5.4		kcal

		Mn+2 + H2O = MnOH+ + H+

				-log_k		-10.59

				-delta_h 14.40		kcal

				-gamma		5.0		0.0

		Mn+2 + 3H2O = Mn(OH)3- + 3H+ 

				-log_k  -34.8

				-gamma		5.0		0.0

		Mn+2 + Cl- = MnCl+

				-log_k		0.61

				-Vm  2.7448  -1.0793  6.1743  -2.7344  .3686 # supcrt

				-gamma		5.0		0.0

		Mn+2 + 2 Cl- = MnCl2

				-log_k		0.25

		Mn+2 + 3 Cl- = MnCl3-

				-log_k		-0.31

				-gamma		5.0		0.0

		Mn+2 + CO3-2 = MnCO3

				-log_k		4.9

		Mn+2 + HCO3- = MnHCO3+

				-log_k		1.95

				-gamma		5.0		0.0

		Mn+2 + SO4-2 = MnSO4

				-log_k		2.25

				-delta_h 3.370		kcal

				-Vm  2.4377  -1.8292  6.4690  -2.7034  -.0300 # supcrt

		Mn+2 + 2 NO3- = Mn(NO3)2

				-log_k		0.6

				-delta_h -0.396		kcal

		Mn+2 + F- = MnF+

				-log_k		0.84

				-gamma		5.0		0.0

		Mn+2 = Mn+3 + e-

				-log_k		-25.51

				-delta_h 25.80		kcal

				-gamma		9.0		0.0

		Al+3 + H2O = AlOH+2 + H+

				-log_k		-5.0

				-delta_h 11.49		kcal

				-analytic		-38.253		0.0		-656.27		14.327

				-Vm  -1.4649  -11.3582  10.2143  -2.3095  1.6668 5.4 # supcrt

				-gamma		5.4		0.0

		Al+3 + 2 H2O = Al(OH)2+ + 2 H+

				-log_k		-10.1

				-delta_h 26.90		kcal

				-analytic		88.50		0.0		-9391.6		-27.121

				-gamma		5.4		0.0

		Al+3 + 3 H2O = Al(OH)3 + 3 H+

				-log_k		-16.9

				-delta_h 39.89		kcal

				-analytic		226.374		0.0		-18247.8		-73.597

		Al+3 + 4 H2O = Al(OH)4- + 4 H+

				-log_k		-22.7

				-delta_h 42.30		kcal

				-analytic		51.578		0.0		-11168.9		-14.865

				-gamma		4.5		0.0

		Al+3 + SO4-2 = AlSO4+

				-log_k		3.5

				-delta_h 2.29 kcal

				-gamma		4.5		0.0

		Al+3 + 2SO4-2 = Al(SO4)2-

				-log_k		5.0

				-delta_h 3.11 kcal

				-gamma		4.5		0.0

		Al+3 + HSO4- = AlHSO4+2

				-log_k		0.46

		Al+3 + F- = AlF+2

				-log_k		7.0

				-delta_h 1.060		kcal

				-gamma		5.4		0.0

		Al+3 + 2 F- = AlF2+

				-log_k		12.7

				-delta_h 1.980		kcal

				-gamma		5.4		0.0

		Al+3 + 3 F- = AlF3

				-log_k		16.8

				-delta_h 2.160		kcal

		Al+3 + 4 F- = AlF4-

				-log_k		19.4

				-delta_h 2.20		kcal

				-gamma		4.5		0.0

		# Al+3 + 5 F- = AlF5-2

				# log_k		20.6

				# delta_h 1.840		kcal

		# Al+3 + 6 F- = AlF6-3

				# log_k		20.6

				# delta_h -1.670		kcal

		H4SiO4 = H3SiO4- + H+

				-log_k		-9.83

				-delta_h 6.12		kcal

				-analytic		-302.3724		-0.050698		15669.69		108.18466		-1119669.0

				-Vm  7.94  1.0881  5.3224  -2.8240  1.4767 # supcrt + H2O in a1

				-gamma		4		0.0

		H4SiO4 = H2SiO4-2 + 2 H+

				-log_k		-23.0

				-delta_h 17.6		kcal

				-analytic		-294.0184		-0.072650		11204.49		108.18466		-1119669.0

				-gamma		5.4		0.0

		H4SiO4 + 4 H+ + 6 F- = SiF6-2 + 4 H2O

				-log_k		30.18

				-delta_h -16.260		kcal

				-Vm  8.5311  13.0492  .6211  -3.3185  2.7716 # supcrt

				-gamma		5.0		0.0

		Ba+2 + H2O = BaOH+ + H+

				-log_k		-13.47

				-gamma		5.0		0.0

		Ba+2 + CO3-2 = BaCO3

				-log_k		2.71

				-delta_h 3.55		kcal

				-analytic		0.113		0.008721

				-Vm  .2907  -7.0717  8.5295  -2.4867  -.0300 # supcrt

		Ba+2 + HCO3- = BaHCO3+

				-log_k		0.982

				-delta_h 5.56 kcal

				-analytical		-3.0938		0.013669		0.0		0.0		0.0

		Ba+2 + SO4-2 = BaSO4

				-log_k		2.7

		Sr+2 + H2O = SrOH+ + H+

				-log_k		-13.29

				-gamma		5.0		0.0

		Sr+2 + CO3-2 + H+ = SrHCO3+

				-log_k		11.509

				-delta_h 2.489		kcal

				-analytic		104.6391		0.04739549		-5151.79		-38.92561		563713.9

				-gamma		5.4		0.0

		Sr+2 + CO3-2 = SrCO3

				-log_k		2.81

				-delta_h 5.22		kcal

				-analytic		-1.019		0.012826

				-Vm  -.1787  -8.2177  8.9799  -2.4393  -.0300 # supcrt

		Sr+2 + SO4-2 = SrSO4

				-log_k		2.29

				-delta_h 2.08		kcal

				-Vm  6.7910  -.9666  6.1300  -2.7390  -.0010 # celestite solubility

		Li+ + SO4-2 = LiSO4-

				-log_k		0.64

				-gamma		5.0		0.0

		Cu+2 + e- = Cu+

				-log_k		2.72

				-delta_h 1.65		kcal

				-gamma		2.5		0.0

		Cu+ + 2Cl- = CuCl2-

				-log_k		  5.50

				-delta_h -0.42 kcal

				-gamma  4.0  0.0

		Cu+ + 3Cl- = CuCl3-2

				-log_k		  5.70

				-delta_h 0.26 kcal

				-gamma  5.0  0.0  

		Cu+2 + CO3-2 = CuCO3 

				-log_k		  6.73

		Cu+2 + 2CO3-2 = Cu(CO3)2-2 

				-log_k		  9.83

				Cu+2 + HCO3- = CuHCO3+

				-log_k		  2.7

		Cu+2 + Cl- = CuCl+ 

				-log_k		  0.43

				-delta_h 8.65 kcal

				-gamma  4.0  0.0

		Cu+2 + 2Cl- = CuCl2 

				-log_k		  0.16

				-delta_h 10.56 kcal

		Cu+2 + 3Cl- = CuCl3-

				-log_k		  -2.29

				-delta_h 13.69 kcal

				-gamma  4.0  0.0

		Cu+2 + 4Cl- = CuCl4-2

				-log_k		  -4.59

				-delta_h 17.78 kcal

				-gamma  5.0  0.0

		Cu+2 + F- = CuF+ 

				-log_k		  1.26

				-delta_h 1.62 kcal

		Cu+2 + H2O = CuOH+ + H+

				-log_k		-8.0

				-gamma		4.0		0.0

		Cu+2 + 2 H2O = Cu(OH)2 + 2 H+

				-log_k		-13.68

		Cu+2 + 3 H2O = Cu(OH)3- + 3 H+

				-log_k		-26.9

		Cu+2 + 4 H2O = Cu(OH)4-2 + 4 H+

				-log_k		-39.6

		2Cu+2 + 2H2O = Cu2(OH)2+2 + 2H+ 

				-log_k  -10.359

				-delta_h 17.539 kcal

				-analytical  2.497  0.0  -3833.0  0.0  0.0

		Cu+2 + SO4-2 = CuSO4

				-log_k		2.31

				-delta_h 1.220		kcal

		Cu+2 + 3HS- = Cu(HS)3-

				-log_k  25.9

		Zn+2 + H2O = ZnOH+ + H+

				-log_k		-8.96

				-delta_h 13.4 kcal

		Zn+2 + 2 H2O = Zn(OH)2 + 2 H+

				-log_k		-16.9

		Zn+2 + 3 H2O = Zn(OH)3- + 3 H+

				-log_k		-28.4

		Zn+2 + 4 H2O = Zn(OH)4-2 + 4 H+

				-log_k		-41.2

		Zn+2 + Cl- = ZnCl+

				-log_k		0.43

				-delta_h 7.79 kcal

				-Vm  1.5844  -3.9128  7.2879  -2.6172  .2025 4

				-gamma  4.0  0.0

		Zn+2 + 2 Cl- = ZnCl2

				-log_k		0.45

				-delta_h 8.5 kcal

				-Vm  5.0570  4.5665  3.9552  -2.9678  -.0010

		Zn+2 + 3Cl- = ZnCl3-

				-log_k		0.5

				-delta_h 9.56 kcal

				-Vm  9.5417  15.5168  -.3487  -3.4205  1.2513

				-gamma  4.0  0.0

		Zn+2 + 4Cl- = ZnCl4-2

				-log_k		0.2

				-delta_h 10.96 kcal

				-Vm  14.6628  28.0213  -5.2636  -3.9374  2.6662

				-gamma  5.0  0.0

		Zn+2 + H2O + Cl- = ZnOHCl + H+ 

				-log_k  -7.48  

		Zn+2 + 2HS- = Zn(HS)2

				-log_k  14.94

		Zn+2 + 3HS- = Zn(HS)3-

				-log_k  16.1  

		Zn+2 + CO3-2 = ZnCO3

				-log_k		5.3

		Zn+2 + 2CO3-2 = Zn(CO3)2-2

				-log_k		9.63

		Zn+2 + HCO3- = ZnHCO3+

				-log_k		2.1

		Zn+2 + SO4-2 = ZnSO4

				-log_k		2.37

				-delta_h 1.36 kcal

		Zn+2 + 2SO4-2 = Zn(SO4)2-2

				-log_k		3.28

		Zn+2 + Br- = ZnBr+ 

				-log_k  -0.58

		Zn+2 + 2Br- = ZnBr2

				-log_k  -0.98

		Zn+2 + F- = ZnF+ 

				-log_k  1.15

				-delta_h 2.22 kcal

		Cd+2 + H2O = CdOH+ + H+

				-log_k		-10.08

				-delta_h 13.1 kcal

		Cd+2 + 2 H2O = Cd(OH)2 + 2 H+

				-log_k		-20.35

		Cd+2 + 3 H2O = Cd(OH)3- + 3 H+

				-log_k		-33.3

		Cd+2 + 4 H2O = Cd(OH)4-2 + 4 H+

				-log_k		-47.35

		2Cd+2 + H2O = Cd2OH+3 + H+ 

				-log_k  -9.39

				-delta_h 10.9 kcal

		Cd+2 + H2O + Cl- = CdOHCl + H+ 

				-log_k  -7.404

				-delta_h 4.355 kcal

		Cd+2 + NO3- = CdNO3+

				-log_k  0.4

				-delta_h -5.2 kcal

		Cd+2 + Cl- = CdCl+

				-log_k		1.98

				-delta_h 0.59 kcal

		Cd+2 + 2 Cl- = CdCl2

				-log_k		2.6

				-delta_h 1.24 kcal

		Cd+2 + 3 Cl- = CdCl3-

				-log_k		2.4

				-delta_h 3.9 kcal

		Cd+2 + CO3-2 = CdCO3

				-log_k		2.9

		Cd+2 + 2CO3-2 = Cd(CO3)2-2

				-log_k		6.4

		Cd+2 + HCO3- = CdHCO3+

				-log_k		1.5

		Cd+2 + SO4-2 = CdSO4

				-log_k		2.46

				-delta_h 1.08 kcal

		Cd+2 + 2SO4-2 = Cd(SO4)2-2

				-log_k		3.5

		Cd+2 + Br- = CdBr+ 

				-log_k  2.17

				-delta_h -0.81 kcal

		Cd+2 + 2Br- = CdBr2

				-log_k  2.9

		Cd+2 + F- = CdF+ 

				-log_k  1.1

		Cd+2 + 2F- = CdF2

				-log_k  1.5  

		Cd+2 + HS- = CdHS+ 

				-log_k  10.17

		Cd+2 + 2HS- = Cd(HS)2 

				-log_k  16.53

		Cd+2 + 3HS- = Cd(HS)3-

				-log_k  18.71

		Cd+2 + 4HS- = Cd(HS)4-2

				-log_k  20.9  

		Pb+2 + H2O = PbOH+ + H+

				-log_k		-7.71

		Pb+2 + 2 H2O = Pb(OH)2 + 2 H+

				-log_k		-17.12

		Pb+2 + 3 H2O = Pb(OH)3- + 3 H+

				-log_k		-28.06

		Pb+2 + 4 H2O = Pb(OH)4-2 + 4 H+

				-log_k		-39.7

		2 Pb+2 + H2O = Pb2OH+3 + H+

				-log_k		-6.36

		Pb+2 + Cl- = PbCl+

				-log_k		1.6

				-delta_h 4.38 kcal

				-Vm  2.8934  -.7165  6.0316  -2.7494  .1281 6

		Pb+2 + 2 Cl- = PbCl2

				-log_k		1.8

				-delta_h 1.08 kcal

				-Vm  6.5402  8.1879  2.5318  -3.1175  -.0300

		Pb+2 + 3 Cl- = PbCl3-

				-log_k		1.7

				-delta_h 2.17 kcal

				-Vm  11.0396  19.1743  -1.7863  -3.5717  .7356

		Pb+2 + 4 Cl- = PbCl4-2

				-log_k		1.38

				-delta_h 3.53 kcal

				-Vm  16.4150  32.2997  -6.9452  -4.1143  2.3118

		Pb+2 + CO3-2 = PbCO3

				-log_k		7.24

		Pb+2 + 2 CO3-2 = Pb(CO3)2-2

				-log_k		10.64

		Pb+2 + HCO3- = PbHCO3+

				-log_k		2.9

		Pb+2 + SO4-2 = PbSO4

				-log_k		2.75

		Pb+2 + 2 SO4-2 = Pb(SO4)2-2

				-log_k		3.47

		Pb+2 + 2HS- = Pb(HS)2 

				-log_k  15.27

		Pb+2 + 3HS- = Pb(HS)3-

				-log_k  16.57

		3Pb+2 + 4H2O = Pb3(OH)4+2 + 4H+ 

				-log_k  -23.88

				-delta_h 26.5 kcal  

		Pb+2 + NO3- = PbNO3+

				-log_k		1.17

		Pb+2 + Br- = PbBr+ 

				-log_k  1.77

				-delta_h 2.88 kcal

		Pb+2 + 2Br- = PbBr2 

				-log_k  1.44

		Pb+2 + F- = PbF+ 

				-log_k  1.25

		Pb+2 + 2F- = PbF2

				-log_k  2.56

		Pb+2 + 3F- = PbF3-

				-log_k  3.42

		Pb+2 + 4F- = PbF4-2

				-log_k  3.1  

		PHASES

		Calcite

				CaCO3 = CO3-2 + Ca+2

				-log_k		-8.48

				-delta_h -2.297 kcal

				-analytic		-171.9065		-0.077993		2839.319		71.595

				-Vm 36.9 cm3/mol # MW (100.09 g/mol) / rho (2.71 g/cm3)

		Aragonite

				CaCO3 = CO3-2 + Ca+2

				-log_k		-8.336

				-delta_h -2.589 kcal

				-analytic		-171.9773		-0.077993		2903.293		71.595

				-Vm 34.04

		# begin modification stimela.dat 

		# adding Vaterite from Aragonite according Standard Methods 2330 (2010) 

		Vaterite

				CaCO3 = CO3-2 + Ca+2

				log_k		   -8.336  # overruled by -analytic

				delta_h -2.589 kcal  # overruled by -analytic

				-analytic       -172.1295     -0.077993      3074.688      71.595

				-Vm 39.41 cm3/mol # MW (100.09 g/mol) / rho (2.54 g/cm3)

		# end modification stimela.dat

		Dolomite

				CaMg(CO3)2 = Ca+2 + Mg+2 + 2 CO3-2

				-log_k		-17.09

				-delta_h  -9.436 kcal

				-Vm 64.5

		Siderite

				FeCO3 = Fe+2 + CO3-2

				-log_k		-10.89

				-delta_h  -2.480 kcal

				-Vm 29.2

		Rhodochrosite

				MnCO3 = Mn+2 + CO3-2

				-log_k		-11.13

				-delta_h  -1.430 kcal

				-Vm 31.1

		Strontianite

				SrCO3 = Sr+2 + CO3-2

				-log_k		-9.271

				-delta_h -0.400 kcal

				-analytic		155.0305		0.0		-7239.594		-56.58638

				-Vm 39.69

		Witherite

				BaCO3 = Ba+2 + CO3-2

				-log_k		-8.562

				-delta_h  0.703 kcal

				-analytic		607.642		0.121098		-20011.25		-236.4948

				-Vm 46

		Gypsum

				CaSO4:2H2O = Ca+2 + SO4-2 + 2 H2O

				-log_k		-4.58

				-delta_h -0.109 kcal

				-analytic		68.2401		0.0		-3221.51		-25.0627

				-Vm 73.9 # 172.18 / 2.33  (Vm H2O = 13.9 cm3/mol)

		Anhydrite

				CaSO4 = Ca+2 + SO4-2

				-log_k		-4.36

				-delta_h -1.710 kcal

				-analytic  84.90  0  -3135.12  -31.79 # 50 - 160oC, 1 - 1e3 atm, anhydrite dissolution, Blount and Dickson, 1973, Am. Mineral. 58, 323.

				-Vm 46.1 # 136.14 / 2.95

		Celestite

				SrSO4 = Sr+2 + SO4-2

				-log_k		-6.63

				-delta_h -4.037 kcal

		#		-analytic		-14805.9622		-2.4660924		756968.533		5436.3588		-40553604.0

				-analytic  -7.14 6.11e-3  75 0 0 -1.79e-5  # Howell et al., 1992, JCED 37, 464.

				-Vm 46.4

		Barite

				BaSO4 = Ba+2 + SO4-2

				-log_k		-9.97

				-delta_h  6.35 kcal

				-analytic		136.035		0.0		-7680.41		-48.595

				-Vm 51.9

		Hydroxyapatite

				Ca5(PO4)3OH + 4 H+ = H2O + 3 HPO4-2 + 5 Ca+2

				-log_k		 -3.421

				-delta_h -36.155 kcal

				-Vm 128.9

		Fluorite

				CaF2 = Ca+2 + 2 F-

				-log_k		-10.6

				-delta_h   4.69 kcal

				-analytic		66.348		0.0		-4298.2		-25.271

				-Vm 15.7

		SiO2(a)

				SiO2 + 2 H2O = H4SiO4

				-log_k		-2.71

				-delta_h  3.340 kcal

				-analytic		-0.26		0.0		-731.0

		Chalcedony

				SiO2 + 2 H2O = H4SiO4

				-log_k		-3.55

				-delta_h  4.720 kcal

				-analytic		-0.09		0.0		-1032.0

				-Vm 23.1

		Quartz

				SiO2 + 2 H2O = H4SiO4

				-log_k		-3.98

				-delta_h  5.990 kcal

				-analytic		0.41		0.0		-1309.0

				-Vm 22.67

		Gibbsite

				Al(OH)3 + 3 H+ = Al+3 + 3 H2O

				-log_k		  8.11

				-delta_h -22.800 kcal

		Al(OH)3(a)

				Al(OH)3 + 3 H+ = Al+3 + 3 H2O

				-log_k		 10.8

				-delta_h -26.500 kcal

		Kaolinite

				Al2Si2O5(OH)4 + 6 H+ = H2O + 2 H4SiO4 + 2 Al+3

				-log_k		  7.435

				-delta_h -35.300 kcal

		Albite

				NaAlSi3O8 + 8 H2O = Na+ + Al(OH)4- + 3 H4SiO4

				-log_k		-18.002

				-delta_h 25.896 kcal

		Anorthite

				CaAl2Si2O8 + 8 H2O = Ca+2 + 2 Al(OH)4- + 2 H4SiO4

				-log_k		-19.714

				-delta_h 11.580 kcal

		K-feldspar

				KAlSi3O8 + 8 H2O = K+ + Al(OH)4- + 3 H4SiO4

				-log_k		-20.573

				-delta_h 30.820		kcal

		K-mica

				KAl3Si3O10(OH)2 + 10 H+ = K+ + 3 Al+3 + 3 H4SiO4

				-log_k		12.703

				-delta_h -59.376 kcal

		Chlorite(14A)

				Mg5Al2Si3O10(OH)8 + 16H+ = 5Mg+2 + 2Al+3 + 3H4SiO4 + 6H2O

				-log_k		68.38

				-delta_h -151.494 kcal

		Ca-Montmorillonite

				Ca0.165Al2.33Si3.67O10(OH)2 + 12 H2O = 0.165Ca+2 + 2.33 Al(OH)4- + 3.67 H4SiO4 + 2 H+

				-log_k		-45.027

				-delta_h 58.373		kcal

		Talc

				Mg3Si4O10(OH)2 + 4 H2O + 6 H+ = 3 Mg+2 + 4 H4SiO4

				-log_k		21.399

				-delta_h -46.352 kcal

		Illite

				K0.6Mg0.25Al2.3Si3.5O10(OH)2 + 11.2H2O = 0.6K+ + 0.25Mg+2 + 2.3Al(OH)4- + 3.5H4SiO4 + 1.2H+

				-log_k		-40.267

				-delta_h 54.684 kcal

		Chrysotile

				Mg3Si2O5(OH)4 + 6 H+ = H2O + 2 H4SiO4 + 3 Mg+2

				-log_k		32.2

				-delta_h -46.800 kcal

				-analytic		13.248		0.0		10217.1		-6.1894

		Sepiolite

				Mg2Si3O7.5OH:3H2O + 4 H+ + 0.5H2O = 2 Mg+2 + 3 H4SiO4

				-log_k		15.760

				-delta_h -10.700 kcal

		Sepiolite(d)

				Mg2Si3O7.5OH:3H2O + 4 H+ + 0.5H2O = 2 Mg+2 + 3 H4SiO4

				-log_k		18.66

		Hematite

				Fe2O3 + 6 H+ = 2 Fe+3 + 3 H2O

				-log_k		-4.008

				-delta_h -30.845 kcal

		Goethite

				FeOOH + 3 H+ = Fe+3 + 2 H2O

				-log_k		-1.0

				-delta_h		 -14.48 kcal

		Fe(OH)3(a)

				Fe(OH)3 + 3 H+ = Fe+3 + 3 H2O

				-log_k		4.891

		Pyrite

				FeS2 + 2 H+ + 2 e- = Fe+2 + 2 HS-

				-log_k		-18.479

				-delta_h 11.300 kcal

		FeS(ppt)

				FeS + H+ = Fe+2 + HS-

				-log_k		-3.915

		Mackinawite

				FeS + H+ = Fe+2 + HS-

				-log_k		-4.648

		Sulfur

				S + 2H+ + 2e- = H2S

				-log_k		4.882

				-delta_h -9.5 kcal

		Vivianite

				Fe3(PO4)2:8H2O = 3 Fe+2 + 2 PO4-3 + 8 H2O

				-log_k		-36.0

		Pyrolusite		# H2O added for surface calc's

				MnO2:H2O + 4 H+ + 2 e- = Mn+2 + 3 H2O

				-log_k		41.38

				-delta_h -65.110 kcal

		Hausmannite

				Mn3O4 + 8 H+ + 2 e- = 3 Mn+2 + 4 H2O

				-log_k		61.03

				-delta_h -100.640 kcal

		Manganite

				MnOOH + 3 H+ + e- = Mn+2 + 2 H2O

				-log_k		25.34

		Pyrochroite

				Mn(OH)2 + 2 H+ = Mn+2 + 2 H2O

				-log_k		15.2

		Halite

				NaCl  =  Cl- + Na+

				log_k		  1.570

				-delta_h  1.37

				#-analytic -713.4616   -.1201241   37302.21    262.4583    -2106915.

				-Vm 27.1

		Sylvite

				KCl  = K+ + Cl-

				log_k		   0.900

				-analytic     3.984     0.0		 -919.55

				Vm 37.5

		CO2(g)

				CO2 = CO2

				-log_k		-1.468

				-delta_h -4.776 kcal

				-analytic  109.534  1.9913e-2  -6986.04  -40.83  669370

				-T_c  304.2 # critical T, K

				-P_c   72.86 # critical P, atm

				-Omega 0.225 # acentric factor

		H2O(g)

				H2O = H2O

				-log_k  1.506; delta_h -44.03 kJ

				-T_c  647.3

				-P_c  217.60

				-Omega 0.344

				-analytic   -16.5066 -2.0013E-3  2710.7  3.7646  0 2.24E-6

		# Gases from LLNL...

		O2(g)

				O2 = O2

				-log_k   -2.8983

				-analytic -7.5001 7.8981e-3 0.0 0.0 2.0027e5

				-T_c  154.6

				-P_c   49.80

				-Omega 0.021

		H2(g)

				H2 = H2

				-log_k		   -3.1050

				-delta_h -4.184  kJ

				-analytic   -9.3114    4.6473e-3   -49.335    1.4341    1.2815e5

				-T_c  33.2

				-P_c   12.80

				-Omega 0.225

		N2(g)

				N2 = N2

				-log_k				 -3.1864

				-analytic -58.453 1.818e-3  3199  17.909 -27460

				-T_c  126.2

				-P_c   33.50

				-Omega 0.039

		H2S(g)

				H2S  =  H+ + HS-

				-log_k		   -7.9759

				-analytic -97.354 -3.1576e-2 1.8285e3 37.44 28.56

				-T_c  373.2

				-P_c  88.20

				-Omega 0.1

		CH4(g)

				CH4 = CH4

				-log_k		   -2.8502

				-analytic -24.027 4.7146e-3 372.27 6.4264 2.3362e5

				-T_c  190.6

				-P_c   45.40

				-Omega 0.008

		NH3(g)

				NH3 = NH3

				-log_k		   1.7966

				-analytic -18.758 3.3670e-4 2.5113e3 4.8619 39.192

				-T_c  405.6

				-P_c   111.3

				-Omega 0.25

		#Amm(g)

		#		Amm = Amm

		#		-log_k		   1.7966

		#		-analytic -18.758 3.3670e-4 2.5113e3 4.8619 39.192

		#		-T_c  405.6

		#		-P_c   111.3

		#		-Omega 0.25

		# redox-uncoupled gases

		Oxg(g)

				Oxg = Oxg

				-analytic -7.5001 7.8981e-3 0.0 0.0 2.0027e5

				-T_c  154.6 ; -P_c   49.80 ; -Omega 0.021

		Hdg(g)

				Hdg = Hdg

				-analytic   -9.3114    4.6473e-3   -49.335    1.4341    1.2815e5

				-T_c  33.2 ; -P_c   12.80 ; -Omega 0.225

		Ntg(g)

				Ntg = Ntg

				-analytic -58.453 1.81800e-3  3199  17.909 -27460

				T_c  126.2 ; -P_c   33.50 ; -Omega 0.039

		Mtg(g)

				Mtg = Mtg

				-analytic -24.027 4.7146e-3 3.7227e2 6.4264 2.3362e5

				-T_c  190.6 ; -P_c   45.40 ; -Omega 0.008

		H2Sg(g)

				H2Sg  =  H+ + HSg-

				-analytic -97.354 -3.1576e-2 1.8285e3 37.44 28.56

				-T_c  373.2 ; -P_c  88.20 ; -Omega 0.1

		# begin modification stimela.dat 

		# uniform notation of elements in redox-uncoupled gases

		[N-3]H3(g)

				[N-3]H3 = [N-3]H3

				-log_k		   1.7966

				-analytic -18.758 3.3670e-4 2.5113e3 4.8619 39.192

				-T_c  405.6

				-P_c   111.3

				-Omega 0.25

		[C-4]H4(g)

				[C-4]H4 = [C-4]H4

				-analytic -24.027 4.7146e-3 3.7227e2 6.4264 2.3362e5

				-T_c  190.6 ; -P_c   45.40 ; -Omega 0.008

		H2[S-2](g)

				H2[S-2]  =  H+ + H[S-2]-

				-analytic -97.354 -3.1576e-2 1.8285e3 37.44 28.56

				-T_c  373.2 ; -P_c  88.20 ; -Omega 0.1

		# end modification stimela.dat

		Melanterite

				FeSO4:7H2O = 7 H2O + Fe+2 + SO4-2

				-log_k		-2.209

				-delta_h 4.910		kcal

				-analytic		1.447		-0.004153		0.0		0.0		-214949.0

		Alunite

				KAl3(SO4)2(OH)6 + 6 H+ = K+ + 3 Al+3 + 2 SO4-2 + 6H2O

				-log_k		-1.4

				-delta_h -50.250 kcal

		Jarosite-K

				KFe3(SO4)2(OH)6 + 6 H+ = 3 Fe+3 + 6 H2O + K+ + 2 SO4-2

				-log_k		-9.21

				-delta_h -31.280 kcal

		Zn(OH)2(e)

				Zn(OH)2 + 2 H+ = Zn+2 + 2 H2O

				-log_k		11.5

		Smithsonite

				ZnCO3 = Zn+2 + CO3-2

				-log_k		-10.0

				-delta_h -4.36		kcal

		Sphalerite

				ZnS + H+ = Zn+2 + HS-

				-log_k		-11.618

				-delta_h 8.250		kcal

		Willemite		289

				Zn2SiO4 + 4H+ = 2Zn+2 + H4SiO4

				-log_k		15.33

				-delta_h -33.37		kcal

		Cd(OH)2

				Cd(OH)2 + 2 H+ = Cd+2 + 2 H2O

				-log_k		13.65

		Otavite		315

				CdCO3 = Cd+2 + CO3-2

				-log_k		-12.1

				-delta_h -0.019		kcal

		CdSiO3		328

				CdSiO3 + H2O + 2H+ = Cd+2 + H4SiO4

				-log_k		9.06

				-delta_h -16.63		kcal

		CdSO4		329

				CdSO4 = Cd+2 + SO4-2

				-log_k		-0.1

				-delta_h -14.74		kcal

		Cerrusite		365

				PbCO3 = Pb+2 + CO3-2

				-log_k		-13.13

				-delta_h 4.86		kcal

		Anglesite		384

				PbSO4 = Pb+2 + SO4-2

				-log_k		-7.79

				-delta_h 2.15		kcal

		Pb(OH)2		389

				Pb(OH)2 + 2H+ = Pb+2 + 2H2O

				-log_k		8.15

				-delta_h -13.99		kcal

		EXCHANGE_MASTER_SPECIES

				X		X-

		EXCHANGE_SPECIES

				X- = X-

				-log_k		0.0

				Na+ + X- = NaX

				-log_k		0.0

				-gamma		4.08 0.082

				K+ + X- = KX

				-log_k		0.7

				-gamma		3.5		0.015

				-delta_h  -4.3		# Jardine & Sparks, 1984

				Li+ + X- = LiX

				-log_k		-0.08

				-gamma		6.0		0.0

				-delta_h  1.4		# Merriam & Thomas, 1956

		# !!!!!

		#		H+ + X- = HX

		#		-log_k		1.0

		#		-gamma		9.0		0.0

				NH4+ + X- = NH4X

				log_k   0.6

				-gamma  2.5     0.0

				delta_h  -2.4   # Laudelout et al., 1968

		#		AmmH+ + X- = AmmHX

		#		-log_k		0.6

		#		-gamma		2.5		0.0

		#		-delta_h  -2.4		# Laudelout et al., 1968

		# begin modification stimela.dat 

				[N-3]H4+ + X- = [N-3]H4X

				-log_k		0.6

				-gamma		2.5		0.0

				-delta_h  -2.4		# Laudelout et al., 1968

		# end modification stimela.dat

				Ca+2 + 2X- = CaX2

				-log_k		0.8

				-gamma		5.0		0.165

				-delta_h  7.2    # Van Bladel & Gheyl, 1980

				Mg+2 + 2X- = MgX2

				-log_k		0.6

				-gamma		5.5		0.2

				-delta_h  7.4		# Laudelout et al., 1968

				Sr+2 + 2X- = SrX2

				-log_k		0.91

				-gamma		5.26		0.121

				-delta_h  5.5		# Laudelout et al., 1968

				Ba+2 + 2X- = BaX2

				-log_k		0.91

				-gamma		5.0		0.0

				-delta_h  4.5		# Laudelout et al., 1968

				Mn+2 + 2X- = MnX2

				-log_k		0.52

				-gamma		6.0		0.0

				Fe+2 + 2X- = FeX2

				-log_k		0.44

				-gamma		6.0		0.0

				Cu+2 + 2X- = CuX2

				-log_k		0.6

				-gamma		6.0		0.0

				Zn+2 + 2X- = ZnX2

				-log_k		0.8

				-gamma		5.0		0.0

				Cd+2 + 2X- = CdX2

				-log_k		0.8

				-gamma 0.0  0.0

				Pb+2 + 2X- = PbX2

				-log_k		1.05

				-gamma 0.0  0.0

				Al+3 + 3X- = AlX3

				-log_k		0.41

				-gamma		9.0		0.0

				AlOH+2 + 2X- = AlOHX2

				-log_k		0.89

				-gamma		0.0		0.0

		SURFACE_MASTER_SPECIES

				Hfo_s		Hfo_sOH

				Hfo_w		Hfo_wOH

		SURFACE_SPECIES

		# All surface data from

		# Dzombak and Morel, 1990

		#

		#

		# Acid-base data from table 5.7

		#

		# strong binding site--Hfo_s,

				Hfo_sOH = Hfo_sOH

				-log_k		0.0

				Hfo_sOH		+ H+ = Hfo_sOH2+

				-log_k		7.29		# = pKa1,int

				Hfo_sOH = Hfo_sO- + H+

				-log_k		-8.93		# = -pKa2,int

		# weak binding site--Hfo_w

				Hfo_wOH = Hfo_wOH

				-log_k		0.0

				Hfo_wOH		+ H+ = Hfo_wOH2+

				-log_k		7.29		# = pKa1,int

				Hfo_wOH = Hfo_wO- + H+

				-log_k		-8.93		# = -pKa2,int

		###############################################

		# CATIONS #

		###############################################

		#

		# Cations from table 10.1 or 10.5

		#

		# Calcium

				Hfo_sOH + Ca+2 = Hfo_sOHCa+2

				-log_k		4.97

				Hfo_wOH + Ca+2 = Hfo_wOCa+ + H+

				-log_k -5.85

		# Strontium

				Hfo_sOH + Sr+2 = Hfo_sOHSr+2

				-log_k		5.01

				Hfo_wOH + Sr+2 = Hfo_wOSr+ + H+

				-log_k -6.58

				Hfo_wOH + Sr+2 + H2O = Hfo_wOSrOH + 2H+

				-log_k -17.6

		# Barium

				Hfo_sOH + Ba+2 = Hfo_sOHBa+2

				-log_k		5.46

				Hfo_wOH + Ba+2 = Hfo_wOBa+ + H+

				-log_k		-7.2		# table 10.5

		#

		# Cations from table 10.2

		#

		# Cadmium

				Hfo_sOH + Cd+2 = Hfo_sOCd+ + H+

				-log_k		0.47

				Hfo_wOH + Cd+2 = Hfo_wOCd+ + H+

				-log_k		-2.91

		# Zinc

				Hfo_sOH + Zn+2 = Hfo_sOZn+ + H+

				-log_k		0.99

				Hfo_wOH + Zn+2 = Hfo_wOZn+ + H+

				-log_k		-1.99

		# Copper

				Hfo_sOH + Cu+2 = Hfo_sOCu+ + H+

				-log_k		2.89

				Hfo_wOH + Cu+2 = Hfo_wOCu+ + H+

				-log_k		0.6		# table 10.5

		# Lead

				Hfo_sOH + Pb+2 = Hfo_sOPb+ + H+

				-log_k		4.65

				Hfo_wOH + Pb+2 = Hfo_wOPb+ + H+

				-log_k		0.3		# table 10.5

		#

		# Derived constants table 10.5

		#

		# Magnesium

				Hfo_wOH + Mg+2 = Hfo_wOMg+ + H+

				-log_k -4.6

		# Manganese

				Hfo_sOH + Mn+2 = Hfo_sOMn+ + H+

				-log_k		-0.4		# table 10.5

				Hfo_wOH + Mn+2 = Hfo_wOMn+ + H+

				-log_k -3.5		# table 10.5

		# Iron, strong site: Appelo, Van der Weiden, Tournassat & Charlet, EST 36, 3096

				Hfo_sOH + Fe+2 = Hfo_sOFe+ + H+

				-log_k		-0.95

		# Iron, weak site: Liger et al., GCA 63, 2939, re-optimized for D&M

				Hfo_wOH + Fe+2 = Hfo_wOFe+ + H+

				-log_k -2.98

				Hfo_wOH + Fe+2 + H2O = Hfo_wOFeOH + 2H+

				-log_k -11.55

		###############################################

		# ANIONS #

		###############################################

		#

		# Anions from table 10.6

		#

		# Phosphate

				Hfo_wOH + PO4-3 + 3H+ = Hfo_wH2PO4 + H2O

				-log_k		31.29

				Hfo_wOH + PO4-3 + 2H+ = Hfo_wHPO4- + H2O

				-log_k		25.39

				Hfo_wOH + PO4-3 + H+ = Hfo_wPO4-2 + H2O

				-log_k		17.72

		#

		# Anions from table 10.7

		#

		# Borate

				Hfo_wOH + H3BO3 = Hfo_wH2BO3 + H2O

				-log_k		0.62

		#

		# Anions from table 10.8

		#

		# Sulfate

				Hfo_wOH + SO4-2 + H+ = Hfo_wSO4- + H2O

				-log_k		7.78

				Hfo_wOH + SO4-2 = Hfo_wOHSO4-2

				-log_k		0.79

		#

		# Derived constants table 10.10

		#

				Hfo_wOH + F- + H+ = Hfo_wF + H2O

				-log_k		8.7

				Hfo_wOH + F- = Hfo_wOHF-

				-log_k		1.6

		#

		# Carbonate: Van Geen et al., 1994 reoptimized for D&M model

		#

				Hfo_wOH + CO3-2 + H+ = Hfo_wCO3- + H2O

				-log_k		12.56

				Hfo_wOH + CO3-2 + 2H+= Hfo_wHCO3 + H2O

				-log_k		20.62

		RATES

		#######

		# Example of quartz kinetic rates block:

		#KINETICS

		#Quartz

		#-m0  158.8		    # 90 % Qu

		#-parms 23.13  1.5

		#-step 3.1536e8 in 10

		#-tol 1e-12

		# Rate definition:

		 Quartz

		  -start

		 #1 rem Specific rate k from Rimstidt and Barnes, 1980, GCA 44,1683

		 #2 rem  k = 10^-13.7 mol/m2/s (25 C), Ea = 90 kJ/mol

		 #2 rem  sp. rate * parm(2) due to salts (Dove and Rimstidt, MSA Rev. 29, 259)

		 #4 rem  parm(1) = A (m2) recalc's to mol/s

		 #5 rem  parm(2) salt correction: (1 + 1.5 * c_Na (mM)), < 35

		 10 dif_temp = 1/TK - 1/298

		  20 pk_w = 13.7 + 4700.4 * dif_temp

		  40 moles = parm(1) * parm(2) * (m/m0)^0.67 * 10^-pk_w * (1 -  SR("Quartz"))

		#						 Integrate...

		  50 save moles * time

		  -end

		###########

		#K-feldspar

		###########

		# Example of KINETICS data block for K-feldspar rate:

		#		KINETICS 1

		#		K-feldspar

		#				-m0 2.16  # 10% K-fsp, 0.1 mm cubes

		#				-m  1.94

		#				-parms 1.36e4  0.1

		K-feldspar

		      -start

		#1 rem specific rate from Sverdrup, 1990, in kmol/m2/s

		#2 rem parm(1) = 10 * (A/V, 1/dm) (recalc's sp. rate to mol/kgw)

		#3 rem parm(2) = corrects for field rate relative to lab rate

		#4 rem temp corr: from p. 162. E (kJ/mol) / R / 2.303 = H in H*(1/T-1/298)

		10    dif_temp = 1/TK - 1/298

		20    pk_H = 12.5 + 3134 * dif_temp

		30    pk_w = 15.3 + 1838 * dif_temp

		40    pk_OH = 14.2 + 3134 * dif_temp

		50    pk_CO2 = 14.6 + 1677 * dif_temp

		#60   pk_org = 13.9 + 1254 * dif_temp  # rate increase with DOC

		70    rate = 10^-pk_H * ACT("H+")^0.5 + 10^-pk_w + 10^-pk_OH * ACT("OH-")^0.3

		71    rate = rate + 10^-pk_CO2 * (10^SI("CO2(g)"))^0.6

		#72   rate = rate + 10^-pk_org * TOT("DOC")^0.4

		80    moles = parm(1) * parm(2) * rate * (1 - SR("K-feldspar")) * time

		81 rem decrease rate on precipitation

		90    if SR("K-feldspar") > 1 then moles = moles * 0.1

		100   save moles

		      -end

		###########

		#Albite

		###########

		# Example of KINETICS data block for Albite rate:

		#		KINETICS 1

		#		Albite

		#				-m0 0.43  # 2% Albite, 0.1 mm cubes

		#				-parms 2.72e3  0.1

		Albite

		      -start

		#1 rem specific rate from Sverdrup, 1990, in kmol/m2/s

		#2 rem parm(1) = 10 * (A/V, 1/dm) (recalc's sp. rate to mol/kgw)

		#3 rem parm(2) = corrects for field rate relative to lab rate

		#4 rem temp corr: from p. 162. E (kJ/mol) / R / 2.303 = H in H*(1/T-1/298)

		10    dif_temp = 1/TK - 1/298

		20    pk_H = 12.5 + 3359 * dif_temp

		30    pk_w = 14.8 + 2648 * dif_temp

		40    pk_OH = 13.7 + 3359 * dif_temp

		#41 rem		 ^12.9 in Sverdrup, but larger than for oligoclase...

		50    pk_CO2 = 14.0 + 1677 * dif_temp

		#60   pk_org = 12.5 + 1254 * dif_temp # ...rate increase for DOC

		70    rate = 10^-pk_H * ACT("H+")^0.5 + 10^-pk_w + 10^-pk_OH * ACT("OH-")^0.3

		71    rate = rate + 10^-pk_CO2 * (10^SI("CO2(g)"))^0.6

		#72   rate = rate + 10^-pk_org * TOT("DOC")^0.4

		80    moles = parm(1) * parm(2) * rate * (1 - SR("Albite")) * time

		81 rem decrease rate on precipitation

		90    if SR("Albite") > 1 then moles = moles * 0.1

		100   save moles

		      -end

		########

		#Calcite

		########

		# Example of KINETICS data block for calcite rate:

		#		KINETICS 1

		#		Calcite

		#				-tol    1e-8

		#				-m0		 3.e-3

		#				-m		3.e-3

		#				-parms		50		  0.6

		Calcite

		  -start

		   1 rem		parm(1) = A/V, 1/dm		parm(2) = exponent for m/m0

		   10 si_cc = si("Calcite")

		   20 if (m <= 0  and si_cc < 0) then goto 200

		   30  k1 = 10^(0.198 - 444.0 / (273.16 + tc) )

		   40  k2 = 10^(2.84 - 2177.0 / (273.16 + tc) )

		   50  if tc <= 25 then k3 = 10^(-5.86 - 317.0 / (273.16 + tc) )

		   60  if tc > 25 then k3 = 10^(-1.1 - 1737.0 / (273.16 + tc) )

		   70   t = 1

		   80   if m0 > 0 then t = m/m0

		   90   if t = 0 then t = 1

		   100   moles = parm(1) * 0.1 * (t)^parm(2)

		   110   moles = moles * (k1 * act("H+") + k2 * act("CO2") + k3 * act("H2O"))

		   120   moles = moles * (1 - 10^(2/3*si_cc))

		   130   moles = moles * time

		   140  if (moles > m) then moles = m

		   150 if (moles >= 0) then goto 200

		   160  temp = tot("Ca")

		   170  mc  = tot("C(4)")

		   180  if mc < temp then temp = mc

		   190  if -moles > temp then moles = -temp

		   200 save moles

		  -end

		#######

		#Pyrite

		#######

		# Example of KINETICS data block for pyrite rate:

		#		KINETICS 1

		#		Pyrite

		#				-tol    1e-8

		#				-m0		 5.e-4

		#				-m		5.e-4

		#				-parms -5.0		 0.1		 .5		 -0.11

		Pyrite

		  -start

		   1 rem		parm(1) = log10(A/V, 1/dm)		parm(2) = exp for (m/m0)

		   2 rem		parm(3) = exp for O2				parm(4) = exp for H+

		   10 if (m <= 0) then goto 200

		   20 if (si("Pyrite") >= 0) then goto 200

		   30  rate = -10.19 + parm(1) + parm(3)*lm("O2") + parm(4)*lm("H+") + parm(2)*log10(m/m0)

		   40  moles = 10^rate * time

		   50 if (moles > m) then moles = m

		   60 if (moles >= (mol("O2")/3.5)) then moles = mol("O2")/3.5

		   200 save moles

		  -end

		##########

		#Organic_C

		##########

		# Example of KINETICS data block for Organic_C rate:

		#		KINETICS 1

		#		Organic_C

		#				-tol		1e-8

		#		      # m in mol/kgw

		#				-m0		5e-3

		#				-m		5e-3

		Organic_C

		  -start

		   10 if (m <= 0) then goto 200

		   20  mO2 = mol("O2")

		   30  mNO3 = tot("N(5)")

		   40  mSO4 = tot("S(6)")

		   50   rate = 1.57e-9*mO2/(2.94e-4 + mO2) + 1.67e-11*mNO3/(1.55e-4 + mNO3)

		   60   rate = rate + 1.e-13*mSO4/(1.e-4 + mSO4)

		   70  moles = rate * m * (m/m0) * time

		   80 if (moles > m) then moles = m

		   200 save moles

		  -end

		###########

		#Pyrolusite

		###########

		#

		# Postma, and Appelo., GCA 64, 1237

		#

		# Example of KINETICS data block for Pyrolusite

		#       KINETICS 1-12

		#       Pyrolusite

		#		       -tol    1.e-7

		#		       -m0     0.1

		#		       -m      0.1

		Pyrolusite

		  -start

		   5		if (m <= 0.0) then goto 200

		   7		sr_pl = sr("Pyrolusite")

		   9		if abs(1 - sr_pl) < 0.1 then goto 200

		   10		if (sr_pl > 1.0) then goto 100

		   #20 rem		initially 1 mol Fe+2 = 0.5 mol pyrolusite. k*A/V = 1/time (3 cells)

		   #22 rem       time (3 cells) = 1.432e4.  1/time = 6.98e-5

		   30		Fe_t = tot("Fe(2)")

		   32		if Fe_t < 1.e-8 then goto 200

		   40		moles =  6.98e-5 * Fe_t  * (m/m0)^0.67 * time * (1 - sr_pl)

		   50		if moles > Fe_t / 2 then moles = Fe_t / 2

		   70		if moles > m then moles = m

		   90		goto 200

		   100		Mn_t = tot("Mn")

		   110		moles = 2e-3 * 6.98e-5 * (1-sr_pl) * time

		   120		if moles <= -Mn_t then moles = -Mn_t

		   200		save moles

		  -end

		END

		# For the reaction aA + bB = cC + dD,

		#   with delta_v = c*Vm(C) + d*Vm(D) - a*Vm(A) - b*Vm(B),

		# PHREEQC adds the pressure term to log_k: -= delta_v * (P - 1) / (2.3RT).

		#   Vm(A) is volume of A, cm3/mol, P is pressure, atm, R is the gas constant, T is Kelvin.

		# Gas-pressures and fugacity coefficients are calculated with Peng-Robinson's EOS.

		#   Binary interaction coefficients from Soreide and Whitson, 1992, FPE 77, 217 are

		#    hard-coded in calc_PR():

		#    kij    CH4    CO2    H2S    N2

		#    H2O    0.49   0.19   0.19   0.49

		# =============================================================================================

		# The molar volumes of solids are entered with

		#                         -Vm vm cm3/mol

		#    vm is the molar volume, cm3/mol (default), but dm3/mol and m3/mol are permitted.

		# Data for minerals' vm (= MW (g/mol) / rho (g/cm3)) are defined using rho from

		#   Deer, Howie and Zussman, The rock-forming minerals, Longman.

		#                           --------------------

		# Temperature- and pressure-dependent volumina of aqueous species are calculated with a Redlich-

		#   type equation (cf. Redlich and Meyer, Chem. Rev. 64, 221), from parameters entered with 

		#                        -Vm a1 a2 a3 a4 W a0 i1 i2 i3 i4

		# The volume (cm3/mol) is

		#    Vm(T, pb, I) = 41.84 * (a1 * 0.1 + a2 * 100 / (2600 + pb)  + a3 / (T - 228) +

		#                            a4 * 1e4 / (2600 + pb) / (T - 228) - W * QBrn)

		#                   + z^2 / 2 * Av * f(I^0.5)

		#                   + (i1 + i2 / (T - 228) + i3 * (T - 228)) * I^i4

		#   Volumina at I = 0 are obtained using supcrt92 formulas (Johnson et al., 1992, CG 18, 899).

		#   41.84 transforms cal/bar/mol into cm3/mol.

		#   pb is pressure in bar.

		#   W * QBrn is the energy of solvation, calculated from W and the pressure dependence of the 

		#     Born equation (i.e. of the dielectric constant of water (f(P, T), see below).

		#   z is charge of the solute species.

		#   Av is the Debye-Hueckel limiting slope.

		#   a0 is the ion-size parameter in the extended Debye-Hueckel equation:

		#     f(I^0.5) = I^0.5) / (1 + a0 * DH_B * I^0.5),

		#     a0 = -gamma x for cations, = 0 for anions.

		# Av (P, T) is calculated using the dielectric constant of water from Bradley and Pitzer, 1979, JPC 83, 1599,

		#   and the compressibility of pure water.

		# The density of pure water at water saturation pressure is calculated with eqn 2.6 from

		#   Wagner and Pruss, 2002, J. Phys. Chem. Ref. Data 31, 387. At higher P,T with polynomials

		#   interpolated from IAPWS table 3 (2007).

		#

		# Data for species' parameters, commented with ‘# supcrt modified’, were fitted from data

		#   compiled by Laliberte, 2009, J. Chem. Eng. Data 54, 1725, + additions, see Appelo, Parkhurst and Post (in prep.)

		# H+ has the reference volume of 0 at all P, T and I.

		# For Cl-, parameters were obtained from densities of HCl solutions up to 176 oC, 1 - 280 atm.

		# The numbers for cations were extracted from the densities of cation-Cl-solutions.

		# Other anions and OH- then follow from the measured densities of cation-anion solutions.

		# Water dissociation was fitted from Bandura and Lvov, 2006, J. Phys. Chem. Ref. Data, 35, 15, 0-200 oC, 1-2000 atm.

		#                           --------------------

		# If -Vm is not defined, the a-f values from -Millero a b c d e f (if available) will be used for calculating

		#   Vm(t, I) = a + b * t + c * t^2 + z^2 / 2 * Av * I^0.5 + (d + e * t + f * t^2) * I

		#   t is temperature in oC.

		#

		# redox-uncoupled gases have been added for H2 (Hdg), O2 (Oxg), CH4 (Mtg), N2 (Ntg),

		#   H2S (H2Sg, species HSg-, etc.).

		#

		# =============================================================================================

		# It remains the responsibility of the user to check the calculated results, for example with

		#   measured solubilities as a function of (P, T).
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AquaticChemistry

		AQUATIC CHEMISTRY for Engineers

		Module		Mixing of water

				Mixing of 2 different solutions				from Alkalinity and pH



		Phreeqc		Input for all stimela.dat parameters, for aerobic and anaerobic water (SOLUTION_SPREAD)



		Sample description		Mixing soft and hard water, both in equilibrium with Calcite								1				2								Mix				Math.				Math.,

																																After

		Basic data		Temperature		t		0C				10.0				10.0								10.0				10.0				electron

				Oxygen		O2		mg/L																0.0				-				balance

				pH		pH		- 				9.33				7.36								7.45				8.35				8.35

				Methane (inert)		CH4		mg/L																0.00				-				0.00

				Sulfide (inert)		H2S		mg/L																0.00				-				0.00

				pe (electron activity)		pe		- 																11.67				-				10.91

				Conductivity (measured, at t 0C)		EC		mS/m																n.a.				n.a.

				Total dissolved solids (residue)		TDS		mg/L																n.a.				n.a.

		Cations		Calcium		Ca		mg/L				8.0				80.0								44.0				44.0

				Magnesium		Mg		mg/L																0.00				0.00

				Sodium		Na		mg/L																0.0				0.0

				Potassium		K		mg/L																0.0				0.0

				Iron		Fe		mg/L																0.00				0.00

				Manganese		Mn		mg/L																0.00				0.00

				Ammonium (inert)		NH4		mg/L																0.00				0.00

				Aluminium		Al		μg/L																0.0				0.0

				Barium		Ba		μg/L																0.00				0.00

				Cadmium		Cd		μg/L																0.00				0.00

				Copper		Cu		μg/L																0.0				0.0

				Lead		Pb		μg/L																0.0				0.0

				Lithium		Li		μg/L																0.0				0.0

				Strontium		Sr		μg/L																0.0				0.0

				Zinc		Zn		μg/L																0.0				0.0

		Anions		Hydrogen carbonate (as Alkalinty)		HCO3		mg/L				24				244								134				134				134

				Chloride		Cl		mg/L																0				0

				Nitrate		NO3		mg/L																0.0				0.0

				Sulfate		SO4		mg/L																0.0				0.0				0.0

				Fluoride		F 		mg/L																0.00				0.00

				Bromide		Br		mg/L																0.00				0.00

				Phosphate		PO4		mg/L																0.00				0.00

				Nitrite		NO2		mg/L																0.0				0.0

				Silicate		Si		mg/L																0				0

				Boron		B 		μg/L																0.0				0.0



		Flow		Flow 		Q		m3/h				50				50								100				100

				Proportion of total flow		Q/Q total		%				50.0%				50.0%								100.0%				100.0%





		After electron balancing:

		Overall parameters		Cations				meq/kgw				0.39				3.93								2.17				2.15

				Anions				meq/kgw				0.39				3.94								2.18				2.15

				Conductivity (calculated, at t 0C)		EC		mS/m				2.8				25.3								14.3				14.2

				Total dissolved solids 		TDS		mg/L				32				324								178				178

				Ionic strength		IS		mmol/kgw				0.6				5.9								3.3				3.2

				Total hardness		TH		mmol/kgw				0.2				2.0								1.1				1.1

				Vapor pressure water		pa		atm				0.01				0.01								0.01				0.01

				Density		rho		kg/L				1.000				1.000								1.000				1.000

		Redox conditions		Oxygen		O2		mmol/kgw				0.00				0.00								0.00				0.00

				pe (electron activity)		pe		-				9.86				-1.79								11.67				10.91

				Redox potential		Eh		mV				553				-101								655				612

		Correctness checks		Charge difference				meq/kgw				-0.00				-0.01								-0.00				-0.00

				Percentage error (100*(Cat-|An|)/(Cat+|An|)								-0.1%				-0.1%								-0.1%				-0.1%

				EC ratio, calculated/measured 				-				-				-								-				-

				TDS ratio, measured/calculated 				-				-				-								-				-

				Oxygen saturation (with air at sea level)				atm/atm				0.0%				0.0%								0.0%				0.0%

				pH change by electron balancing (Phreeqc)				-				0.00				0.00								-				0.00

				pe change by electron balancing (Phreeqc)				-				-				-								-				-

		Carbon equilibrium		pH (Hydrogen activity)   		pH   		-				9.33				7.36								7.45				8.35

				Alkalinity		m		meq/kgw				0.40				4.00								2.20				2.20

				Total Inorganic Carbon (TIC)		TIC		mmol/kgw				0.36				4.45								2.41				2.19

				CO2		CO2		mmol/kgw				0.00				0.46								0.21				0.03

				HCO3 -		HCO3		mmol/kgw				0.33				3.93								2.17				2.11

				CO3 2-		CO3		mmol/kgw				0.03				0.00								0.00				0.02

		Calcite equilibrium		SI (calcite)		SI-c		-				0.00				-0.00								-0.39				0.50

				Calcite Precipitation Potential		CPP		mmol/kgw				0.00				-0.00								-0.11				0.07

		Electron balancing		Methane		CH4		mg/L				0.00				0.00								0.00				0.00

				Methane formed by electron balancing		CH4		mg/L				0.00				0.00								0.00				0.00

				Sulfide		H2S		mg/L				0.00				0.00								0.00				0.00

				Sulfide formed by electron balancing		H2S		mg/L				0.00				0.00								0.00				0.00

												For further details see PHREEQC.OUT







Run_Control

		Run Control 		PHREEQC for Excel



		Input file 						PHREEQC input file												SELECTED_OUTPUT have to include data, if not: an ERROR-message appears



																				- id

		Database file						PHREEQC database file												Have to be a readable and proper Phreeqc databases file; if not: an ERROR-message appears

								Default path: Current map .xls file

				stimela.dat







































Input

		PRINT 

				-alkalinity				true     								# prints species that contribute to alkalinity. Default: false 

		SELECTED_OUTPUT

		# Tip: use in/excluding # as line start for switching (defaults = true)

				-file				selected.out.txt								# file name for tabulated output

		#		-selected_out				false   								# set printing to the selected-output file on/off

		#		-user_punch				false   								# controls punch of USER_PUNCH statements

				-reset				false    								# overwrites the default true values

				-simulation				true     								# prints simulation number

				-state				true     								# prints the type of calculation performed

				-solution				true  								# prints solution number

				-step				true  								# prints reaction step number for batch-reaction 

				-pH				true  								# prints pH

				-pe				true  								# prints pe

				-temperature				true  								# prints temperature (Celsius). 

				-alkalinity				true  								# prints alkalinity (eq/kgw) 

		#		-percent_error				true  								# prints percent error in charge balance

				-totals				C  C(4) C(-4)  Ca Mg Fe Fe(2) Fe(3) Mn Mn(2) Mn(3)  S S(6) S(-2) P Na Cl K  [N-3] N(5) N(3)  F Br  Si  B Al  Ba  Cd  Cu  Pb  Li  Sr  Zn           								# element total concentration (mol/kgw) (name from 1st column under _MASTER_SPECIES)

		#		-totals				C  C(4) C(-4)  Ca Mg Fe Fe(2) Fe(3) Mn Mn(2) Mn(3)  S S(6) S(-2) P Na Cl K  N(-3) N(5) N(3)  F Br  Si  B Al  Ba  Cd  Cu  Pb  Li  Sr  Zn           

				-molalities				O2  CO2  HCO3-  CO3-2  CH4  Ca+2  CaHCO3+  CaCO3  CaSO4  Mg+2  MgHCO3+ MgCO3 MgSO4 SO4-2 H+ OH- 								# species concentration (mol/kgw) (name follows =-sign under SPECIES)

				-saturation_indices				Calcite Aragonite  Gypsum  Anhydrite  Dolomite Hydroxyapatite  Pyrite  Siderite  Hematite  Rhodochrosite  Vivianite  O2(g)  CO2(g)  H2O(g)  CH4(g)  H2S(g)  								# SI-values for PHASES



		USER_PUNCH

				-headings				Ion_Str  Conduct  Rho   Charge_Err   Charge_Bal   TotWat  Cation  Anion

				-start

						10		PUNCH MU

						20		PUNCH SC

						25		PUNCH RHO

						30		PUNCH PERCENT_ERROR

						40 		PUNCH CHARGE_BALANCE 										# equal to TOTMOLE("charge")

						50		PUNCH TOT("water")

						60		PUNCH CALC_VALUE("Anion") + TOT("charge")										# Cation = Anion + ChargeBalans

						70		PUNCH CALC_VALUE("Anion") 

				-end

		CALCULATE_VALUES 						# declaration of procedures (functions)

		Anion						# Calculate Anion concentration from Charge Balance (=Cat-An) and Error (=(Cat-An)/(Cat+An)) 

				-start

						10		DELTA = TOT("charge")										# Charge Balance as Concentration (equal to CHARGE_BALANCE / TOT("water")  )

						20		ERROR = PERCENT_ERROR/100										# Error as Fraction

						30		AN = (DELTA/ERROR - DELTA)/2										# Calculate by substitution

						40		SAVE AN										# Algorithm less reliable at very small ERROR value

				-end

		# END 		# with an END statement the declarations above are regarded as "Simulation 1"

		SOLUTION_SPREAD

				-units 				mg/kgs

				-redox				pe						#  if O2>0 then "O(-2)/O(0)" else if CH4>0 then "C(-4)/C(4)" else "pe"

				-density 				1

				-water    				1

		# Simulation 1 with water quality data from sheet AquaticChemistry

		Number		Temperature		O(0)		pH		[C-4]		[S-2]		pe		Ca		Mg		Na		K		Fe		Mn		[N-3]		Al		Ba		Cd		Cu		Pb		Li		Sr		Zn		Alkalinity		Cl		N(5)		S(6)		F		Br		P 		N(3)		Si		B		Description

		      		            		     		    		as CH4		as H2S				     		     		     		    		      		       				ug/kgs		ug/kgs		ug/kgs		ug/kgs		ug/kgs		ug/kgs		ug/kgs		ug/kgs		as HCO3		   		as NO3		as SO4		     				as PO4		as NO2		as Si		ug/kgs as B						                                                          

		1		10.0		0.0		9.33		0.00		0.00		4.00		8.00		0.00		0.00		0.00		0.00		0.00		0.00		0.00		0.00		0.00		0.00		0.00		0.00		0.00		0.00		24.40		0.00		0.00		0.00		0.00		0.00		0.00		0.00		0.00		0.00		Any comment

		2		10.0		0.0		7.36		0.00		0.00		4.00		80.00		0.00		0.00		0.00		0.00		0.00		0.00		0.00		0.00		0.00		0.00		0.00		0.00		0.00		0.00		244.00		0.00		0.00		0.00		0.00		0.00		0.00		0.00		0.00		0.00		Any comment

		3		10.0		0.0		8.35		0.00		0.00		4.00		44.00		0.00		0.00		0.00		0.00		0.00		0.00		0.00		0.00		0.00		0.00		0.00		0.00		0.00		0.00		134.20		0.00		0.00		0.00		0.00		0.00		0.00		0.00		0.00		0.00		Mix

		END		# Simulation 1





		# calculate pe (with electron balancing) for analyse check

		# for all solutions

		USE SOLUTION 				1;				EQUILIBRIUM_PHASES ;						END		# simulation 2

		USE SOLUTION 				2;				EQUILIBRIUM_PHASES ;						END		# simulation 3

		USE SOLUTION 				3;				EQUILIBRIUM_PHASES ;						END		# simulation 4



		# mix , values from initial solution

		MIX

		1		0.50		# fraction x of SOLUTION 1 (= mass) is mixed with 

		2		0.50		# fraction y of SOLUTION 2 (= mass)

		SAVE Solution 4

		END  # Simulation 5  



		# calculate CCPP for all solutions

		USE SOLUTION 				1;				EQUILIBRIUM_PHASES ;						Calcite ;				END		# simulation 6

		USE SOLUTION 				2;				EQUILIBRIUM_PHASES ;						Calcite ;				END		# simulation 7

		USE SOLUTION 				3;				EQUILIBRIUM_PHASES ;						Calcite ;				END		# simulation 8

		USE SOLUTION 				4;				EQUILIBRIUM_PHASES ;						Calcite ;				END		# simulation 9









































































































































Output

		sim		state		soln		step		pH		pe		temp(C)		Alk(eq/kgw)		C(mol/kgw)		C(4)(mol/kgw)		C(-4)(mol/kgw)		Ca(mol/kgw)		Mg(mol/kgw)		Fe(mol/kgw)		Fe(2)(mol/kgw)		Fe(3)(mol/kgw)		Mn(mol/kgw)		Mn(2)(mol/kgw)		Mn(3)(mol/kgw)		S(mol/kgw)		S(6)(mol/kgw)		S(-2)(mol/kgw)		P(mol/kgw)		Na(mol/kgw)		Cl(mol/kgw)		K(mol/kgw)		[N-3](mol/kgw)		N(5)(mol/kgw)		N(3)(mol/kgw)		F(mol/kgw)		Br(mol/kgw)		Si(mol/kgw)		B(mol/kgw)		Al(mol/kgw)		Ba(mol/kgw)		Cd(mol/kgw)		Cu(mol/kgw)		Pb(mol/kgw)		Li(mol/kgw)		Sr(mol/kgw)		Zn(mol/kgw)		m_O2(mol/kgw)		m_CO2(mol/kgw)		m_HCO3-(mol/kgw)		m_CO3-2(mol/kgw)		m_CH4(mol/kgw)		m_Ca+2(mol/kgw)		m_CaHCO3+(mol/kgw)		m_CaCO3(mol/kgw)		m_CaSO4(mol/kgw)		m_Mg+2(mol/kgw)		m_MgHCO3+(mol/kgw)		m_MgCO3(mol/kgw)		m_MgSO4(mol/kgw)		m_SO4-2(mol/kgw)		m_H+(mol/kgw)		m_OH-(mol/kgw)		si_Calcite		si_Aragonite		si_Gypsum		si_Anhydrite		si_Dolomite		si_Hydroxyapatite		si_Pyrite		si_Siderite		si_Hematite		si_Rhodochrosite		si_Vivianite		si_O2(g)		si_CO2(g)		si_H2O(g)		si_CH4(g)		si_H2S(g)		Ion_Str		Conduct		Rho		Charge_Err		Charge_Bal		TotWat		Cation		Anion

		1		i_soln		1		-99		9.33		4.00		10.0		4.00E-04		3.63E-04		3.63E-04		0.00E+00		2.00E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.01E-38		4.39E-07		3.32E-04		2.50E-05		0.00E+00		1.94E-04		5.36E-07		5.34E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		4.80E-10		6.46E-06		0.00		-0.15		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-35.23		-5.09		-1.91		-1000.00		-1000.00		0.0006069935		28.1474892113		0.9997257433		-0.0866920399		-0.0000006732		1		0.0003879449		0.0003886181

		1		i_soln		2		-99		7.36		4.00		10.0		4.00E-03		4.45E-03		4.45E-03		0.00E+00		2.00E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		4.61E-04		3.93E-03		3.69E-06		0.00E+00		1.94E-03		5.19E-05		5.26E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		4.69E-08		7.31E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-43.11		-2.07		-1.91		-1000.00		-1000.00		0.0058775229		253.4532496266		0.9999716945		-0.0855820994		-0.0000067341		1		0.0039309526		0.0039376868

		1		i_soln		3		-99		8.35		4.00		10.0		2.20E-03		2.19E-03		2.19E-03		0.00E+00		1.10E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.58E-05		2.11E-03		1.84E-05		0.00E+00		1.06E-03		1.65E-05		1.66E-05		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		4.72E-09		7.00E-07		0.50		0.34		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-39.15		-3.32		-1.91		-1000.00		-1000.00		0.0032313382		142.143416866		0.9998464905		-0.0861980188		-0.0000037032		1		0.0021462492		0.0021499524

		2		react		1		1		9.33		9.86		10.0		4.00E-04		3.63E-04		3.63E-04		0.00E+00		2.00E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.87E-15		4.39E-07		3.32E-04		2.50E-05		0.00E+00		1.94E-04		5.36E-07		5.34E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		4.80E-10		6.46E-06		0.00		-0.15		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-11.78		-5.09		-1.91		-130.70		-1000.00		0.0006069935		28.1474892115		0.9997257433		-0.0866920405		-0.0000006732		1		0.0003879449		0.0003886181

		3		react		2		1		7.36		-1.79		10.0		4.00E-03		4.45E-03		4.45E-03		4.10E-22		2.00E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		4.61E-04		3.93E-03		3.69E-06		4.10E-22		1.94E-03		5.19E-05		5.26E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		4.69E-08		7.31E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-66.28		-2.07		-1.91		-18.68		-1000.00		0.0058775229		253.4532497579		0.9999716945		-0.0855821557		-0.0000067342		1		0.0039309526		0.0039376868

		4		react		3		1		8.35		10.91		10.0		2.20E-03		2.19E-03		2.19E-03		0.00E+00		1.10E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		5.49E-15		2.58E-05		2.11E-03		1.84E-05		0.00E+00		1.06E-03		1.65E-05		1.66E-05		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		4.72E-09		7.00E-07		0.50		0.34		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-11.49		-3.32		-1.91		-129.50		-1000.00		0.0032313382		142.1434168679		0.9998464905		-0.0861980203		-0.0000037032		1		0.0021462492		0.0021499524

		5		react		1		1		7.45		11.67		10.0		2.20E-03		2.41E-03		2.41E-03		0.00E+00		1.10E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.47E-15		2.12E-04		2.17E-03		2.37E-06		0.00E+00		1.08E-03		1.72E-05		2.17E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		3.77E-08		8.76E-08		-0.39		-0.54		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-12.07		-2.41		-1.91		-127.44		-1000.00		0.0032578248		143.4437421435		0.9998488666		-0.0850773724		-0.0000037037		0.9999997272		0.0021748042		0.0021785079

		6		react		1		1		9.33		9.85		10.0		4.00E-04		3.63E-04		3.63E-04		0.00E+00		1.99E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.42E-15		4.41E-07		3.32E-04		2.49E-05		0.00E+00		1.94E-04		5.36E-07		5.31E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		4.82E-10		6.44E-06		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-11.85		-5.09		-1.91		-130.56		-1000.00		0.0006064911		28.1234080258		0.9997257238		-0.0867513346		-0.0000006732		1.0000000005		0.0003876795		0.0003883527

		7		react		2		1		7.36		-1.80		10.0		4.00E-03		4.45E-03		4.45E-03		4.08E-22		2.00E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		4.59E-04		3.93E-03		3.72E-06		4.08E-22		1.94E-03		5.20E-05		5.30E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		4.66E-08		7.35E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-66.28		-2.07		-1.91		-18.68		-1000.00		0.0058845048		253.7420839116		0.9999719948		-0.0854805588		-0.0000067341		0.9999999574		0.0039356263		0.0039423605

		8		react		3		1		7.89		11.22		10.0		2.06E-03		2.12E-03		2.12E-03		0.00E+00		1.03E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.43E-15		7.09E-05		2.02E-03		6.12E-06		0.00E+00		1.01E-03		1.50E-05		5.31E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.35E-08		2.44E-07		0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-12.08		-2.88		-1.91		-127.89		-1000.00		0.0030484345		134.4615154572		0.999838023		-0.0910400713		-0.0000037032		1.0000008215		0.0020319987		0.002035702

		9		react		4		1		7.77		11.36		10.0		2.41E-03		2.52E-03		2.52E-03		0.00E+00		1.21E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.46E-15		1.11E-04		2.37E-03		5.41E-06		0.00E+00		1.18E-03		2.03E-05		5.31E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.82E-08		1.83E-07		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-12.07		-2.69		-1.91		-127.72		-1000.00		0.0035672101		156.5696445217		0.9998621019		-0.0777458696		-0.0000037037		0.999997905		0.0023800691		0.0023837728

































































































































































































































































































phreeqc.out

		------------------------------------

		Reading input data for simulation 1.

		------------------------------------

				PRINT 

						alkalinity				true     								# prints species that contribute to alkalinity. Default: false 

				SELECTED_OUTPUT

						file				selected.out.txt								# file name for tabulated output

						reset				false    								# overwrites the default true values

						simulation				true     								# prints simulation number

						state				true     								# prints the type of calculation performed

						solution				true  								# prints solution number

						step				true  								# prints reaction step number for batch-reaction 

						ph				true  								# prints pH

						pe				true  								# prints pe

						temperature				true  								# prints temperature (Celsius). 

						alkalinity				true  								# prints alkalinity (eq/kgw) 

						totals				C  C(4) C(-4)  Ca Mg Fe Fe(2) Fe(3) Mn Mn(2) Mn(3)  S S(6) S(-2) P Na Cl K  [N-3] N(5) N(3)  F Br  Si  B Al  Ba  Cd  Cu  Pb  Li  Sr  Zn           								# element total concentration (mol/kgw) (name from 1st column under _MASTER_SPECIES)

						molalities				O2  CO2  HCO3-  CO3-2  CH4  Ca+2  CaHCO3+  CaCO3  CaSO4  Mg+2  MgHCO3+ MgCO3 MgSO4 SO4-2 H+ OH- 								# species concentration (mol/kgw) (name follows =-sign under SPECIES)

						saturation_indices				Calcite Aragonite  Gypsum  Anhydrite  Dolomite Hydroxyapatite  Pyrite  Siderite  Hematite  Rhodochrosite  Vivianite  O2(g)  CO2(g)  H2O(g)  CH4(g)  H2S(g)  								# SI-values for PHASES

				USER_PUNCH

						headings				Ion_Str  Conduct  Rho   Charge_Err   Charge_Bal   TotWat  Cation  Anion

						start

								10		PUNCH MU

								20		PUNCH SC

								25		PUNCH RHO

								30		PUNCH PERCENT_ERROR

								40		PUNCH CHARGE_BALANCE 										# equal to TOTMOLE("charge")

								50		PUNCH TOT("water")

								60		PUNCH CALC_VALUE("Anion") + TOT("charge")										# Cation = Anion + ChargeBalans

								70		PUNCH CALC_VALUE("Anion") 

						end

				CALCULATE_VALUES 						# declaration of procedures (functions)

				Anion						# Calculate Anion concentration from Charge Balance (=Cat-An) and Error (=(Cat-An)/(Cat+An)) 

						start

								10		DELTA = TOT("charge")										# Charge Balance as Concentration (equal to CHARGE_BALANCE / TOT("water")  )

								20		ERROR = PERCENT_ERROR/100										# Error as Fraction

								30		AN = (DELTA/ERROR - DELTA)/2										# Calculate by substitution

								40		SAVE AN										# Algorithm less reliable at very small ERROR value

						end

				SOLUTION_SPREAD

						units 				mg/kgs

						redox				pe						#  if O2>0 then "O(-2)/O(0)" else if CH4>0 then "C(-4)/C(4)" else "pe"

						density 				1

						water    				1

				Number		Temperature		O(0)		pH		[C-4]		[S-2]		pe		Ca		Mg		Na		K		Fe		Mn		[N-3]		Al		Ba		Cd		Cu		Pb		Li		Sr		Zn		Alkalinity		Cl		N(5)		S(6)		F		Br		P 		N(3)		Si		B		Description

				      		            		     		    		as CH4		as H2S				     		     		     		    		      		       				ug/kgs		ug/kgs		ug/kgs		ug/kgs		ug/kgs		ug/kgs		ug/kgs		ug/kgs		as HCO3		   		as NO3		as SO4		     				as PO4		as NO2		as Si		ug/kgs as B						                                                          

				1		10		0		9.33		0		0		4		8		0		0		0		0		0		0		0		0		0		0		0		0		0		0		24.4		0		0		0		0		0		0		0		0		0		Any comment

				2		10		0		7.36		0		0		4		80		0		0		0		0		0		0		0		0		0		0		0		0		0		0		244		0		0		0		0		0		0		0		0		0		Any comment

				3		10		0		8.35		0		0		4		44		0		0		0		0		0		0		0		0		0		0		0		0		0		0		134.2		0		0		0		0		0		0		0		0		0		Mix

				END		# Simulation 1

		-------------------------------------------

		Beginning of initial solution calculations.

		-------------------------------------------

		Initial solution 1.		 Any comment 

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				Alkalinity       3.999e-004  3.999e-004

				Ca               1.996e-004  1.996e-004

		----------------------------Description of solution----------------------------

		                                       pH  =   9.330    

		                                       pe  =   4.000    

		       Specific Conductance (uS/cm, 10 oC) = 28

		                          Density (g/cm3)  =   0.99973

		                               Volume (L)  =   1.00032

		                        Activity of water  =   1.000

		                           Ionic strength  =  6.070e-004

		                       Mass of water (kg)  =  1.000e+000

		                    Total carbon (mol/kg)  =  3.634e-004

		                       Total CO2 (mol/kg)  =  3.634e-004

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.732e-007

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.09

		                               Iterations  =   4

		                                  Total H  = 1.110128e+002

		                                  Total O  = 5.550731e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            6.464e-006  6.289e-006    -5.189    -5.201    -0.012     -5.02

		   H+             4.802e-010  4.677e-010    -9.319    -9.330    -0.011      0.00

		   H2O            5.551e+001  1.000e+000     1.744    -0.000     0.000     18.02

		C(4)         3.634e-004

		   HCO3-          3.321e-004  3.232e-004    -3.479    -3.491    -0.012     23.10

		   CO3-2          2.504e-005  2.247e-005    -4.601    -4.648    -0.047     -7.50

		   CaCO3          5.335e-006  5.336e-006    -5.273    -5.273     0.000    -14.66

		   CaHCO3+        5.361e-007  5.219e-007    -6.271    -6.282    -0.012      8.93

		   CO2            4.393e-007  4.394e-007    -6.357    -6.357     0.000     33.63

		Ca           1.996e-004

		   Ca+2           1.937e-004  1.738e-004    -3.713    -3.760    -0.047    -18.46

		   CaCO3          5.335e-006  5.336e-006    -5.273    -5.273     0.000    -14.66

		   CaHCO3+        5.361e-007  5.219e-007    -6.271    -6.282    -0.012      8.93

		   CaOH+          6.337e-008  6.166e-008    -7.198    -7.210    -0.012     (0)  

		H(0)         3.625e-030

		   H2             1.812e-030  1.813e-030   -29.742   -29.742     0.000     28.63

		O(0)         2.028e-038

		   O2             1.014e-038  1.014e-038   -37.994   -37.994     0.000     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  3.999e-004

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            3.321e-004  3.321e-004      1.00

				CO3-2            5.008e-005  2.504e-005      2.00

				CaCO3            1.067e-005  5.335e-006      2.00

				OH-              6.464e-006  6.464e-006      1.00

				CaHCO3+          5.361e-007  5.361e-007      1.00

				CaOH+            6.337e-008  6.337e-008      1.00

				H+              -4.802e-010  4.802e-010     -1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.15     -8.41   -8.26  CaCO3

				Calcite           0.00     -8.41   -8.41  CaCO3

				CO2(g)           -5.09     -6.36   -1.27  CO2

				H2(g)           -26.69    -29.74   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)           -35.23    -37.99   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		Initial solution 2.		 Any comment 

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				Alkalinity       4.000e-003  4.000e-003

				Ca               1.997e-003  1.997e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   7.360    

		                                       pe  =   4.000    

		       Specific Conductance (uS/cm, 10 oC) = 253

		                          Density (g/cm3)  =   0.99997

		                               Volume (L)  =   1.00059

		                        Activity of water  =   1.000

		                           Ionic strength  =  5.878e-003

		                       Mass of water (kg)  =  1.000e+000

		                    Total carbon (mol/kg)  =  4.452e-003

		                       Total CO2 (mol/kg)  =  4.452e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.09

		                               Iterations  =   6

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.551911e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            7.305e-008  6.738e-008    -7.136    -7.171    -0.035     -4.97

		   H+             4.690e-008  4.365e-008    -7.329    -7.360    -0.031      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(4)         4.452e-003

		   HCO3-          3.930e-003  3.637e-003    -2.406    -2.439    -0.034     23.16

		   CO2            4.609e-004  4.615e-004    -3.336    -3.336     0.001     33.63

		   CaHCO3+        5.188e-005  4.806e-005    -4.285    -4.318    -0.033      8.96

		   CaCO3          5.259e-006  5.266e-006    -5.279    -5.279     0.001    -14.66

		   CO3-2          3.693e-006  2.710e-006    -5.433    -5.567    -0.135     -7.33

		Ca           1.997e-003

		   Ca+2           1.940e-003  1.422e-003    -2.712    -2.847    -0.135    -18.31

		   CaHCO3+        5.188e-005  4.806e-005    -4.285    -4.318    -0.033      8.96

		   CaCO3          5.259e-006  5.266e-006    -5.279    -5.279     0.001    -14.66

		   CaOH+          5.854e-009  5.406e-009    -8.233    -8.267    -0.035     (0)  

		H(0)         3.153e-026

		   H2             1.577e-026  1.579e-026   -25.802   -25.802     0.001     28.63

		O(0)         0.000e+000

		   O2             0.000e+000  0.000e+000   -45.875   -45.874     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  4.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            3.930e-003  3.930e-003      1.00

				CaHCO3+          5.188e-005  5.188e-005      1.00

				CaCO3            1.052e-005  5.259e-006      2.00

				CO3-2            7.387e-006  3.693e-006      2.00

				OH-              7.305e-008  7.305e-008      1.00

				H+              -4.690e-008  4.690e-008     -1.00

				CaOH+            5.854e-009  5.854e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CO2(g)           -2.07     -3.34   -1.27  CO2

				H2(g)           -22.75    -25.80   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)           -43.11    -45.87   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		Initial solution 3.		 Mix 

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				Alkalinity       2.200e-003  2.200e-003

				Ca               1.098e-003  1.098e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   8.350    

		                                       pe  =   4.000    

		       Specific Conductance (uS/cm, 10 oC) = 142

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00044

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.231e-003

		                       Mass of water (kg)  =  1.000e+000

		                    Total carbon (mol/kg)  =  2.190e-003

		                       Total CO2 (mol/kg)  =  2.190e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.703e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.09

		                               Iterations  =   8

		                                  Total H  = 1.110146e+002

		                                  Total O  = 5.551276e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            7.001e-007  6.585e-007    -6.155    -6.181    -0.027     -4.99

		   H+             4.723e-009  4.467e-009    -8.326    -8.350    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(4)         2.190e-003

		   HCO3-          2.113e-003  1.991e-003    -2.675    -2.701    -0.026     23.14

		   CO2            2.583e-005  2.585e-005    -4.588    -4.588     0.000     33.63

		   CO3-2          1.837e-005  1.449e-005    -4.736    -4.839    -0.103     -7.39

		   CaCO3          1.662e-005  1.664e-005    -4.779    -4.779     0.000    -14.66

		   CaHCO3+        1.648e-005  1.554e-005    -4.783    -4.809    -0.025      8.95

		Ca           1.098e-003

		   Ca+2           1.065e-003  8.399e-004    -2.973    -3.076    -0.103    -18.37

		   CaCO3          1.662e-005  1.664e-005    -4.779    -4.779     0.000    -14.66

		   CaHCO3+        1.648e-005  1.554e-005    -4.783    -4.809    -0.025      8.95

		   CaOH+          3.315e-008  3.120e-008    -7.479    -7.506    -0.026     (0)  

		H(0)         3.304e-028

		   H2             1.652e-028  1.653e-028   -27.782   -27.782     0.000     28.63

		O(0)         0.000e+000

		   O2             0.000e+000  0.000e+000   -41.914   -41.914     0.000     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.200e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            2.113e-003  2.113e-003      1.00

				CO3-2            3.674e-005  1.837e-005      2.00

				CaCO3            3.325e-005  1.662e-005      2.00

				CaHCO3+          1.648e-005  1.648e-005      1.00

				OH-              7.001e-007  7.001e-007      1.00

				CaOH+            3.315e-008  3.315e-008      1.00

				H+              -4.723e-009  4.723e-009     -1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite         0.34     -7.91   -8.26  CaCO3

				Calcite           0.50     -7.91   -8.41  CaCO3

				CO2(g)           -3.32     -4.59   -1.27  CO2

				H2(g)           -24.73    -27.78   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)           -39.15    -41.91   -2.77  O2

				Vaterite         -0.11     -7.91   -7.80  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 2.

		------------------------------------

				USE SOLUTION 				1

								EQUILIBRIUM_PHASES 

										END		# simulation 2

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 1.		 Any comment 

		Using pure phase assemblage 1.

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                3.634e-004  3.634e-004

				Ca               1.996e-004  1.996e-004

		----------------------------Description of solution----------------------------

		                                       pH  =   9.330      Charge balance

		                                       pe  =   9.863      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 28

		                          Density (g/cm3)  =   0.99973

		                               Volume (L)  =   1.00032

		                        Activity of water  =   1.000

		                           Ionic strength  =  6.070e-004

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  3.999e-004

		                       Total CO2 (mol/kg)  =  3.634e-004

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.732e-007

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.09

		                               Iterations  =  13

		                                  Total H  = 1.110128e+002

		                                  Total O  = 5.550731e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            6.464e-006  6.289e-006    -5.189    -5.201    -0.012     -5.02

		   H+             4.802e-010  4.677e-010    -9.319    -9.330    -0.011      0.00

		   H2O            5.551e+001  1.000e+000     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -133.410  -133.410     0.000     32.22

		C(4)         3.634e-004

		   HCO3-          3.321e-004  3.232e-004    -3.479    -3.491    -0.012     23.10

		   CO3-2          2.504e-005  2.247e-005    -4.601    -4.648    -0.047     -7.50

		   CaCO3          5.335e-006  5.336e-006    -5.273    -5.273     0.000    -14.66

		   CaHCO3+        5.361e-007  5.219e-007    -6.271    -6.282    -0.012      8.93

		   CO2            4.393e-007  4.394e-007    -6.357    -6.357     0.000     33.63

		Ca           1.996e-004

		   Ca+2           1.937e-004  1.738e-004    -3.713    -3.760    -0.047    -18.46

		   CaCO3          5.335e-006  5.336e-006    -5.273    -5.273     0.000    -14.66

		   CaHCO3+        5.361e-007  5.219e-007    -6.271    -6.282    -0.012      8.93

		   CaOH+          6.337e-008  6.166e-008    -7.198    -7.210    -0.012     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -41.467   -41.467     0.000     28.63

		O(0)         5.733e-015

		   O2             2.867e-015  2.867e-015   -14.543   -14.543     0.000     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  3.999e-004

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            3.321e-004  3.321e-004      1.00

				CO3-2            5.008e-005  2.504e-005      2.00

				CaCO3            1.067e-005  5.335e-006      2.00

				OH-              6.464e-006  6.464e-006      1.00

				CaHCO3+          5.361e-007  5.361e-007      1.00

				CaOH+            6.337e-008  6.337e-008      1.00

				H+              -4.802e-010  4.802e-010     -1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.15     -8.41   -8.26  CaCO3

				Calcite           0.00     -8.41   -8.41  CaCO3

				CH4(g)         -130.70   -133.41   -2.71  CH4

				CO2(g)           -5.09     -6.36   -1.27  CO2

				H2(g)           -38.41    -41.47   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)           -11.78    -14.54   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 3.

		------------------------------------

				USE SOLUTION 				2

								EQUILIBRIUM_PHASES 

										END		# simulation 3

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 2.		 Any comment 

		Using pure phase assemblage 1.

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                4.452e-003  4.452e-003

				Ca               1.997e-003  1.997e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   7.360      Charge balance

		                                       pe  =  -1.792      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 253

		                          Density (g/cm3)  =   0.99997

		                               Volume (L)  =   1.00059

		                        Activity of water  =   1.000

		                           Ionic strength  =  5.878e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  4.000e-003

		                       Total CO2 (mol/kg)  =  4.452e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.09

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.551911e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            7.305e-008  6.738e-008    -7.136    -7.171    -0.035     -4.97

		   H+             4.690e-008  4.365e-008    -7.329    -7.360    -0.031      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        4.098e-022

		   CH4            4.098e-022  4.103e-022   -21.387   -21.387     0.001     32.22

		C(4)         4.452e-003

		   HCO3-          3.930e-003  3.637e-003    -2.406    -2.439    -0.034     23.16

		   CO2            4.609e-004  4.615e-004    -3.336    -3.336     0.001     33.63

		   CaHCO3+        5.188e-005  4.806e-005    -4.285    -4.318    -0.033      8.96

		   CaCO3          5.259e-006  5.266e-006    -5.279    -5.279     0.001    -14.66

		   CO3-2          3.693e-006  2.710e-006    -5.433    -5.567    -0.135     -7.33

		Ca           1.997e-003

		   Ca+2           1.940e-003  1.422e-003    -2.712    -2.847    -0.135    -18.31

		   CaHCO3+        5.188e-005  4.806e-005    -4.285    -4.318    -0.033      8.96

		   CaCO3          5.259e-006  5.266e-006    -5.279    -5.279     0.001    -14.66

		   CaOH+          5.854e-009  5.406e-009    -8.233    -8.267    -0.035     (0)  

		H(0)         1.212e-014

		   H2             6.060e-015  6.068e-015   -14.218   -14.217     0.001     28.63

		O(0)         0.000e+000

		   O2             0.000e+000  0.000e+000   -69.044   -69.043     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  4.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            3.930e-003  3.930e-003      1.00

				CaHCO3+          5.188e-005  5.188e-005      1.00

				CaCO3            1.052e-005  5.259e-006      2.00

				CO3-2            7.387e-006  3.693e-006      2.00

				OH-              7.305e-008  7.305e-008      1.00

				H+              -4.690e-008  4.690e-008     -1.00

				CaOH+            5.854e-009  5.854e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)          -18.68    -21.39   -2.71  CH4

				CO2(g)           -2.07     -3.34   -1.27  CO2

				H2(g)           -11.16    -14.22   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)           -66.28    -69.04   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 4.

		------------------------------------

				USE SOLUTION 				3

								EQUILIBRIUM_PHASES 

										END		# simulation 4

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 3.		 Mix 

		Using pure phase assemblage 1.

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.190e-003  2.190e-003

				Ca               1.098e-003  1.098e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   8.350      Charge balance

		                                       pe  =  10.913      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 142

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00044

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.231e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.200e-003

		                       Total CO2 (mol/kg)  =  2.190e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.703e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.09

		                               Iterations  =  14

		                                  Total H  = 1.110146e+002

		                                  Total O  = 5.551276e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            7.001e-007  6.585e-007    -6.155    -6.181    -0.027     -4.99

		   H+             4.723e-009  4.467e-009    -8.326    -8.350    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -132.206  -132.205     0.000     32.22

		C(4)         2.190e-003

		   HCO3-          2.113e-003  1.991e-003    -2.675    -2.701    -0.026     23.14

		   CO2            2.583e-005  2.585e-005    -4.588    -4.588     0.000     33.63

		   CO3-2          1.837e-005  1.449e-005    -4.736    -4.839    -0.103     -7.39

		   CaCO3          1.662e-005  1.664e-005    -4.779    -4.779     0.000    -14.66

		   CaHCO3+        1.648e-005  1.554e-005    -4.783    -4.809    -0.025      8.95

		Ca           1.098e-003

		   Ca+2           1.065e-003  8.399e-004    -2.973    -3.076    -0.103    -18.37

		   CaCO3          1.662e-005  1.664e-005    -4.779    -4.779     0.000    -14.66

		   CaHCO3+        1.648e-005  1.554e-005    -4.783    -4.809    -0.025      8.95

		   CaOH+          3.315e-008  3.120e-008    -7.479    -7.506    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -41.609   -41.609     0.000     28.63

		O(0)         1.098e-014

		   O2             5.489e-015  5.494e-015   -14.260   -14.260     0.000     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.200e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            2.113e-003  2.113e-003      1.00

				CO3-2            3.674e-005  1.837e-005      2.00

				CaCO3            3.325e-005  1.662e-005      2.00

				CaHCO3+          1.648e-005  1.648e-005      1.00

				OH-              7.001e-007  7.001e-007      1.00

				CaOH+            3.315e-008  3.315e-008      1.00

				H+              -4.723e-009  4.723e-009     -1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite         0.34     -7.91   -8.26  CaCO3

				Calcite           0.50     -7.91   -8.41  CaCO3

				CH4(g)         -129.50   -132.21   -2.71  CH4

				CO2(g)           -3.32     -4.59   -1.27  CO2

				H2(g)           -38.55    -41.61   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)           -11.49    -14.26   -2.77  O2

				Vaterite         -0.11     -7.91   -7.80  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 5.

		------------------------------------

				MIX

				1		0.5		# fraction x of SOLUTION 1 (= mass) is mixed with 

				2		0.5		# fraction y of SOLUTION 2 (= mass)

				SAVE Solution 4

				END  # Simulation 5  

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using mix 1.

		Mixture 1.

				 5.000e-001 Solution 1		 Any comment                                           

				 5.000e-001 Solution 2		 Any comment                                           

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.408e-003  2.408e-003

				Ca               1.098e-003  1.098e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   7.447      Charge balance

		                                       pe  =  11.673      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00046

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.258e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.200e-003

		                       Total CO2 (mol/kg)  =  2.408e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.704e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.09

		                               Iterations  =  13

		                                  Total H  = 1.110146e+002

		                                  Total O  = 5.551321e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            8.764e-008  8.242e-008    -7.057    -7.084    -0.027     -4.99

		   H+             3.775e-008  3.569e-008    -7.423    -7.447    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -130.147  -130.147     0.000     32.22

		C(4)         2.408e-003

		   HCO3-          2.174e-003  2.048e-003    -2.663    -2.689    -0.026     23.14

		   CO2            2.123e-004  2.125e-004    -3.673    -3.673     0.000     33.63

		   CaHCO3+        1.716e-005  1.618e-005    -4.766    -4.791    -0.026      8.95

		   CO3-2          2.367e-006  1.866e-006    -5.626    -5.729    -0.103     -7.39

		   CaCO3          2.166e-006  2.168e-006    -5.664    -5.664     0.000    -14.66

		Ca           1.098e-003

		   Ca+2           1.079e-003  8.501e-004    -2.967    -3.071    -0.103    -18.37

		   CaHCO3+        1.716e-005  1.618e-005    -4.766    -4.791    -0.026      8.95

		   CaCO3          2.166e-006  2.168e-006    -5.664    -5.664     0.000    -14.66

		   CaOH+          4.201e-009  3.953e-009    -8.377    -8.403    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -41.323   -41.323     0.000     28.63

		O(0)         2.944e-015

		   O2             1.472e-015  1.473e-015   -14.832   -14.832     0.000     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.200e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            2.174e-003  2.174e-003      1.00

				CaHCO3+          1.716e-005  1.716e-005      1.00

				CO3-2            4.734e-006  2.367e-006      2.00

				CaCO3            4.333e-006  2.166e-006      2.00

				OH-              8.764e-008  8.764e-008      1.00

				H+              -3.775e-008  3.775e-008     -1.00

				CaOH+            4.201e-009  4.201e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.54     -8.80   -8.26  CaCO3

				Calcite          -0.39     -8.80   -8.41  CaCO3

				CH4(g)         -127.44   -130.15   -2.71  CH4

				CO2(g)           -2.41     -3.67   -1.27  CO2

				H2(g)           -38.27    -41.32   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)           -12.07    -14.83   -2.77  O2

				Vaterite         -1.00     -8.80   -7.80  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 6.

		------------------------------------

				USE SOLUTION 				1

								EQUILIBRIUM_PHASES 

										Calcite 

								END		# simulation 6

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 1.		 Any comment 

		Using pure phase assemblage 1.

		-------------------------------Phase assemblage--------------------------------

		                                                      Moles in assemblage

		Phase               SI  log IAP  log K(T, P)   Initial       Final       Delta

		Calcite          -0.00    -8.41     -8.41   1.000e+001  1.000e+001  1.585e-007

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                3.633e-004  3.633e-004

				Ca               1.994e-004  1.994e-004

		----------------------------Description of solution----------------------------

		                                       pH  =   9.328      Charge balance

		                                       pe  =   9.846      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 28

		                          Density (g/cm3)  =   0.99973

		                               Volume (L)  =   1.00032

		                        Activity of water  =   1.000

		                           Ionic strength  =  6.065e-004

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  3.996e-004

		                       Total CO2 (mol/kg)  =  3.633e-004

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.732e-007

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.09

		                               Iterations  =  14

		                                  Total H  = 1.110128e+002

		                                  Total O  = 5.550731e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            6.438e-006  6.264e-006    -5.191    -5.203    -0.012     -5.02

		   H+             4.822e-010  4.696e-010    -9.317    -9.328    -0.011      0.00

		   H2O            5.551e+001  1.000e+000     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -133.261  -133.261     0.000     32.22

		C(4)         3.633e-004

		   HCO3-          3.320e-004  3.232e-004    -3.479    -3.491    -0.012     23.10

		   CO3-2          2.493e-005  2.238e-005    -4.603    -4.650    -0.047     -7.50

		   CaCO3          5.310e-006  5.311e-006    -5.275    -5.275     0.000    -14.66

		   CaHCO3+        5.357e-007  5.215e-007    -6.271    -6.283    -0.012      8.93

		   CO2            4.411e-007  4.411e-007    -6.356    -6.355     0.000     33.63

		Ca           1.994e-004

		   Ca+2           1.935e-004  1.737e-004    -3.713    -3.760    -0.047    -18.46

		   CaCO3          5.310e-006  5.311e-006    -5.275    -5.275     0.000    -14.66

		   CaHCO3+        5.357e-007  5.215e-007    -6.271    -6.283    -0.012      8.93

		   CaOH+          6.307e-008  6.137e-008    -7.200    -7.212    -0.012     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -41.431   -41.431     0.000     28.63

		O(0)         4.841e-015

		   O2             2.421e-015  2.421e-015   -14.616   -14.616     0.000     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  3.996e-004

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            3.320e-004  3.320e-004      1.00

				CO3-2            4.987e-005  2.493e-005      2.00

				CaCO3            1.062e-005  5.310e-006      2.00

				OH-              6.438e-006  6.438e-006      1.00

				CaHCO3+          5.357e-007  5.357e-007      1.00

				CaOH+            6.307e-008  6.307e-008      1.00

				H+              -4.822e-010  4.822e-010     -1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -130.56   -133.26   -2.71  CH4

				CO2(g)           -5.09     -6.36   -1.27  CO2

				H2(g)           -38.38    -41.43   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)           -11.85    -14.62   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 7.

		------------------------------------

				USE SOLUTION 				2

								EQUILIBRIUM_PHASES 

										Calcite 

								END		# simulation 7

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 2.		 Any comment 

		Using pure phase assemblage 1.

		-------------------------------Phase assemblage--------------------------------

		                                                      Moles in assemblage

		Phase               SI  log IAP  log K(T, P)   Initial       Final       Delta

		Calcite          -0.00    -8.41     -8.41   1.000e+001  1.000e+001 -2.438e-006

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                4.454e-003  4.454e-003

				Ca               1.999e-003  1.999e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   7.363      Charge balance

		                                       pe  =  -1.795      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 253

		                          Density (g/cm3)  =   0.99997

		                               Volume (L)  =   1.00059

		                        Activity of water  =   1.000

		                           Ionic strength  =  5.885e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  4.005e-003

		                       Total CO2 (mol/kg)  =  4.454e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.09

		                               Iterations  =  13

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.551912e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            7.352e-008  6.781e-008    -7.134    -7.169    -0.035     -4.97

		   H+             4.661e-008  4.338e-008    -7.332    -7.363    -0.031      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        4.078e-022

		   CH4            4.078e-022  4.084e-022   -21.390   -21.389     0.001     32.22

		C(4)         4.454e-003

		   HCO3-          3.935e-003  3.642e-003    -2.405    -2.439    -0.034     23.16

		   CO2            4.585e-004  4.591e-004    -3.339    -3.338     0.001     33.63

		   CaHCO3+        5.199e-005  4.817e-005    -4.284    -4.317    -0.033      8.96

		   CaCO3          5.303e-006  5.311e-006    -5.275    -5.275     0.001    -14.66

		   CO3-2          3.721e-006  2.730e-006    -5.429    -5.564    -0.135     -7.33

		Ca           1.999e-003

		   Ca+2           1.942e-003  1.424e-003    -2.712    -2.847    -0.135    -18.31

		   CaHCO3+        5.199e-005  4.817e-005    -4.284    -4.317    -0.033      8.96

		   CaCO3          5.303e-006  5.311e-006    -5.275    -5.275     0.001    -14.66

		   CaOH+          5.897e-009  5.446e-009    -8.229    -8.264    -0.035     (0)  

		H(0)         1.212e-014

		   H2             6.060e-015  6.068e-015   -14.218   -14.217     0.001     28.63

		O(0)         0.000e+000

		   O2             0.000e+000  0.000e+000   -69.044   -69.044     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  4.005e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            3.935e-003  3.935e-003      1.00

				CaHCO3+          5.199e-005  5.199e-005      1.00

				CaCO3            1.061e-005  5.303e-006      2.00

				CO3-2            7.443e-006  3.721e-006      2.00

				OH-              7.352e-008  7.352e-008      1.00

				H+              -4.661e-008  4.661e-008     -1.00

				CaOH+            5.897e-009  5.897e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)          -18.68    -21.39   -2.71  CH4

				CO2(g)           -2.07     -3.34   -1.27  CO2

				H2(g)           -11.16    -14.22   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)           -66.28    -69.04   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 8.

		------------------------------------

				USE SOLUTION 				3

								EQUILIBRIUM_PHASES 

										Calcite 

								END		# simulation 8

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 3.		 Mix 

		Using pure phase assemblage 1.

		-------------------------------Phase assemblage--------------------------------

		                                                      Moles in assemblage

		Phase               SI  log IAP  log K(T, P)   Initial       Final       Delta

		Calcite          -0.00    -8.41     -8.41   1.000e+001  1.000e+001  6.918e-005

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.121e-003  2.121e-003

				Ca               1.029e-003  1.029e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   7.893      Charge balance

		                                       pe  =  11.225      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 134

		                          Density (g/cm3)  =   0.99984

		                               Volume (L)  =   1.00044

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.048e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.061e-003

		                       Total CO2 (mol/kg)  =  2.121e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.703e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.09

		                               Iterations  =  17

		                                  Total H  = 1.110146e+002

		                                  Total O  = 5.551255e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            2.441e-007  2.300e-007    -6.612    -6.638    -0.026     -4.99

		   H+             1.351e-008  1.279e-008    -7.869    -7.893    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -130.601  -130.601     0.000     32.22

		C(4)         2.121e-003

		   HCO3-          2.023e-003  1.910e-003    -2.694    -2.719    -0.025     23.14

		   CO2            7.095e-005  7.100e-005    -4.149    -4.149     0.000     33.63

		   CaHCO3+        1.504e-005  1.420e-005    -4.823    -4.848    -0.025      8.95

		   CO3-2          6.116e-006  4.855e-006    -5.214    -5.314    -0.100     -7.40

		   CaCO3          5.307e-006  5.311e-006    -5.275    -5.275     0.000    -14.66

		Ca           1.029e-003

		   Ca+2           1.008e-003  8.004e-004    -2.996    -3.097    -0.100    -18.37

		   CaHCO3+        1.504e-005  1.420e-005    -4.823    -4.848    -0.025      8.95

		   CaCO3          5.307e-006  5.311e-006    -5.275    -5.275     0.000    -14.66

		   CaOH+          1.101e-008  1.038e-008    -7.958    -7.984    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -41.317   -41.317     0.000     28.63

		O(0)         2.868e-015

		   O2             1.434e-015  1.435e-015   -14.843   -14.843     0.000     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.061e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            2.023e-003  2.023e-003      1.00

				CaHCO3+          1.504e-005  1.504e-005      1.00

				CO3-2            1.223e-005  6.116e-006      2.00

				CaCO3            1.061e-005  5.307e-006      2.00

				OH-              2.441e-007  2.441e-007      1.00

				H+              -1.351e-008  1.351e-008     -1.00

				CaOH+            1.101e-008  1.101e-008      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -127.89   -130.60   -2.71  CH4

				CO2(g)           -2.88     -4.15   -1.27  CO2

				H2(g)           -38.26    -41.32   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)           -12.08    -14.84   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 9.

		------------------------------------

				USE SOLUTION 				4

								EQUILIBRIUM_PHASES 

										Calcite 

								END		# simulation 9

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 4.		Solution after simulation 5.

		Using pure phase assemblage 1.

		-------------------------------Phase assemblage--------------------------------

		                                                      Moles in assemblage

		Phase               SI  log IAP  log K(T, P)   Initial       Final       Delta

		Calcite          -0.00    -8.41     -8.41   1.000e+001  1.000e+001 -1.073e-004

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.515e-003  2.515e-003

				Ca               1.205e-003  1.205e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   7.765      Charge balance

		                                       pe  =  11.355      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 156

		                          Density (g/cm3)  =   0.99986

		                               Volume (L)  =   1.00046

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.567e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.415e-003

		                       Total CO2 (mol/kg)  =  2.515e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.704e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.08

		                               Iterations  =   4

		                                  Total H  = 1.110146e+002

		                                  Total O  = 5.551353e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            1.826e-007  1.712e-007    -6.739    -6.766    -0.028     -4.99

		   H+             1.821e-008  1.718e-008    -7.740    -7.765    -0.025      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -130.424  -130.423     0.000     32.22

		C(4)         2.515e-003

		   HCO3-          2.373e-003  2.230e-003    -2.625    -2.652    -0.027     23.14

		   CO2            1.113e-004  1.114e-004    -3.954    -3.953     0.000     33.63

		   CaHCO3+        2.028e-005  1.907e-005    -4.693    -4.720    -0.027      8.95

		   CO3-2          5.409e-006  4.222e-006    -5.267    -5.375    -0.108     -7.38

		   CaCO3          5.306e-006  5.311e-006    -5.275    -5.275     0.000    -14.66

		Ca           1.205e-003

		   Ca+2           1.180e-003  9.205e-004    -2.928    -3.036    -0.108    -18.36

		   CaHCO3+        2.028e-005  1.907e-005    -4.693    -4.720    -0.027      8.95

		   CaCO3          5.306e-006  5.311e-006    -5.275    -5.275     0.000    -14.66

		   CaOH+          9.474e-009  8.892e-009    -8.023    -8.051    -0.028     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -41.322   -41.322     0.000     28.63

		O(0)         2.929e-015

		   O2             1.465e-015  1.466e-015   -14.834   -14.834     0.000     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.415e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            2.373e-003  2.373e-003      1.00

				CaHCO3+          2.028e-005  2.028e-005      1.00

				CO3-2            1.082e-005  5.409e-006      2.00

				CaCO3            1.061e-005  5.306e-006      2.00

				OH-              1.826e-007  1.826e-007      1.00

				H+              -1.821e-008  1.821e-008     -1.00

				CaOH+            9.474e-009  9.474e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -127.72   -130.42   -2.71  CH4

				CO2(g)           -2.69     -3.95   -1.27  CO2

				H2(g)           -38.27    -41.32   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)           -12.07    -14.83   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		------------------

		End of simulation.

		------------------

		-------------------------------------

		Reading input data for simulation 10.

		-------------------------------------

		--------------------------------

		End of Run after 26.911 Seconds.

		--------------------------------





Messages







Database

		#  stimela.dat (version 2013-10-15)

		#  under development by Peter de Moel (Omnisys) for Stimela platform at Delft University of Technology

		#  based on: phreeqc.dat (file date 2013-06-03, as part of Phreeqc Interactive 3.0.6-7757)

		#  Stimela is focussed on modelling for water and waste water treatment 

		#  list of modifications: 

		#  added [Fe+2] and [Mn+2] (with master species [Fe+2]+2 and [Mn+2]+2) for redox-uncoupled models with Fe+2 and/or Mn+2

		#  added [N-3] (with master species [N-3]H4+) as alternative for redox-uncoupled Amm (with master species AmmH+)

		#  added [C-4] and [S-2] (with master species [C-4]H4 and H2[S-2]) as alternatives for redox-uncoupled Mtg and Sg)

		#  added species H3PO4 (included in DIN 38404-10 (Dezember 2012)) 

		#  added solid Vaterite (CaCO3) (included in Standard Methods 2330 (2010))

		#  end of list of modifications 

		# PHREEQC.DAT for calculating pressure dependence of reactions, with

		#   molal volumina of aqueous species and of minerals, and

		#   critical temperatures and pressures of gases used in Peng-Robinson's EOS.

		# Details are given at the end of this file.

		SOLUTION_MASTER_SPECIES

		#

		#element		species		alk		gfw_formula		element_gfw

		#

		H				H+		-1.0		H				1.008

		H(0)				H2		0.0		H

		H(1)				H+		-1.0		0.0

		E				e-		0.0		0.0				0.0

		O				H2O		0.0		O				16.0

		O(0)				O2		0.0		O

		O(-2)				H2O		0.0		0.0

		Ca				Ca+2		0.0		Ca				40.08

		Mg				Mg+2		0.0		Mg				24.312

		Na				Na+		0.0		Na				22.9898

		K				K+		0.0		K				39.102

		Fe				Fe+2		0.0		Fe				55.847

		Fe(+2)				Fe+2		0.0		Fe

		Fe(+3)				Fe+3		-2.0		Fe

		Mn				Mn+2		0.0		Mn				54.938

		Mn(+2)				Mn+2		0.0		Mn

		Mn(+3)				Mn+3		0.0		Mn

		Al				Al+3		0.0		Al				26.9815

		Ba				Ba+2		0.0		Ba				137.34

		Sr				Sr+2		0.0		Sr				87.62

		Si				H4SiO4		0.0		SiO2				28.0843

		Cl				Cl-		0.0		Cl				35.453

		C				CO3-2		2.0		HCO3				12.0111

		C(+4)				CO3-2		2.0		HCO3

		C(-4)				CH4		0.0		CH4

		Alkalinity		CO3-2		1.0		Ca0.5(CO3)0.5		50.05

		S				SO4-2		0.0		SO4				32.064

		S(6)				SO4-2		0.0		SO4

		S(-2)				HS-		1.0		S

		N				NO3-		0.0		N				14.0067

		N(+5)				NO3-		0.0		N

		N(+3)				NO2-		0.0		N

		N(0)				N2		0.0		N

		N(-3)				NH4+		0.0     N

		#Amm				AmmH+		0.0		AmmH				17.0

		# begin modification stimela.dat 

		# added redox-uncoupled (inert) elements [N-3], [Fe+2] and [Mn+2]

		[N-3]				[N-3]H4+		0.0		NH4				14.0067

		[Fe+2]				[Fe+2]+2		0.0		Fe				55.847

		[Mn+2]				[Mn+2]+2		0.0		Mn				54.938

		# end modification stimela.dat

		B				H3BO3		0.0		B				10.81

		P				PO4-3		2.0		P				30.9738

		F				F-		0.0		F				18.9984

		Li				Li+		0.0		Li				6.939

		Br				Br-		0.0		Br				79.904

		Zn				Zn+2		0.0		Zn				65.37

		Cd				Cd+2		0.0		Cd				112.4

		Pb				Pb+2		0.0		Pb				207.19

		Cu				Cu+2		0.0		Cu				63.546

		Cu(+2)				Cu+2		0.0		Cu

		Cu(+1)				Cu+1		0.0		Cu

		# redox-uncoupled gases

		Hdg				Hdg		0		Hdg		2.016 # H2 gas

		Oxg				Oxg		0		Oxg		32 # Oxygen gas

		Mtg				Mtg		0.0		Mtg		16.032 # CH4 gas

		Sg				H2Sg		1.0		H2Sg		34.08

		Ntg				Ntg		0		Ntg		28.0134 # N2 gas

		# begin modification stimela.dat 

		# redox_uncoupled elements Amm ( = [N-3]H3 ), Mtg  and Sg  will confuse novice users / students

		# notation as [C-4] and [S-2] for redox-uncoupled (inert) elements Mtg and Sg

		[C-4]				[C-4]H4		0.0		CH4				12.0111				# CH4 gas

		[S-2]				H2[S-2]		1.0		H2S				34.08				# H2S gas

		# uniform notation omitted for Oxg, Hdg and Ntg, to keep compliance with phreeqc.dat   

		# end modification stimela.dat

		SOLUTION_SPECIES

		H+ = H+

				-gamma		9.0		0.0

				-dw		 9.31e-9

		e- = e-

		H2O = H2O

		Ca+2 = Ca+2

				-gamma		5.0		0.1650

		#		-gamma		4.5		0.23 # anhydrite in NaCl solutions, Freyer and Voigt, 2004, GCA 68, 307

				-dw		 0.793e-9

				-Vm  -0.3456  -7.252  6.149  -2.479  1.239  5  1.60  -57.1  -6.12e-3  1 # supcrt modified

		Mg+2 = Mg+2

				-gamma		5.5		0.20

				-dw		 0.705e-9

				-Vm  -1.410  -8.6  11.13  -2.39  1.332  5.5  1.29  -32.9  -5.86e-3  1 # supcrt modified

		Na+ = Na+

				-gamma		4.0		 0.075

				-gamma		4.08 0.082 # halite solubility

				-dw		 1.33e-9

				-Vm  1.403  -2.285  4.419  -2.726  -5.125e-5  4.0  0.162  47.67  -3.09e-3  0.725 # supcrt modified

		# for calculating densities (rho) when I > 3...

		#		-Vm  1.403  -2.285  4.419  -2.726  -5.125e-5  2.0  0.162  47.67  -3.09e-3  0.4

		K+ = K+

				-gamma		3.5		0.015

				-dw		 1.96e-9

				-Vm  3.322  -1.473  6.534  -2.712  9.06e-2  3.5  0  29.7  0  1 # supcrt modified

		Fe+2 = Fe+2

				-gamma		6.0		0.0

				-dw		 0.719e-9

				-Vm  -0.3255  -9.687  1.536  -2.379  0.3033  5.5  -4.21e-2  37.96  0  1 # supcrt modified

		Mn+2 = Mn+2

				-gamma		6.0		0.0

				-dw		 0.688e-9

				-Vm  -.1016  -8.0295  8.9060  -2.4471  1.4006 6 # supcrt

		Al+3 = Al+3

				-gamma		9.0		0.0

				-dw		 0.559e-9

				-Vm  -3.3404  -17.1108  14.9917  -2.0716  2.8711 9 # supcrt

		Ba+2 = Ba+2

				-gamma  5.0  0

				-gamma		4.0  0.153 # Barite solubility

				-dw 0.848e-9

				-Vm  2.063  -10.06  1.9534  -2.36  0.4218  5  1.58  -12.03  -8.35e-3  1 # supcrt modified

		Sr+2 = Sr+2

				-dw		 0.794e-9

				-gamma		5.260		0.121

				-Vm  -1.57e-2  -10.15  10.18  -2.36  0.860  5.26  0.859  -27.0  -4.1e-3  1.97 # supcrt modified

		H4SiO4 = H4SiO4

				-dw		 1.10e-9

				-Vm  10.5  1.7  20  -2.7  0.1291 # supcrt + 2*H2O in a1

		Cl- = Cl-

				-gamma		3.5		  0.015

				-gamma		3.63  0.017 # cf. pitzer.dat

				-dw		 2.03e-9

				-Vm  4.465  4.801  4.325  -2.847  1.748  0  -0.331  20.16  0  1 # supcrt modified

		CO3-2 = CO3-2

				-gamma		5.4		0.0

				-dw		 0.955e-9

				-Vm  6.95  0  0  -5.98  8.32  0  -0.115  167  -0.026  1 # supcrt modified

		SO4-2 = SO4-2

				-gamma		5.0		-0.04

				-dw		 1.07e-9

				-Vm  8.0  2.51  -42.5 5.41  4.23 0 0 0 0 1 # supcrt modified

		NO3- = NO3-

				-gamma		3.0		0.0

				-dw		 1.9e-9

				-Vm  6.392  6.78  0  -3.06  0.449  0  0.80  0  -1.05e-2  1 # supcrt modified

		#AmmH+ = AmmH+

		#		-gamma		2.5		0.0

		#		-dw		 1.98e-9

		#		-Vm  4.837  2.345  5.522  -2.88 1.096  3  -1.456  75.0  7.17e-3  1 # supcrt modified

		# begin modification stimela.dat 

		# added [N-3]H4+, [Fe+2]+2 and [Mn+2]+2

		[N-3]H4+ = [N-3]H4+

				-gamma		2.5		0.0

				-dw		 1.98e-9

				-Vm  4.837  2.345  5.522  -2.88 1.096  3  -1.456  75.0  7.17e-3  1 # supcrt modified

		[Fe+2]+2 = [Fe+2]+2

				-gamma		6.0		0.0

				-dw		 0.719e-9

				-Vm  -0.3255  -9.687  1.536  -2.379  0.3033  5.5  -4.21e-2  37.96  0  1 # supcrt modified

		[Mn+2]+2 = [Mn+2]+2

				-gamma		6.0		0.0

				-dw		 0.688e-9

				-Vm  -.1016  -8.0295  8.9060  -2.4471  1.4006 6 # supcrt

		# end modification stimela.dat

		H3BO3 = H3BO3

				-dw		1.1e-9

				-Vm 7.0643  8.8547  3.5844  -3.1451 -.2000  # supcrt

		PO4-3 = PO4-3

				-gamma		4.0		0.0

				-dw		 0.612e-9

				-Vm  -.5259  -9.0654  9.3131  -2.4042  5.6114 # supcrt

		F- = F-

				-gamma		3.5		0.0

				-dw		 1.46e-9

				-Vm  .6870  1.3588  7.6033  -2.8352  1.787 # supcrt

		Li+ = Li+

				-gamma		6.0		0.0

				-dw		 1.03e-9

				-Vm  -.0237  -.0690  11.5800  -2.7761 .4862 6 # supcrt

		Br- = Br-

				-gamma		3.0		0.0

				-dw		 2.01e-9

				-Vm  5.2690  6.5940  4.7450  -3.1430  1.3858 # supcrt

		Zn+2 = Zn+2

				-gamma		5.0		0.0

				-dw		 0.715e-9

				-Vm  -1.0677  -10.3884  9.8331  -2.3495  1.4574 5 # supcrt

		Cd+2 = Cd+2

				-dw		 0.717e-9

				-Vm  .0537  -10.7080  16.5176  -2.3363  1.2528 5 # supcrt

		Pb+2 = Pb+2

				-dw		 0.945e-9

				-Vm  -.0051  -7.7939  8.8134  -2.4568  1.0788 4.5 # supcrt

		Cu+2 = Cu+2

				-gamma		6.0		0.0

				-dw		 0.733e-9

				-Vm  -1.1021  -10.4726  9.8662  -2.3461  1.4769 6 # supcrt

		# redox-uncoupled gases

		Hdg = Hdg # H2

				-dw		 5.13e-9

				-Vm 6.52  0.78  0.12 # supcrt

		Oxg = Oxg # O2

				-dw		 2.35e-9

				-Vm  5.7889  6.3536  3.2528  -3.0417  -0.3943 # supcrt

		Mtg = Mtg # CH4

				-dw		 1.85e-9

				-Vm 7.7 # CH4 solubility, 25-100C, 1-700atm

		Ntg = Ntg # N2

				-dw		 1.96e-9

				-Vm 7 # Pray et al., 1952, IEC 44. 1146

		H2Sg = H2Sg # H2S

				-dw		 2.1e-9

				-Vm  7.81  2.96  -0.46 # supcrt

		# begin modification stimela.dat 

		[C-4]H4 = [C-4]H4 # CH4

				-dw		 1.85e-9

				-Vm 7.7 # CH4 solubility, 25-100C, 1-700atm

		H2[S-2] = H2[S-2] # H2S

				-dw		 2.1e-9

				-Vm  7.81  2.96  -0.46 # supcrt

		# end modification stimela.dat

		# aqueous species

		H2O = OH- + H+

				-analytic  293.29227  0.1360833  -10576.913  -123.73158  0  -6.996455e-5

				-gamma		3.5		0.0

				-dw		 5.27e-9

				-Vm  -9.66  28.5  80.0 -22.9 1.89 0 1.09 0 0 1 # supcrt modified

		2 H2O = O2 + 4 H+ + 4 e-

				-log_k		-86.08

				-delta_h 134.79 kcal

				-dw		 2.35e-9

				-Vm  5.7889  6.3536  3.2528  -3.0417  -0.3943 # supcrt

		2 H+ + 2 e- = H2

				-log_k		-3.15

				-delta_h -1.759 kcal

				-dw		 5.13e-9

				-Vm 6.52  0.78  0.12 # supcrt

		CO3-2 + H+ = HCO3-

				-log_k		10.329

				-delta_h -3.561		kcal

				-analytic		107.8871		0.03252849		-5151.79		-38.92561		563713.9

				-gamma		5.4		0.0

				-dw		 1.18e-9

				-Vm  8.60  0  -12.0  0  1.643  0  0  167  0  1 # supcrt modified

		CO3-2 + 2 H+ = CO2 + H2O

				-log_k		16.681

				-delta_h -5.738		kcal

				-analytic		464.1965		0.09344813		-26986.16		-165.75951		2248628.9

				-dw		 1.92e-9

				-Vm  20.85  -46.93  -79.0  27.9  -0.193 # supcrt modified

		CO3-2 + 10 H+ + 8 e- = CH4 + 3 H2O

				-log_k		41.071

				-delta_h -61.039 kcal

				-dw		 1.85e-9

				-Vm 7.7

		SO4-2 + H+ = HSO4-

				-log_k		1.988

				-delta_h 3.85		kcal

				-analytic		-56.889		0.006473		2307.9		19.8858		0.0

				-dw		 1.33e-9

				-Vm 8.2 9.2590  2.1108  -3.1618 1.1748  0 -0.3 15 0 1 # supcrt modified

		HS- = S-2 + H+

				-log_k		-12.918

				-delta_h 12.1		kcal

				-gamma		5.0		0.0

				-dw		 0.731e-9

		SO4-2 + 9 H+ + 8 e- = HS- + 4 H2O

				-log_k		33.65

				-delta_h -60.140 kcal

				-gamma		3.5		0.0

				-dw		 1.73e-9

				-Vm  5.0119  4.9799  3.4765  -2.9849  1.4410 # supcrt

		HS- + H+ = H2S

				-log_k		6.994

				-delta_h -5.30		kcal

				-analytical  -11.17  0.02386  3279.0

				-dw		 2.1e-9

				-Vm  7.81  2.96  -0.46 # supcrt

		H2Sg = HSg- + H+

				-log_k		-6.994

				-delta_h 5.30		kcal

				-analytical  11.17  -0.02386  -3279.0

				-dw		 2.1e-9

				-Vm  5.0119  4.9799  3.4765  -2.9849  1.4410 # supcrt

		# begin modification stimela.dat 

		H2[S-2] = H[S-2]- + H+

				-log_k		-6.994

				-delta_h 5.30		kcal

				-analytical  11.17  -0.02386  -3279.0

				-dw		 2.1e-9

				-Vm  5.0119  4.9799  3.4765  -2.9849  1.4410 # supcrt

		# end modification stimela.dat

		NO3- + 2 H+ + 2 e- = NO2- + H2O

				-log_k		28.570

				-delta_h -43.760 kcal

				-gamma		3.0		0.0

				-dw		 1.91e-9

				-Vm  5.5864  5.8590  3.4472  -3.0212  1.1847 # supcrt

		2 NO3- + 12 H+ + 10 e- = N2 + 6 H2O

				-log_k		207.08

				-delta_h -312.130		kcal

				-dw		 1.96e-9

				-Vm 7 # Pray et al., 1952, IEC 44. 1146

		NO3- + 10 H+ + 8 e- = NH4+ + 3 H2O

				log_k		119.077

				delta_h -187.055		kcal

				-gamma		2.5		0.0

				-dw		 1.98e-9

				-Vm  4.837  2.345  5.522  -2.88 1.096  3  -1.456  75.0  7.17e-3  1 # supcrt modified

		#AmmH+ = AmmH+

		#		-gamma		2.5		0.0

		#		-dw		 1.98e-9

		#		-Vm  4.837  2.345  5.522  -2.88 1.096  3  -1.456  75.0  7.17e-3  1 # supcrt modified

		NH4+ = NH3 + H+

				-log_k		-9.252

				-delta_h 12.48		kcal

				-analytic  0.6322  -0.001225  -2835.76

				-dw		 2.28e-9

				-Vm  5.09  2.8  8.62  -2.88  -0.05 # supcrt

		#AmmH+ = Amm + H+

		#		-log_k		-9.252

		#		-delta_h 12.48		kcal

		#		-analytic  0.6322  -0.001225  -2835.76

		#		-dw		 2.28e-9

		#		-Vm  5.09  2.8  8.62  -2.88  -0.05 # supcrt

		# begin modification stimela.dat 

		[N-3]H4+ = [N-3]H3 + H+

				-log_k		-9.252

				-delta_h 12.48		kcal

				-analytic  0.6322  -0.001225  -2835.76

				-dw		 2.28e-9

				-Vm  5.09  2.8  8.62  -2.88  -0.05 # supcrt

		# end modification stimela.dat

		NH4+ + SO4-2 = NH4SO4-

				log_k		1.11

		#        -gamma  5.0     0.0 

		#AmmH+ + SO4-2 = AmmHSO4-

		#		-log_k		1.11

		# begin modification stimela.dat 

		[N-3]H4+ + SO4-2 = [N-3]H4SO4-

				-log_k		1.11

		# end modification stimela.dat

		H3BO3 = H2BO3- + H+

				-log_k		-9.24

				-delta_h 3.224		kcal

		H3BO3 + F- = BF(OH)3-

				-log_k		-0.4

				-delta_h 1.850		kcal

		H3BO3 + 2 F- + H+ = BF2(OH)2- + H2O

				-log_k		7.63

				-delta_h 1.618		kcal

		H3BO3 + 2 H+ + 3 F- = BF3OH- + 2 H2O

				-log_k		13.67

				-delta_h -1.614		kcal

		H3BO3 + 3 H+ + 4 F- = BF4- + 3 H2O

				-log_k		20.28

				-delta_h -1.846		kcal

		PO4-3 + H+ = HPO4-2

				-log_k		12.346

				-delta_h -3.530		kcal

				-gamma		5.0		0.0

				-dw		0.69e-9

				-Vm  3.6315  1.0857  5.3233  -2.8239  3.3363 # supcrt

		PO4-3 + 2 H+ = H2PO4-

				-log_k		19.553

				-delta_h -4.520		kcal

				-gamma		5.4		0.0

				-dw		 0.846e-9

				-Vm  6.4875  8.0594  2.5823  -3.1122  1.3003 # supcrt

		# begin modification stimela.dat 

		# adding H3PO4

		# from $Id: minteq.v4.dat 794 2006-02-27 21:06:22Z dlpark $

		3H+ + PO4-3 = H3PO4

				log_k		21.721

				delta_h		-10.1		kJ

				-gamma		0		0

						#                  Id:		3305802

						#        log K source:		NIST46.3                      

						#      Delta H source:		NIST46.3                      

						#T and ionic strength:		 0.00 25.0

		# end modification stimela.dat

		H+ + F- = HF

				-log_k		3.18

				-delta_h 3.18		kcal

				-analytic		-2.033		0.012645		429.01

				-Vm  3.4753  .7042  5.4732  -2.8081  -.0007 # supcrt

		H+ + 2 F- = HF2-

				-log_k		3.76

				-delta_h 4.550		kcal

				-Vm  5.2263  4.9797  3.7928  -2.9849  1.2934 # supcrt

		Ca+2 + H2O = CaOH+ + H+

				-log_k		-12.78

		Ca+2 + CO3-2 = CaCO3

				-log_k		3.224

				-delta_h 3.545		kcal

				-analytic		-1228.732		-0.299440		35512.75		485.818

				-dw 4.46e-10		# complexes: calc'd with the Pikal formula

				-Vm  -.2430  -8.3748  9.0417  -2.4328  -.0300 # supcrt

		Ca+2 + CO3-2 + H+ = CaHCO3+

				-log_k		11.435

				-delta_h -0.871		kcal

				-analytic		1317.0071		0.34546894		-39916.84		-517.70761		563713.9

				-gamma		6.0		0.0

				-dw 5.06e-10

				-Vm  3.1911  .0104  5.7459  -2.7794  .3084 5.4 # supcrt

		Ca+2 + SO4-2 = CaSO4

				-log_k		2.25

				-delta_h 1.325		kcal

				-dw 4.71e-10

				-Vm  2.7910  -.9666  6.1300  -2.7390  -.0010 # supcrt

		Ca+2 + HSO4- = CaHSO4+

				-log_k		  1.08

		Ca+2 + PO4-3 = CaPO4-

				-log_k		6.459

				-delta_h 3.10		kcal

				-gamma  5.4  0.0 

		Ca+2 + HPO4-2 = CaHPO4

				-log_k		2.739

				-delta_h 3.3 kcal

		Ca+2 + H2PO4- = CaH2PO4+

				-log_k		1.408

				-delta_h 3.4 kcal

				-gamma  5.4  0.0 

		#Ca+2 + F- = CaF+

		#		-log_k		0.94

		#		-delta_h 4.120		kcal

		#		-Vm  .9846  -5.3773  7.8635  -2.5567  .6911 5.5 # supcrt

		#		-gamma  5.5  0.0 

		Mg+2 + H2O = MgOH+ + H+

				-log_k		-11.44

				-delta_h 15.952 kcal

				-gamma		6.5		0.0

		Mg+2 + CO3-2 = MgCO3

				-log_k		2.98

				-delta_h 2.713		kcal

				-analytic		0.9910		0.00667

				-dw 4.21e-10

				-Vm  -.5837  -9.2067  9.3687  -2.3984  -.0300 # supcrt

		Mg+2 + H+ + CO3-2 = MgHCO3+

				-log_k		11.399

				-delta_h -2.771		kcal

				-analytic		48.6721		0.03252849		-2614.335		-18.00263		563713.9

				-dw 4.78e-10

				-Vm  2.7171  -1.1469  6.2008  -2.7316  .5985 4 # supcrt

				-gamma		4.0		0.0

		Mg+2 + SO4-2 = MgSO4

				-log_k		2.37

				-delta_h 4.550		kcal

				-dw 4.45e-10

				-Vm  2.4  -0.97  6.1  -2.74  # est'd

		Mg+2 + PO4-3 = MgPO4-

				-log_k		6.589

				-delta_h 3.10		kcal

				-gamma		5.4		0.0

		Mg+2 + HPO4-2 = MgHPO4

				-log_k		2.87

				-delta_h 3.3 kcal

		Mg+2 + H2PO4- = MgH2PO4+

				-log_k		1.513

				-delta_h 3.4 kcal

				-gamma		5.4		0.0

		Mg+2 + F- = MgF+

				-log_k		1.82

				-delta_h 3.20		kcal

				-Vm  .6494  -6.1958  8.1852  -2.5229  .9706 4.5 # supcrt

				-gamma		4.5		0.0

				Na+ + OH- = NaOH

				-log_k		-10 # remove this complex

		Na+ + CO3-2 = NaCO3-

				-log_k		1.27

				-delta_h 8.91 kcal

				-dw 5.85e-10

				-Vm  3.99  0  15.3  -8.12  3.11  0  2.7  0  0.026  1

				#-gamma		5.4		0.0

		Na+ + HCO3- = NaHCO3

				-log_k  -0.25

				-delta_h  -1 kcal

				-dw 6.73e-10

				-Vm  0.51

		Na+ + SO4-2 = NaSO4-

				-log_k		0.7

				-delta_h 1.120		kcal

				-dw 6.18e-10

				-Vm  1e-5  19.3  1.07  -2.05  3.41  0  4.7  0  0  0.77 # not in supcrt

				-gamma		5.4		0.0

		Na+ + HPO4-2 = NaHPO4-

				-log_k		0.29

				-gamma		5.4		0.0

		Na+ + F- = NaF

				-log_k		-0.24

				-Vm  2.7483  -1.0708  6.1709  -2.7347  -.030 # supcrt

		K+ + SO4-2 = KSO4-

				-log_k		0.85

				-delta_h 2.250		kcal

				-analytical  3.106  0.0  -673.6

				-dw 7.46e-10

				-gamma		5.4		0.0

		K+ + HPO4-2 = KHPO4-

				-log_k		0.29

				-gamma		5.4		0.0

		Fe+2 + H2O = FeOH+ + H+

				-log_k		-9.5

				-delta_h 13.20		kcal

				-gamma		5.0		0.0

		Fe+2 + 3H2O = Fe(OH)3- + 3H+ 

				-log_k -31.0

				-delta_h 30.3 kcal

				-gamma  5.0 0.0

		Fe+2 + Cl- = FeCl+

				-log_k		0.14

		Fe+2 + CO3-2 = FeCO3

				-log_k		4.38

		Fe+2 + HCO3- = FeHCO3+

				-log_k		2.0

		Fe+2 + SO4-2 = FeSO4

				-log_k		2.25

				-delta_h 3.230		kcal

		Fe+2 + HSO4- = FeHSO4+

				-log_k		1.08

		Fe+2 + 2HS- = Fe(HS)2

				-log_k		8.95

		Fe+2 + 3HS- = Fe(HS)3-

				-log_k		10.987

		Fe+2 + HPO4-2 = FeHPO4

				-log_k		3.6

		Fe+2 + H2PO4- = FeH2PO4+

				-log_k		2.7

				-gamma		5.4		0.0

		Fe+2 + F- = FeF+

				-log_k		1.0

		Fe+2 = Fe+3 + e-

				-log_k		-13.02

				-delta_h 9.680		kcal

				-gamma		9.0		0.0

		Fe+3 + H2O = FeOH+2 + H+

				-log_k		-2.19

				-delta_h 10.4		kcal

				-gamma		5.0		0.0

		Fe+3 + 2 H2O = Fe(OH)2+ + 2 H+

				-log_k		-5.67

				-delta_h 17.1		kcal

				-gamma		5.4		0.0

		Fe+3 + 3 H2O = Fe(OH)3 + 3 H+

				-log_k		-12.56

				-delta_h 24.8		kcal

		Fe+3 + 4 H2O = Fe(OH)4- + 4 H+

				-log_k		-21.6

				-delta_h 31.9		kcal

				-gamma		5.4		0.0

		Fe+2 + 2H2O = Fe(OH)2 + 2H+ 

				-log_k  -20.57

				-delta_h 28.565 kcal  

		2 Fe+3 + 2 H2O = Fe2(OH)2+4 + 2 H+

				-log_k		-2.95

				-delta_h 13.5		kcal

		3 Fe+3 + 4 H2O = Fe3(OH)4+5 + 4 H+

				-log_k		-6.3

				-delta_h 14.3		kcal

		Fe+3 + Cl- = FeCl+2

				-log_k		1.48

				-delta_h 5.6		kcal

				-gamma		5.0		0.0

		Fe+3 + 2 Cl- = FeCl2+

				-log_k		2.13

				-gamma		5.0		0.0

		Fe+3 + 3 Cl- = FeCl3

				-log_k		1.13

		Fe+3 + SO4-2 = FeSO4+

				-log_k		4.04

				-delta_h 3.91		kcal

				-gamma		5.0		0.0

		Fe+3 + HSO4- = FeHSO4+2

				-log_k		2.48

		Fe+3 + 2 SO4-2 = Fe(SO4)2-

				-log_k		5.38

				-delta_h 4.60		kcal

		Fe+3 + HPO4-2 = FeHPO4+

				-log_k		5.43

				-delta_h 5.76		kcal

				-gamma		5.0		0.0

		Fe+3 + H2PO4- = FeH2PO4+2

				-log_k		5.43

				-gamma		5.4		0.0

		Fe+3 + F- = FeF+2

				-log_k		6.2

				-delta_h 2.7		kcal

				-gamma		5.0		0.0

		Fe+3 + 2 F- = FeF2+

				-log_k		10.8

				-delta_h 4.8		kcal

				-gamma		5.0		0.0

		Fe+3 + 3 F- = FeF3

				-log_k		14.0

				-delta_h 5.4		kcal

		Mn+2 + H2O = MnOH+ + H+

				-log_k		-10.59

				-delta_h 14.40		kcal

				-gamma		5.0		0.0

		Mn+2 + 3H2O = Mn(OH)3- + 3H+ 

				-log_k  -34.8

				-gamma		5.0		0.0

		Mn+2 + Cl- = MnCl+

				-log_k		0.61

				-Vm  2.7448  -1.0793  6.1743  -2.7344  .3686 # supcrt

				-gamma		5.0		0.0

		Mn+2 + 2 Cl- = MnCl2

				-log_k		0.25

		Mn+2 + 3 Cl- = MnCl3-

				-log_k		-0.31

				-gamma		5.0		0.0

		Mn+2 + CO3-2 = MnCO3

				-log_k		4.9

		Mn+2 + HCO3- = MnHCO3+

				-log_k		1.95

				-gamma		5.0		0.0

		Mn+2 + SO4-2 = MnSO4

				-log_k		2.25

				-delta_h 3.370		kcal

				-Vm  2.4377  -1.8292  6.4690  -2.7034  -.0300 # supcrt

		Mn+2 + 2 NO3- = Mn(NO3)2

				-log_k		0.6

				-delta_h -0.396		kcal

		Mn+2 + F- = MnF+

				-log_k		0.84

				-gamma		5.0		0.0

		Mn+2 = Mn+3 + e-

				-log_k		-25.51

				-delta_h 25.80		kcal

				-gamma		9.0		0.0

		Al+3 + H2O = AlOH+2 + H+

				-log_k		-5.0

				-delta_h 11.49		kcal

				-analytic		-38.253		0.0		-656.27		14.327

				-Vm  -1.4649  -11.3582  10.2143  -2.3095  1.6668 5.4 # supcrt

				-gamma		5.4		0.0

		Al+3 + 2 H2O = Al(OH)2+ + 2 H+

				-log_k		-10.1

				-delta_h 26.90		kcal

				-analytic		88.50		0.0		-9391.6		-27.121

				-gamma		5.4		0.0

		Al+3 + 3 H2O = Al(OH)3 + 3 H+

				-log_k		-16.9

				-delta_h 39.89		kcal

				-analytic		226.374		0.0		-18247.8		-73.597

		Al+3 + 4 H2O = Al(OH)4- + 4 H+

				-log_k		-22.7

				-delta_h 42.30		kcal

				-analytic		51.578		0.0		-11168.9		-14.865

				-gamma		4.5		0.0

		Al+3 + SO4-2 = AlSO4+

				-log_k		3.5

				-delta_h 2.29 kcal

				-gamma		4.5		0.0

		Al+3 + 2SO4-2 = Al(SO4)2-

				-log_k		5.0

				-delta_h 3.11 kcal

				-gamma		4.5		0.0

		Al+3 + HSO4- = AlHSO4+2

				-log_k		0.46

		Al+3 + F- = AlF+2

				-log_k		7.0

				-delta_h 1.060		kcal

				-gamma		5.4		0.0

		Al+3 + 2 F- = AlF2+

				-log_k		12.7

				-delta_h 1.980		kcal

				-gamma		5.4		0.0

		Al+3 + 3 F- = AlF3

				-log_k		16.8

				-delta_h 2.160		kcal

		Al+3 + 4 F- = AlF4-

				-log_k		19.4

				-delta_h 2.20		kcal

				-gamma		4.5		0.0

		# Al+3 + 5 F- = AlF5-2

				# log_k		20.6

				# delta_h 1.840		kcal

		# Al+3 + 6 F- = AlF6-3

				# log_k		20.6

				# delta_h -1.670		kcal

		H4SiO4 = H3SiO4- + H+

				-log_k		-9.83

				-delta_h 6.12		kcal

				-analytic		-302.3724		-0.050698		15669.69		108.18466		-1119669.0

				-Vm  7.94  1.0881  5.3224  -2.8240  1.4767 # supcrt + H2O in a1

				-gamma		4		0.0

		H4SiO4 = H2SiO4-2 + 2 H+

				-log_k		-23.0

				-delta_h 17.6		kcal

				-analytic		-294.0184		-0.072650		11204.49		108.18466		-1119669.0

				-gamma		5.4		0.0

		H4SiO4 + 4 H+ + 6 F- = SiF6-2 + 4 H2O

				-log_k		30.18

				-delta_h -16.260		kcal

				-Vm  8.5311  13.0492  .6211  -3.3185  2.7716 # supcrt

				-gamma		5.0		0.0

		Ba+2 + H2O = BaOH+ + H+

				-log_k		-13.47

				-gamma		5.0		0.0

		Ba+2 + CO3-2 = BaCO3

				-log_k		2.71

				-delta_h 3.55		kcal

				-analytic		0.113		0.008721

				-Vm  .2907  -7.0717  8.5295  -2.4867  -.0300 # supcrt

		Ba+2 + HCO3- = BaHCO3+

				-log_k		0.982

				-delta_h 5.56 kcal

				-analytical		-3.0938		0.013669		0.0		0.0		0.0

		Ba+2 + SO4-2 = BaSO4

				-log_k		2.7

		Sr+2 + H2O = SrOH+ + H+

				-log_k		-13.29

				-gamma		5.0		0.0

		Sr+2 + CO3-2 + H+ = SrHCO3+

				-log_k		11.509

				-delta_h 2.489		kcal

				-analytic		104.6391		0.04739549		-5151.79		-38.92561		563713.9

				-gamma		5.4		0.0

		Sr+2 + CO3-2 = SrCO3

				-log_k		2.81

				-delta_h 5.22		kcal

				-analytic		-1.019		0.012826

				-Vm  -.1787  -8.2177  8.9799  -2.4393  -.0300 # supcrt

		Sr+2 + SO4-2 = SrSO4

				-log_k		2.29

				-delta_h 2.08		kcal

				-Vm  6.7910  -.9666  6.1300  -2.7390  -.0010 # celestite solubility

		Li+ + SO4-2 = LiSO4-

				-log_k		0.64

				-gamma		5.0		0.0

		Cu+2 + e- = Cu+

				-log_k		2.72

				-delta_h 1.65		kcal

				-gamma		2.5		0.0

		Cu+ + 2Cl- = CuCl2-

				-log_k		  5.50

				-delta_h -0.42 kcal

				-gamma  4.0  0.0

		Cu+ + 3Cl- = CuCl3-2

				-log_k		  5.70

				-delta_h 0.26 kcal

				-gamma  5.0  0.0  

		Cu+2 + CO3-2 = CuCO3 

				-log_k		  6.73

		Cu+2 + 2CO3-2 = Cu(CO3)2-2 

				-log_k		  9.83

				Cu+2 + HCO3- = CuHCO3+

				-log_k		  2.7

		Cu+2 + Cl- = CuCl+ 

				-log_k		  0.43

				-delta_h 8.65 kcal

				-gamma  4.0  0.0

		Cu+2 + 2Cl- = CuCl2 

				-log_k		  0.16

				-delta_h 10.56 kcal

		Cu+2 + 3Cl- = CuCl3-

				-log_k		  -2.29

				-delta_h 13.69 kcal

				-gamma  4.0  0.0

		Cu+2 + 4Cl- = CuCl4-2

				-log_k		  -4.59

				-delta_h 17.78 kcal

				-gamma  5.0  0.0

		Cu+2 + F- = CuF+ 

				-log_k		  1.26

				-delta_h 1.62 kcal

		Cu+2 + H2O = CuOH+ + H+

				-log_k		-8.0

				-gamma		4.0		0.0

		Cu+2 + 2 H2O = Cu(OH)2 + 2 H+

				-log_k		-13.68

		Cu+2 + 3 H2O = Cu(OH)3- + 3 H+

				-log_k		-26.9

		Cu+2 + 4 H2O = Cu(OH)4-2 + 4 H+

				-log_k		-39.6

		2Cu+2 + 2H2O = Cu2(OH)2+2 + 2H+ 

				-log_k  -10.359

				-delta_h 17.539 kcal

				-analytical  2.497  0.0  -3833.0  0.0  0.0

		Cu+2 + SO4-2 = CuSO4

				-log_k		2.31

				-delta_h 1.220		kcal

		Cu+2 + 3HS- = Cu(HS)3-

				-log_k  25.9

		Zn+2 + H2O = ZnOH+ + H+

				-log_k		-8.96

				-delta_h 13.4 kcal

		Zn+2 + 2 H2O = Zn(OH)2 + 2 H+

				-log_k		-16.9

		Zn+2 + 3 H2O = Zn(OH)3- + 3 H+

				-log_k		-28.4

		Zn+2 + 4 H2O = Zn(OH)4-2 + 4 H+

				-log_k		-41.2

		Zn+2 + Cl- = ZnCl+

				-log_k		0.43

				-delta_h 7.79 kcal

				-Vm  1.5844  -3.9128  7.2879  -2.6172  .2025 4

				-gamma  4.0  0.0

		Zn+2 + 2 Cl- = ZnCl2

				-log_k		0.45

				-delta_h 8.5 kcal

				-Vm  5.0570  4.5665  3.9552  -2.9678  -.0010

		Zn+2 + 3Cl- = ZnCl3-

				-log_k		0.5

				-delta_h 9.56 kcal

				-Vm  9.5417  15.5168  -.3487  -3.4205  1.2513

				-gamma  4.0  0.0

		Zn+2 + 4Cl- = ZnCl4-2

				-log_k		0.2

				-delta_h 10.96 kcal

				-Vm  14.6628  28.0213  -5.2636  -3.9374  2.6662

				-gamma  5.0  0.0

		Zn+2 + H2O + Cl- = ZnOHCl + H+ 

				-log_k  -7.48  

		Zn+2 + 2HS- = Zn(HS)2

				-log_k  14.94

		Zn+2 + 3HS- = Zn(HS)3-

				-log_k  16.1  

		Zn+2 + CO3-2 = ZnCO3

				-log_k		5.3

		Zn+2 + 2CO3-2 = Zn(CO3)2-2

				-log_k		9.63

		Zn+2 + HCO3- = ZnHCO3+

				-log_k		2.1

		Zn+2 + SO4-2 = ZnSO4

				-log_k		2.37

				-delta_h 1.36 kcal

		Zn+2 + 2SO4-2 = Zn(SO4)2-2

				-log_k		3.28

		Zn+2 + Br- = ZnBr+ 

				-log_k  -0.58

		Zn+2 + 2Br- = ZnBr2

				-log_k  -0.98

		Zn+2 + F- = ZnF+ 

				-log_k  1.15

				-delta_h 2.22 kcal

		Cd+2 + H2O = CdOH+ + H+

				-log_k		-10.08

				-delta_h 13.1 kcal

		Cd+2 + 2 H2O = Cd(OH)2 + 2 H+

				-log_k		-20.35

		Cd+2 + 3 H2O = Cd(OH)3- + 3 H+

				-log_k		-33.3

		Cd+2 + 4 H2O = Cd(OH)4-2 + 4 H+

				-log_k		-47.35

		2Cd+2 + H2O = Cd2OH+3 + H+ 

				-log_k  -9.39

				-delta_h 10.9 kcal

		Cd+2 + H2O + Cl- = CdOHCl + H+ 

				-log_k  -7.404

				-delta_h 4.355 kcal

		Cd+2 + NO3- = CdNO3+

				-log_k  0.4

				-delta_h -5.2 kcal

		Cd+2 + Cl- = CdCl+

				-log_k		1.98

				-delta_h 0.59 kcal

		Cd+2 + 2 Cl- = CdCl2

				-log_k		2.6

				-delta_h 1.24 kcal

		Cd+2 + 3 Cl- = CdCl3-

				-log_k		2.4

				-delta_h 3.9 kcal

		Cd+2 + CO3-2 = CdCO3

				-log_k		2.9

		Cd+2 + 2CO3-2 = Cd(CO3)2-2

				-log_k		6.4

		Cd+2 + HCO3- = CdHCO3+

				-log_k		1.5

		Cd+2 + SO4-2 = CdSO4

				-log_k		2.46

				-delta_h 1.08 kcal

		Cd+2 + 2SO4-2 = Cd(SO4)2-2

				-log_k		3.5

		Cd+2 + Br- = CdBr+ 

				-log_k  2.17

				-delta_h -0.81 kcal

		Cd+2 + 2Br- = CdBr2

				-log_k  2.9

		Cd+2 + F- = CdF+ 

				-log_k  1.1

		Cd+2 + 2F- = CdF2

				-log_k  1.5  

		Cd+2 + HS- = CdHS+ 

				-log_k  10.17

		Cd+2 + 2HS- = Cd(HS)2 

				-log_k  16.53

		Cd+2 + 3HS- = Cd(HS)3-

				-log_k  18.71

		Cd+2 + 4HS- = Cd(HS)4-2

				-log_k  20.9  

		Pb+2 + H2O = PbOH+ + H+

				-log_k		-7.71

		Pb+2 + 2 H2O = Pb(OH)2 + 2 H+

				-log_k		-17.12

		Pb+2 + 3 H2O = Pb(OH)3- + 3 H+

				-log_k		-28.06

		Pb+2 + 4 H2O = Pb(OH)4-2 + 4 H+

				-log_k		-39.7

		2 Pb+2 + H2O = Pb2OH+3 + H+

				-log_k		-6.36

		Pb+2 + Cl- = PbCl+

				-log_k		1.6

				-delta_h 4.38 kcal

				-Vm  2.8934  -.7165  6.0316  -2.7494  .1281 6

		Pb+2 + 2 Cl- = PbCl2

				-log_k		1.8

				-delta_h 1.08 kcal

				-Vm  6.5402  8.1879  2.5318  -3.1175  -.0300

		Pb+2 + 3 Cl- = PbCl3-

				-log_k		1.7

				-delta_h 2.17 kcal

				-Vm  11.0396  19.1743  -1.7863  -3.5717  .7356

		Pb+2 + 4 Cl- = PbCl4-2

				-log_k		1.38

				-delta_h 3.53 kcal

				-Vm  16.4150  32.2997  -6.9452  -4.1143  2.3118

		Pb+2 + CO3-2 = PbCO3

				-log_k		7.24

		Pb+2 + 2 CO3-2 = Pb(CO3)2-2

				-log_k		10.64

		Pb+2 + HCO3- = PbHCO3+

				-log_k		2.9

		Pb+2 + SO4-2 = PbSO4

				-log_k		2.75

		Pb+2 + 2 SO4-2 = Pb(SO4)2-2

				-log_k		3.47

		Pb+2 + 2HS- = Pb(HS)2 

				-log_k  15.27

		Pb+2 + 3HS- = Pb(HS)3-

				-log_k  16.57

		3Pb+2 + 4H2O = Pb3(OH)4+2 + 4H+ 

				-log_k  -23.88

				-delta_h 26.5 kcal  

		Pb+2 + NO3- = PbNO3+

				-log_k		1.17

		Pb+2 + Br- = PbBr+ 

				-log_k  1.77

				-delta_h 2.88 kcal

		Pb+2 + 2Br- = PbBr2 

				-log_k  1.44

		Pb+2 + F- = PbF+ 

				-log_k  1.25

		Pb+2 + 2F- = PbF2

				-log_k  2.56

		Pb+2 + 3F- = PbF3-

				-log_k  3.42

		Pb+2 + 4F- = PbF4-2

				-log_k  3.1  

		PHASES

		Calcite

				CaCO3 = CO3-2 + Ca+2

				-log_k		-8.48

				-delta_h -2.297 kcal

				-analytic		-171.9065		-0.077993		2839.319		71.595

				-Vm 36.9 cm3/mol # MW (100.09 g/mol) / rho (2.71 g/cm3)

		Aragonite

				CaCO3 = CO3-2 + Ca+2

				-log_k		-8.336

				-delta_h -2.589 kcal

				-analytic		-171.9773		-0.077993		2903.293		71.595

				-Vm 34.04

		# begin modification stimela.dat 

		# adding Vaterite from Aragonite according Standard Methods 2330 (2010) 

		Vaterite

				CaCO3 = CO3-2 + Ca+2

				log_k		   -8.336  # overruled by -analytic

				delta_h -2.589 kcal  # overruled by -analytic

				-analytic       -172.1295     -0.077993      3074.688      71.595

				-Vm 39.41 cm3/mol # MW (100.09 g/mol) / rho (2.54 g/cm3)

		# end modification stimela.dat

		Dolomite

				CaMg(CO3)2 = Ca+2 + Mg+2 + 2 CO3-2

				-log_k		-17.09

				-delta_h  -9.436 kcal

				-Vm 64.5

		Siderite

				FeCO3 = Fe+2 + CO3-2

				-log_k		-10.89

				-delta_h  -2.480 kcal

				-Vm 29.2

		Rhodochrosite

				MnCO3 = Mn+2 + CO3-2

				-log_k		-11.13

				-delta_h  -1.430 kcal

				-Vm 31.1

		Strontianite

				SrCO3 = Sr+2 + CO3-2

				-log_k		-9.271

				-delta_h -0.400 kcal

				-analytic		155.0305		0.0		-7239.594		-56.58638

				-Vm 39.69

		Witherite

				BaCO3 = Ba+2 + CO3-2

				-log_k		-8.562

				-delta_h  0.703 kcal

				-analytic		607.642		0.121098		-20011.25		-236.4948

				-Vm 46

		Gypsum

				CaSO4:2H2O = Ca+2 + SO4-2 + 2 H2O

				-log_k		-4.58

				-delta_h -0.109 kcal

				-analytic		68.2401		0.0		-3221.51		-25.0627

				-Vm 73.9 # 172.18 / 2.33  (Vm H2O = 13.9 cm3/mol)

		Anhydrite

				CaSO4 = Ca+2 + SO4-2

				-log_k		-4.36

				-delta_h -1.710 kcal

				-analytic  84.90  0  -3135.12  -31.79 # 50 - 160oC, 1 - 1e3 atm, anhydrite dissolution, Blount and Dickson, 1973, Am. Mineral. 58, 323.

				-Vm 46.1 # 136.14 / 2.95

		Celestite

				SrSO4 = Sr+2 + SO4-2

				-log_k		-6.63

				-delta_h -4.037 kcal

		#		-analytic		-14805.9622		-2.4660924		756968.533		5436.3588		-40553604.0

				-analytic  -7.14 6.11e-3  75 0 0 -1.79e-5  # Howell et al., 1992, JCED 37, 464.

				-Vm 46.4

		Barite

				BaSO4 = Ba+2 + SO4-2

				-log_k		-9.97

				-delta_h  6.35 kcal

				-analytic		136.035		0.0		-7680.41		-48.595

				-Vm 51.9

		Hydroxyapatite

				Ca5(PO4)3OH + 4 H+ = H2O + 3 HPO4-2 + 5 Ca+2

				-log_k		 -3.421

				-delta_h -36.155 kcal

				-Vm 128.9

		Fluorite

				CaF2 = Ca+2 + 2 F-

				-log_k		-10.6

				-delta_h   4.69 kcal

				-analytic		66.348		0.0		-4298.2		-25.271

				-Vm 15.7

		SiO2(a)

				SiO2 + 2 H2O = H4SiO4

				-log_k		-2.71

				-delta_h  3.340 kcal

				-analytic		-0.26		0.0		-731.0

		Chalcedony

				SiO2 + 2 H2O = H4SiO4

				-log_k		-3.55

				-delta_h  4.720 kcal

				-analytic		-0.09		0.0		-1032.0

				-Vm 23.1

		Quartz

				SiO2 + 2 H2O = H4SiO4

				-log_k		-3.98

				-delta_h  5.990 kcal

				-analytic		0.41		0.0		-1309.0

				-Vm 22.67

		Gibbsite

				Al(OH)3 + 3 H+ = Al+3 + 3 H2O

				-log_k		  8.11

				-delta_h -22.800 kcal

		Al(OH)3(a)

				Al(OH)3 + 3 H+ = Al+3 + 3 H2O

				-log_k		 10.8

				-delta_h -26.500 kcal

		Kaolinite

				Al2Si2O5(OH)4 + 6 H+ = H2O + 2 H4SiO4 + 2 Al+3

				-log_k		  7.435

				-delta_h -35.300 kcal

		Albite

				NaAlSi3O8 + 8 H2O = Na+ + Al(OH)4- + 3 H4SiO4

				-log_k		-18.002

				-delta_h 25.896 kcal

		Anorthite

				CaAl2Si2O8 + 8 H2O = Ca+2 + 2 Al(OH)4- + 2 H4SiO4

				-log_k		-19.714

				-delta_h 11.580 kcal

		K-feldspar

				KAlSi3O8 + 8 H2O = K+ + Al(OH)4- + 3 H4SiO4

				-log_k		-20.573

				-delta_h 30.820		kcal

		K-mica

				KAl3Si3O10(OH)2 + 10 H+ = K+ + 3 Al+3 + 3 H4SiO4

				-log_k		12.703

				-delta_h -59.376 kcal

		Chlorite(14A)

				Mg5Al2Si3O10(OH)8 + 16H+ = 5Mg+2 + 2Al+3 + 3H4SiO4 + 6H2O

				-log_k		68.38

				-delta_h -151.494 kcal

		Ca-Montmorillonite

				Ca0.165Al2.33Si3.67O10(OH)2 + 12 H2O = 0.165Ca+2 + 2.33 Al(OH)4- + 3.67 H4SiO4 + 2 H+

				-log_k		-45.027

				-delta_h 58.373		kcal

		Talc

				Mg3Si4O10(OH)2 + 4 H2O + 6 H+ = 3 Mg+2 + 4 H4SiO4

				-log_k		21.399

				-delta_h -46.352 kcal

		Illite

				K0.6Mg0.25Al2.3Si3.5O10(OH)2 + 11.2H2O = 0.6K+ + 0.25Mg+2 + 2.3Al(OH)4- + 3.5H4SiO4 + 1.2H+

				-log_k		-40.267

				-delta_h 54.684 kcal

		Chrysotile

				Mg3Si2O5(OH)4 + 6 H+ = H2O + 2 H4SiO4 + 3 Mg+2

				-log_k		32.2

				-delta_h -46.800 kcal

				-analytic		13.248		0.0		10217.1		-6.1894

		Sepiolite

				Mg2Si3O7.5OH:3H2O + 4 H+ + 0.5H2O = 2 Mg+2 + 3 H4SiO4

				-log_k		15.760

				-delta_h -10.700 kcal

		Sepiolite(d)

				Mg2Si3O7.5OH:3H2O + 4 H+ + 0.5H2O = 2 Mg+2 + 3 H4SiO4

				-log_k		18.66

		Hematite

				Fe2O3 + 6 H+ = 2 Fe+3 + 3 H2O

				-log_k		-4.008

				-delta_h -30.845 kcal

		Goethite

				FeOOH + 3 H+ = Fe+3 + 2 H2O

				-log_k		-1.0

				-delta_h		 -14.48 kcal

		Fe(OH)3(a)

				Fe(OH)3 + 3 H+ = Fe+3 + 3 H2O

				-log_k		4.891

		Pyrite

				FeS2 + 2 H+ + 2 e- = Fe+2 + 2 HS-

				-log_k		-18.479

				-delta_h 11.300 kcal

		FeS(ppt)

				FeS + H+ = Fe+2 + HS-

				-log_k		-3.915

		Mackinawite

				FeS + H+ = Fe+2 + HS-

				-log_k		-4.648

		Sulfur

				S + 2H+ + 2e- = H2S

				-log_k		4.882

				-delta_h -9.5 kcal

		Vivianite

				Fe3(PO4)2:8H2O = 3 Fe+2 + 2 PO4-3 + 8 H2O

				-log_k		-36.0

		Pyrolusite		# H2O added for surface calc's

				MnO2:H2O + 4 H+ + 2 e- = Mn+2 + 3 H2O

				-log_k		41.38

				-delta_h -65.110 kcal

		Hausmannite

				Mn3O4 + 8 H+ + 2 e- = 3 Mn+2 + 4 H2O

				-log_k		61.03

				-delta_h -100.640 kcal

		Manganite

				MnOOH + 3 H+ + e- = Mn+2 + 2 H2O

				-log_k		25.34

		Pyrochroite

				Mn(OH)2 + 2 H+ = Mn+2 + 2 H2O

				-log_k		15.2

		Halite

				NaCl  =  Cl- + Na+

				log_k		  1.570

				-delta_h  1.37

				#-analytic -713.4616   -.1201241   37302.21    262.4583    -2106915.

				-Vm 27.1

		Sylvite

				KCl  = K+ + Cl-

				log_k		   0.900

				-analytic     3.984     0.0		 -919.55

				Vm 37.5

		CO2(g)

				CO2 = CO2

				-log_k		-1.468

				-delta_h -4.776 kcal

				-analytic  109.534  1.9913e-2  -6986.04  -40.83  669370

				-T_c  304.2 # critical T, K

				-P_c   72.86 # critical P, atm

				-Omega 0.225 # acentric factor

		H2O(g)

				H2O = H2O

				-log_k  1.506; delta_h -44.03 kJ

				-T_c  647.3

				-P_c  217.60

				-Omega 0.344

				-analytic   -16.5066 -2.0013E-3  2710.7  3.7646  0 2.24E-6

		# Gases from LLNL...

		O2(g)

				O2 = O2

				-log_k   -2.8983

				-analytic -7.5001 7.8981e-3 0.0 0.0 2.0027e5

				-T_c  154.6

				-P_c   49.80

				-Omega 0.021

		H2(g)

				H2 = H2

				-log_k		   -3.1050

				-delta_h -4.184  kJ

				-analytic   -9.3114    4.6473e-3   -49.335    1.4341    1.2815e5

				-T_c  33.2

				-P_c   12.80

				-Omega 0.225

		N2(g)

				N2 = N2

				-log_k				 -3.1864

				-analytic -58.453 1.818e-3  3199  17.909 -27460

				-T_c  126.2

				-P_c   33.50

				-Omega 0.039

		H2S(g)

				H2S  =  H+ + HS-

				-log_k		   -7.9759

				-analytic -97.354 -3.1576e-2 1.8285e3 37.44 28.56

				-T_c  373.2

				-P_c  88.20

				-Omega 0.1

		CH4(g)

				CH4 = CH4

				-log_k		   -2.8502

				-analytic -24.027 4.7146e-3 372.27 6.4264 2.3362e5

				-T_c  190.6

				-P_c   45.40

				-Omega 0.008

		NH3(g)

				NH3 = NH3

				-log_k		   1.7966

				-analytic -18.758 3.3670e-4 2.5113e3 4.8619 39.192

				-T_c  405.6

				-P_c   111.3

				-Omega 0.25

		#Amm(g)

		#		Amm = Amm

		#		-log_k		   1.7966

		#		-analytic -18.758 3.3670e-4 2.5113e3 4.8619 39.192

		#		-T_c  405.6

		#		-P_c   111.3

		#		-Omega 0.25

		# redox-uncoupled gases

		Oxg(g)

				Oxg = Oxg

				-analytic -7.5001 7.8981e-3 0.0 0.0 2.0027e5

				-T_c  154.6 ; -P_c   49.80 ; -Omega 0.021

		Hdg(g)

				Hdg = Hdg

				-analytic   -9.3114    4.6473e-3   -49.335    1.4341    1.2815e5

				-T_c  33.2 ; -P_c   12.80 ; -Omega 0.225

		Ntg(g)

				Ntg = Ntg

				-analytic -58.453 1.81800e-3  3199  17.909 -27460

				T_c  126.2 ; -P_c   33.50 ; -Omega 0.039

		Mtg(g)

				Mtg = Mtg

				-analytic -24.027 4.7146e-3 3.7227e2 6.4264 2.3362e5

				-T_c  190.6 ; -P_c   45.40 ; -Omega 0.008

		H2Sg(g)

				H2Sg  =  H+ + HSg-

				-analytic -97.354 -3.1576e-2 1.8285e3 37.44 28.56

				-T_c  373.2 ; -P_c  88.20 ; -Omega 0.1

		# begin modification stimela.dat 

		# uniform notation of elements in redox-uncoupled gases

		[N-3]H3(g)

				[N-3]H3 = [N-3]H3

				-log_k		   1.7966

				-analytic -18.758 3.3670e-4 2.5113e3 4.8619 39.192

				-T_c  405.6

				-P_c   111.3

				-Omega 0.25

		[C-4]H4(g)

				[C-4]H4 = [C-4]H4

				-analytic -24.027 4.7146e-3 3.7227e2 6.4264 2.3362e5

				-T_c  190.6 ; -P_c   45.40 ; -Omega 0.008

		H2[S-2](g)

				H2[S-2]  =  H+ + H[S-2]-

				-analytic -97.354 -3.1576e-2 1.8285e3 37.44 28.56

				-T_c  373.2 ; -P_c  88.20 ; -Omega 0.1

		# end modification stimela.dat

		Melanterite

				FeSO4:7H2O = 7 H2O + Fe+2 + SO4-2

				-log_k		-2.209

				-delta_h 4.910		kcal

				-analytic		1.447		-0.004153		0.0		0.0		-214949.0

		Alunite

				KAl3(SO4)2(OH)6 + 6 H+ = K+ + 3 Al+3 + 2 SO4-2 + 6H2O

				-log_k		-1.4

				-delta_h -50.250 kcal

		Jarosite-K

				KFe3(SO4)2(OH)6 + 6 H+ = 3 Fe+3 + 6 H2O + K+ + 2 SO4-2

				-log_k		-9.21

				-delta_h -31.280 kcal

		Zn(OH)2(e)

				Zn(OH)2 + 2 H+ = Zn+2 + 2 H2O

				-log_k		11.5

		Smithsonite

				ZnCO3 = Zn+2 + CO3-2

				-log_k		-10.0

				-delta_h -4.36		kcal

		Sphalerite

				ZnS + H+ = Zn+2 + HS-

				-log_k		-11.618

				-delta_h 8.250		kcal

		Willemite		289

				Zn2SiO4 + 4H+ = 2Zn+2 + H4SiO4

				-log_k		15.33

				-delta_h -33.37		kcal

		Cd(OH)2

				Cd(OH)2 + 2 H+ = Cd+2 + 2 H2O

				-log_k		13.65

		Otavite		315

				CdCO3 = Cd+2 + CO3-2

				-log_k		-12.1

				-delta_h -0.019		kcal

		CdSiO3		328

				CdSiO3 + H2O + 2H+ = Cd+2 + H4SiO4

				-log_k		9.06

				-delta_h -16.63		kcal

		CdSO4		329

				CdSO4 = Cd+2 + SO4-2

				-log_k		-0.1

				-delta_h -14.74		kcal

		Cerrusite		365

				PbCO3 = Pb+2 + CO3-2

				-log_k		-13.13

				-delta_h 4.86		kcal

		Anglesite		384

				PbSO4 = Pb+2 + SO4-2

				-log_k		-7.79

				-delta_h 2.15		kcal

		Pb(OH)2		389

				Pb(OH)2 + 2H+ = Pb+2 + 2H2O

				-log_k		8.15

				-delta_h -13.99		kcal

		EXCHANGE_MASTER_SPECIES

				X		X-

		EXCHANGE_SPECIES

				X- = X-

				-log_k		0.0

				Na+ + X- = NaX

				-log_k		0.0

				-gamma		4.08 0.082

				K+ + X- = KX

				-log_k		0.7

				-gamma		3.5		0.015

				-delta_h  -4.3		# Jardine & Sparks, 1984

				Li+ + X- = LiX

				-log_k		-0.08

				-gamma		6.0		0.0

				-delta_h  1.4		# Merriam & Thomas, 1956

		# !!!!!

		#		H+ + X- = HX

		#		-log_k		1.0

		#		-gamma		9.0		0.0

				NH4+ + X- = NH4X

				log_k   0.6

				-gamma  2.5     0.0

				delta_h  -2.4   # Laudelout et al., 1968

		#		AmmH+ + X- = AmmHX

		#		-log_k		0.6

		#		-gamma		2.5		0.0

		#		-delta_h  -2.4		# Laudelout et al., 1968

		# begin modification stimela.dat 

				[N-3]H4+ + X- = [N-3]H4X

				-log_k		0.6

				-gamma		2.5		0.0

				-delta_h  -2.4		# Laudelout et al., 1968

		# end modification stimela.dat

				Ca+2 + 2X- = CaX2

				-log_k		0.8

				-gamma		5.0		0.165

				-delta_h  7.2    # Van Bladel & Gheyl, 1980

				Mg+2 + 2X- = MgX2

				-log_k		0.6

				-gamma		5.5		0.2

				-delta_h  7.4		# Laudelout et al., 1968

				Sr+2 + 2X- = SrX2

				-log_k		0.91

				-gamma		5.26		0.121

				-delta_h  5.5		# Laudelout et al., 1968

				Ba+2 + 2X- = BaX2

				-log_k		0.91

				-gamma		5.0		0.0

				-delta_h  4.5		# Laudelout et al., 1968

				Mn+2 + 2X- = MnX2

				-log_k		0.52

				-gamma		6.0		0.0

				Fe+2 + 2X- = FeX2

				-log_k		0.44

				-gamma		6.0		0.0

				Cu+2 + 2X- = CuX2

				-log_k		0.6

				-gamma		6.0		0.0

				Zn+2 + 2X- = ZnX2

				-log_k		0.8

				-gamma		5.0		0.0

				Cd+2 + 2X- = CdX2

				-log_k		0.8

				-gamma 0.0  0.0

				Pb+2 + 2X- = PbX2

				-log_k		1.05

				-gamma 0.0  0.0

				Al+3 + 3X- = AlX3

				-log_k		0.41

				-gamma		9.0		0.0

				AlOH+2 + 2X- = AlOHX2

				-log_k		0.89

				-gamma		0.0		0.0

		SURFACE_MASTER_SPECIES

				Hfo_s		Hfo_sOH

				Hfo_w		Hfo_wOH

		SURFACE_SPECIES

		# All surface data from

		# Dzombak and Morel, 1990

		#

		#

		# Acid-base data from table 5.7

		#

		# strong binding site--Hfo_s,

				Hfo_sOH = Hfo_sOH

				-log_k		0.0

				Hfo_sOH		+ H+ = Hfo_sOH2+

				-log_k		7.29		# = pKa1,int

				Hfo_sOH = Hfo_sO- + H+

				-log_k		-8.93		# = -pKa2,int

		# weak binding site--Hfo_w

				Hfo_wOH = Hfo_wOH

				-log_k		0.0

				Hfo_wOH		+ H+ = Hfo_wOH2+

				-log_k		7.29		# = pKa1,int

				Hfo_wOH = Hfo_wO- + H+

				-log_k		-8.93		# = -pKa2,int

		###############################################

		# CATIONS #

		###############################################

		#

		# Cations from table 10.1 or 10.5

		#

		# Calcium

				Hfo_sOH + Ca+2 = Hfo_sOHCa+2

				-log_k		4.97

				Hfo_wOH + Ca+2 = Hfo_wOCa+ + H+

				-log_k -5.85

		# Strontium

				Hfo_sOH + Sr+2 = Hfo_sOHSr+2

				-log_k		5.01

				Hfo_wOH + Sr+2 = Hfo_wOSr+ + H+

				-log_k -6.58

				Hfo_wOH + Sr+2 + H2O = Hfo_wOSrOH + 2H+

				-log_k -17.6

		# Barium

				Hfo_sOH + Ba+2 = Hfo_sOHBa+2

				-log_k		5.46

				Hfo_wOH + Ba+2 = Hfo_wOBa+ + H+

				-log_k		-7.2		# table 10.5

		#

		# Cations from table 10.2

		#

		# Cadmium

				Hfo_sOH + Cd+2 = Hfo_sOCd+ + H+

				-log_k		0.47

				Hfo_wOH + Cd+2 = Hfo_wOCd+ + H+

				-log_k		-2.91

		# Zinc

				Hfo_sOH + Zn+2 = Hfo_sOZn+ + H+

				-log_k		0.99

				Hfo_wOH + Zn+2 = Hfo_wOZn+ + H+

				-log_k		-1.99

		# Copper

				Hfo_sOH + Cu+2 = Hfo_sOCu+ + H+

				-log_k		2.89

				Hfo_wOH + Cu+2 = Hfo_wOCu+ + H+

				-log_k		0.6		# table 10.5

		# Lead

				Hfo_sOH + Pb+2 = Hfo_sOPb+ + H+

				-log_k		4.65

				Hfo_wOH + Pb+2 = Hfo_wOPb+ + H+

				-log_k		0.3		# table 10.5

		#

		# Derived constants table 10.5

		#

		# Magnesium

				Hfo_wOH + Mg+2 = Hfo_wOMg+ + H+

				-log_k -4.6

		# Manganese

				Hfo_sOH + Mn+2 = Hfo_sOMn+ + H+

				-log_k		-0.4		# table 10.5

				Hfo_wOH + Mn+2 = Hfo_wOMn+ + H+

				-log_k -3.5		# table 10.5

		# Iron, strong site: Appelo, Van der Weiden, Tournassat & Charlet, EST 36, 3096

				Hfo_sOH + Fe+2 = Hfo_sOFe+ + H+

				-log_k		-0.95

		# Iron, weak site: Liger et al., GCA 63, 2939, re-optimized for D&M

				Hfo_wOH + Fe+2 = Hfo_wOFe+ + H+

				-log_k -2.98

				Hfo_wOH + Fe+2 + H2O = Hfo_wOFeOH + 2H+

				-log_k -11.55

		###############################################

		# ANIONS #

		###############################################

		#

		# Anions from table 10.6

		#

		# Phosphate

				Hfo_wOH + PO4-3 + 3H+ = Hfo_wH2PO4 + H2O

				-log_k		31.29

				Hfo_wOH + PO4-3 + 2H+ = Hfo_wHPO4- + H2O

				-log_k		25.39

				Hfo_wOH + PO4-3 + H+ = Hfo_wPO4-2 + H2O

				-log_k		17.72

		#

		# Anions from table 10.7

		#

		# Borate

				Hfo_wOH + H3BO3 = Hfo_wH2BO3 + H2O

				-log_k		0.62

		#

		# Anions from table 10.8

		#

		# Sulfate

				Hfo_wOH + SO4-2 + H+ = Hfo_wSO4- + H2O

				-log_k		7.78

				Hfo_wOH + SO4-2 = Hfo_wOHSO4-2

				-log_k		0.79

		#

		# Derived constants table 10.10

		#

				Hfo_wOH + F- + H+ = Hfo_wF + H2O

				-log_k		8.7

				Hfo_wOH + F- = Hfo_wOHF-

				-log_k		1.6

		#

		# Carbonate: Van Geen et al., 1994 reoptimized for D&M model

		#

				Hfo_wOH + CO3-2 + H+ = Hfo_wCO3- + H2O

				-log_k		12.56

				Hfo_wOH + CO3-2 + 2H+= Hfo_wHCO3 + H2O

				-log_k		20.62

		RATES

		#######

		# Example of quartz kinetic rates block:

		#KINETICS

		#Quartz

		#-m0  158.8		    # 90 % Qu

		#-parms 23.13  1.5

		#-step 3.1536e8 in 10

		#-tol 1e-12

		# Rate definition:

		 Quartz

		  -start

		 #1 rem Specific rate k from Rimstidt and Barnes, 1980, GCA 44,1683

		 #2 rem  k = 10^-13.7 mol/m2/s (25 C), Ea = 90 kJ/mol

		 #2 rem  sp. rate * parm(2) due to salts (Dove and Rimstidt, MSA Rev. 29, 259)

		 #4 rem  parm(1) = A (m2) recalc's to mol/s

		 #5 rem  parm(2) salt correction: (1 + 1.5 * c_Na (mM)), < 35

		 10 dif_temp = 1/TK - 1/298

		  20 pk_w = 13.7 + 4700.4 * dif_temp

		  40 moles = parm(1) * parm(2) * (m/m0)^0.67 * 10^-pk_w * (1 -  SR("Quartz"))

		#						 Integrate...

		  50 save moles * time

		  -end

		###########

		#K-feldspar

		###########

		# Example of KINETICS data block for K-feldspar rate:

		#		KINETICS 1

		#		K-feldspar

		#				-m0 2.16  # 10% K-fsp, 0.1 mm cubes

		#				-m  1.94

		#				-parms 1.36e4  0.1

		K-feldspar

		      -start

		#1 rem specific rate from Sverdrup, 1990, in kmol/m2/s

		#2 rem parm(1) = 10 * (A/V, 1/dm) (recalc's sp. rate to mol/kgw)

		#3 rem parm(2) = corrects for field rate relative to lab rate

		#4 rem temp corr: from p. 162. E (kJ/mol) / R / 2.303 = H in H*(1/T-1/298)

		10    dif_temp = 1/TK - 1/298

		20    pk_H = 12.5 + 3134 * dif_temp

		30    pk_w = 15.3 + 1838 * dif_temp

		40    pk_OH = 14.2 + 3134 * dif_temp

		50    pk_CO2 = 14.6 + 1677 * dif_temp

		#60   pk_org = 13.9 + 1254 * dif_temp  # rate increase with DOC

		70    rate = 10^-pk_H * ACT("H+")^0.5 + 10^-pk_w + 10^-pk_OH * ACT("OH-")^0.3

		71    rate = rate + 10^-pk_CO2 * (10^SI("CO2(g)"))^0.6

		#72   rate = rate + 10^-pk_org * TOT("DOC")^0.4

		80    moles = parm(1) * parm(2) * rate * (1 - SR("K-feldspar")) * time

		81 rem decrease rate on precipitation

		90    if SR("K-feldspar") > 1 then moles = moles * 0.1

		100   save moles

		      -end

		###########

		#Albite

		###########

		# Example of KINETICS data block for Albite rate:

		#		KINETICS 1

		#		Albite

		#				-m0 0.43  # 2% Albite, 0.1 mm cubes

		#				-parms 2.72e3  0.1

		Albite

		      -start

		#1 rem specific rate from Sverdrup, 1990, in kmol/m2/s

		#2 rem parm(1) = 10 * (A/V, 1/dm) (recalc's sp. rate to mol/kgw)

		#3 rem parm(2) = corrects for field rate relative to lab rate

		#4 rem temp corr: from p. 162. E (kJ/mol) / R / 2.303 = H in H*(1/T-1/298)

		10    dif_temp = 1/TK - 1/298

		20    pk_H = 12.5 + 3359 * dif_temp

		30    pk_w = 14.8 + 2648 * dif_temp

		40    pk_OH = 13.7 + 3359 * dif_temp

		#41 rem		 ^12.9 in Sverdrup, but larger than for oligoclase...

		50    pk_CO2 = 14.0 + 1677 * dif_temp

		#60   pk_org = 12.5 + 1254 * dif_temp # ...rate increase for DOC

		70    rate = 10^-pk_H * ACT("H+")^0.5 + 10^-pk_w + 10^-pk_OH * ACT("OH-")^0.3

		71    rate = rate + 10^-pk_CO2 * (10^SI("CO2(g)"))^0.6

		#72   rate = rate + 10^-pk_org * TOT("DOC")^0.4

		80    moles = parm(1) * parm(2) * rate * (1 - SR("Albite")) * time

		81 rem decrease rate on precipitation

		90    if SR("Albite") > 1 then moles = moles * 0.1

		100   save moles

		      -end

		########

		#Calcite

		########

		# Example of KINETICS data block for calcite rate:

		#		KINETICS 1

		#		Calcite

		#				-tol    1e-8

		#				-m0		 3.e-3

		#				-m		3.e-3

		#				-parms		50		  0.6

		Calcite

		  -start

		   1 rem		parm(1) = A/V, 1/dm		parm(2) = exponent for m/m0

		   10 si_cc = si("Calcite")

		   20 if (m <= 0  and si_cc < 0) then goto 200

		   30  k1 = 10^(0.198 - 444.0 / (273.16 + tc) )

		   40  k2 = 10^(2.84 - 2177.0 / (273.16 + tc) )

		   50  if tc <= 25 then k3 = 10^(-5.86 - 317.0 / (273.16 + tc) )

		   60  if tc > 25 then k3 = 10^(-1.1 - 1737.0 / (273.16 + tc) )

		   70   t = 1

		   80   if m0 > 0 then t = m/m0

		   90   if t = 0 then t = 1

		   100   moles = parm(1) * 0.1 * (t)^parm(2)

		   110   moles = moles * (k1 * act("H+") + k2 * act("CO2") + k3 * act("H2O"))

		   120   moles = moles * (1 - 10^(2/3*si_cc))

		   130   moles = moles * time

		   140  if (moles > m) then moles = m

		   150 if (moles >= 0) then goto 200

		   160  temp = tot("Ca")

		   170  mc  = tot("C(4)")

		   180  if mc < temp then temp = mc

		   190  if -moles > temp then moles = -temp

		   200 save moles

		  -end

		#######

		#Pyrite

		#######

		# Example of KINETICS data block for pyrite rate:

		#		KINETICS 1

		#		Pyrite

		#				-tol    1e-8

		#				-m0		 5.e-4

		#				-m		5.e-4

		#				-parms -5.0		 0.1		 .5		 -0.11

		Pyrite

		  -start

		   1 rem		parm(1) = log10(A/V, 1/dm)		parm(2) = exp for (m/m0)

		   2 rem		parm(3) = exp for O2				parm(4) = exp for H+

		   10 if (m <= 0) then goto 200

		   20 if (si("Pyrite") >= 0) then goto 200

		   30  rate = -10.19 + parm(1) + parm(3)*lm("O2") + parm(4)*lm("H+") + parm(2)*log10(m/m0)

		   40  moles = 10^rate * time

		   50 if (moles > m) then moles = m

		   60 if (moles >= (mol("O2")/3.5)) then moles = mol("O2")/3.5

		   200 save moles

		  -end

		##########

		#Organic_C

		##########

		# Example of KINETICS data block for Organic_C rate:

		#		KINETICS 1

		#		Organic_C

		#				-tol		1e-8

		#		      # m in mol/kgw

		#				-m0		5e-3

		#				-m		5e-3

		Organic_C

		  -start

		   10 if (m <= 0) then goto 200

		   20  mO2 = mol("O2")

		   30  mNO3 = tot("N(5)")

		   40  mSO4 = tot("S(6)")

		   50   rate = 1.57e-9*mO2/(2.94e-4 + mO2) + 1.67e-11*mNO3/(1.55e-4 + mNO3)

		   60   rate = rate + 1.e-13*mSO4/(1.e-4 + mSO4)

		   70  moles = rate * m * (m/m0) * time

		   80 if (moles > m) then moles = m

		   200 save moles

		  -end

		###########

		#Pyrolusite

		###########

		#

		# Postma, and Appelo., GCA 64, 1237

		#

		# Example of KINETICS data block for Pyrolusite

		#       KINETICS 1-12

		#       Pyrolusite

		#		       -tol    1.e-7

		#		       -m0     0.1

		#		       -m      0.1

		Pyrolusite

		  -start

		   5		if (m <= 0.0) then goto 200

		   7		sr_pl = sr("Pyrolusite")

		   9		if abs(1 - sr_pl) < 0.1 then goto 200

		   10		if (sr_pl > 1.0) then goto 100

		   #20 rem		initially 1 mol Fe+2 = 0.5 mol pyrolusite. k*A/V = 1/time (3 cells)

		   #22 rem       time (3 cells) = 1.432e4.  1/time = 6.98e-5

		   30		Fe_t = tot("Fe(2)")

		   32		if Fe_t < 1.e-8 then goto 200

		   40		moles =  6.98e-5 * Fe_t  * (m/m0)^0.67 * time * (1 - sr_pl)

		   50		if moles > Fe_t / 2 then moles = Fe_t / 2

		   70		if moles > m then moles = m

		   90		goto 200

		   100		Mn_t = tot("Mn")

		   110		moles = 2e-3 * 6.98e-5 * (1-sr_pl) * time

		   120		if moles <= -Mn_t then moles = -Mn_t

		   200		save moles

		  -end

		END

		# For the reaction aA + bB = cC + dD,

		#   with delta_v = c*Vm(C) + d*Vm(D) - a*Vm(A) - b*Vm(B),

		# PHREEQC adds the pressure term to log_k: -= delta_v * (P - 1) / (2.3RT).

		#   Vm(A) is volume of A, cm3/mol, P is pressure, atm, R is the gas constant, T is Kelvin.

		# Gas-pressures and fugacity coefficients are calculated with Peng-Robinson's EOS.

		#   Binary interaction coefficients from Soreide and Whitson, 1992, FPE 77, 217 are

		#    hard-coded in calc_PR():

		#    kij    CH4    CO2    H2S    N2

		#    H2O    0.49   0.19   0.19   0.49

		# =============================================================================================

		# The molar volumes of solids are entered with

		#                         -Vm vm cm3/mol

		#    vm is the molar volume, cm3/mol (default), but dm3/mol and m3/mol are permitted.

		# Data for minerals' vm (= MW (g/mol) / rho (g/cm3)) are defined using rho from

		#   Deer, Howie and Zussman, The rock-forming minerals, Longman.

		#                           --------------------

		# Temperature- and pressure-dependent volumina of aqueous species are calculated with a Redlich-

		#   type equation (cf. Redlich and Meyer, Chem. Rev. 64, 221), from parameters entered with 

		#                        -Vm a1 a2 a3 a4 W a0 i1 i2 i3 i4

		# The volume (cm3/mol) is

		#    Vm(T, pb, I) = 41.84 * (a1 * 0.1 + a2 * 100 / (2600 + pb)  + a3 / (T - 228) +

		#                            a4 * 1e4 / (2600 + pb) / (T - 228) - W * QBrn)

		#                   + z^2 / 2 * Av * f(I^0.5)

		#                   + (i1 + i2 / (T - 228) + i3 * (T - 228)) * I^i4

		#   Volumina at I = 0 are obtained using supcrt92 formulas (Johnson et al., 1992, CG 18, 899).

		#   41.84 transforms cal/bar/mol into cm3/mol.

		#   pb is pressure in bar.

		#   W * QBrn is the energy of solvation, calculated from W and the pressure dependence of the 

		#     Born equation (i.e. of the dielectric constant of water (f(P, T), see below).

		#   z is charge of the solute species.

		#   Av is the Debye-Hueckel limiting slope.

		#   a0 is the ion-size parameter in the extended Debye-Hueckel equation:

		#     f(I^0.5) = I^0.5) / (1 + a0 * DH_B * I^0.5),

		#     a0 = -gamma x for cations, = 0 for anions.

		# Av (P, T) is calculated using the dielectric constant of water from Bradley and Pitzer, 1979, JPC 83, 1599,

		#   and the compressibility of pure water.

		# The density of pure water at water saturation pressure is calculated with eqn 2.6 from

		#   Wagner and Pruss, 2002, J. Phys. Chem. Ref. Data 31, 387. At higher P,T with polynomials

		#   interpolated from IAPWS table 3 (2007).

		#

		# Data for species' parameters, commented with ‘# supcrt modified’, were fitted from data

		#   compiled by Laliberte, 2009, J. Chem. Eng. Data 54, 1725, + additions, see Appelo, Parkhurst and Post (in prep.)

		# H+ has the reference volume of 0 at all P, T and I.

		# For Cl-, parameters were obtained from densities of HCl solutions up to 176 oC, 1 - 280 atm.

		# The numbers for cations were extracted from the densities of cation-Cl-solutions.

		# Other anions and OH- then follow from the measured densities of cation-anion solutions.

		# Water dissociation was fitted from Bandura and Lvov, 2006, J. Phys. Chem. Ref. Data, 35, 15, 0-200 oC, 1-2000 atm.

		#                           --------------------

		# If -Vm is not defined, the a-f values from -Millero a b c d e f (if available) will be used for calculating

		#   Vm(t, I) = a + b * t + c * t^2 + z^2 / 2 * Av * I^0.5 + (d + e * t + f * t^2) * I

		#   t is temperature in oC.

		#

		# redox-uncoupled gases have been added for H2 (Hdg), O2 (Oxg), CH4 (Mtg), N2 (Ntg),

		#   H2S (H2Sg, species HSg-, etc.).

		#

		# =============================================================================================

		# It remains the responsibility of the user to check the calculated results, for example with

		#   measured solubilities as a function of (P, T).
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AquaticChemistry

		AQUATIC CHEMISTRY for Engineers









		Module		Gases in water

				Dissolution of gases



		Phreeqc		Input for all stimela.dat parameters, for aerobic and anaerobic water



		Sample description		Drinking water Principles and Practices - Water quality par. 3.4 + 3.5												Assumption:

																mg/L =mg/kgs =mg/kgw

		Basic data		Temperature		t		0C				10.0

				Oxygen		pa O2		atm				0.21

				Nitrogen (inert)		pa N2		atm

				Carbon dioxide		pa CO2		atm

				Methane (inert)		pa CH4		atm

				Sulfide (inert)		pa H2S		atm

				pe (electron activity)		pe		- 

				Conductivity (measured, at t 0C)		EC		mS/m								0		µS/cm

				Total dissolved solids (residue)		TDS		mg/L

		Cations		Calcium		Ca		mg/L				20.0				0.50		mmol/kgw

				Magnesium		Mg		mg/L								0.00		mmol/kgw

				Sodium		Na		mg/L								0.00		mmol/kgw

				Potassium		K		mg/L								0.00		mmol/kgw

				Iron		Fe		mg/L								0.000		mmol/kgw

				Manganese		Mn		mg/L								0.000		mmol/kgw

				Ammonium (inert)		NH4		mg/L								0.000		mmol/kgw

				Aluminium		Al		μg/L								0.00		mmol/kgw

				Barium		Ba		μg/L								0.00		mmol/kgw

				Cadmium		Cd		μg/L								0.00		mmol/kgw

				Copper		Cu		μg/L								0.00		mmol/kgw

				Lead		Pb		μg/L								0.00		mmol/kgw

				Lithium		Li		μg/L								0.00		mmol/kgw

				Strontium		Sr		μg/L								0.00		mmol/kgw

				Zinc		Zn		μg/L								0.00		mmol/kgw

		Anions		Hydrogen carbonate (as Alkalinty)		HCO3		mg/L				61				1.00		mmol/kgw

				Chloride		Cl		mg/L								0.00		mmol/kgw

				Nitrate		NO3		mg/L								0.00		mmol/kgw

				Sulfate		SO4		mg/L								0.00		mmol/kgw

				Fluoride		F 		mg/L								0.00		mmol/kgw

				Bromide		Br		mg/L								0.00		mmol/kgw

				Phosphate		PO4		mg/L								0.00		mmol/kgw

				Nitrite		NO2		mg/L								0.00		mmol/kgw

				Silicate		Si		mg/L								0.00		mmol/kgw

				Boron		B 		μg/L								0.00		mmol/kgw









		Overall parameters		Cations				meq/kgw				0.99

				Anions				meq/kgw				1.00

				Conductivity (calculated, at t 0C)		EC		mS/m				6.7				1		μS/cm

				Total dissolved solids		TDS		mg/L				81

				Ionic strength		IS		mmol/kgw				1.5

				Total hardness		TH		mmol/kgw				0.50				2.8		0D

				Vapor pressure water		pa		atm				0.01

				Density		rho		kg/L				1.000

		Redox conditions		Oxygen		O2		mmol/kgw				0.36				11.5		mg/L

				pe (electron activity)		pe		-				14.97

				Redox potential		Eh		mV				840

		Correctness checks		Charge difference				meq/kgw				-0.00

				Percentage error (100*(Cat-|An|)/(Cat+|An|)								-0.0%

				EC ratio, calculated/measured 				-				-

				TDS ratio, measured/calculated 				-				-

				Oxygen saturation (with air at sea level)				atm/atm				102.2%

				pH change by electron balancing (Phreeqc)				-				-0.00

				pe change by electron balancing (Phreeqc)				-				-

		Carbon equilibrium		pH (Hydrogen activity)   		pH   		-				7.00

				Alkalinity		m		meq/kgw				1.00

				Total Inorganic Carbon (TIC)		TIC		mmol/kgw				1.28				15		mg/L C

				CO2		CO2		mmol/kgw				0.28				12.21		mg/L

				HCO3 -		HCO3		mmol/kgw				0.99				61		mg/L

				CO3 2-		CO3		mmol/kgw				0.00				0		mg/L

				dpH by 0.1 mmol HCl / kgw		pH		-				-0.18

				Buffer capacity		BI		mmol/kgw /pH				0.51

		Calcite equilibrium		SI (calcite)		SI-c		-				-1.48

				Equilibrium-pH (pHs or pH-Langelier)		pH-L		-				8.48

				Calcite Precipitation Potential		CPP		mmol/kgw				-0.26				11		mg/L CO2

				Calcite Precipitation Potential at 60 C		CPP-60		mmol/kgw				-0.21				9		mg/L CO2

				Calcite Precipitation Potential at 90 C		CPP-90		mmol/kgw				-0.14				6		mg/L CO2

		Gases in water		Oxygen		O2		mmol/kgw				0.36				11.5		mg/L

				Nitrogen		N2		mmol/kgw				0.00				0.0		mg/L

				Carbon dioxide		CO2		mmol/kgw				0.28				12.21		mg/L

				Methane		CH4		mmol/kgw				0.00				0.00		mg/L

				Sulfide		H2S		mmol/kgw				0.00				0.00		mg/L

				Ammonia		NH3		mmol/kgw				0.00				0.00		mg/L

		Gases in gas









		Elements / Species		C				mmol/kgw				1.28

				CO2								21.7%				12		mg/L

				HCO3 -								77.9%

				CO3 2-								0.0%

				CH4 				mmol/kgw				0.00				0.00		mg/L

				Ca				mmol/kgw				0.50

				Ca 2+								99.2%

				CaHCO3 +								0.8%

				CaCO3								0.0%

				CaSO4								0.0%

				Mg				mmol/kgw				0.00

				Mg 2+								-

				MgHCO3 +								-

				MgCO3								-

				MgSO4								-

				Fe				mmol/kgw				0.000

				Fe 2+								-

				Fe 3+								-

				Mn				mmol/kgw				0.000

				Mn 2+								-

				Mn 3+								-

				S (in SO4)				mmol/kgw				0.00

				SO4 2-								-

				CaSO4								-

				MgSO4								-

				S (in S 2-)				mmol/kgw				0.000				0.00		mg/L

				P				mmol/kgw				0.000

				H+				mmol/kgw				0.000

				OH-				mmol/kgw				0.000



												For further details see PHREEQC.OUT









Run_Control

		Run Control 		PHREEQC for Excel



		Input file 						PHREEQC input file												SELECTED_OUTPUT have to include data, if not: an ERROR-message appears





																				- id

		Database file						PHREEQC database file												Have to be a readable and proper Phreeqc databases file; if not: an ERROR-message appears

								Default path: Current map .xls file



				stimela.dat







































Input

		PRINT 

				-alkalinity				true     								# prints species that contribute to alkalinity. Default: false 

		SELECTED_OUTPUT

		# Tip: use in/excluding # as line start for switching (defaults = true)

				-file				selected.out.txt								# file name for tabulated output

		#		-selected_out				false   								# set printing to the selected-output file on/off

				-reset				false    								# overwrites the default true values

				-simulation				true     								# prints simulation number

				-state				true     								# prints the type of calculation performed

				-solution				true  								# prints solution number

				-step				true  								# prints reaction step number for batch-reaction 

				-pH				true  								# prints pH

				-pe				true  								# prints pe

				-temperature				true  								# prints temperature (Celsius). 

				-alkalinity				true  								# prints alkalinity (eq/kgw) 

		#		-percent_error				true  								# prints percent error in charge balance

				-totals				C  C(4) C(-4)  Ca Mg Fe Fe(2) Fe(3) Mn Mn(2) Mn(3)  S S(6) S(-2) P Na Cl                								# element total concentration (mol/kgw) (name from 1st column under _MASTER_SPECIES)

				-molalities				O2  Ntg  CH4  H2S  [N-3]H3  CO2  HCO3-  CO3-2   Ca+2  CaHCO3+  CaCO3  CaSO4  Mg+2  MgHCO3+ MgCO3 MgSO4 SO4-2 H+ OH- 								# species concentration (mol/kgw) (name follows =-sign under SPECIES)

		#		-molalities				O2  N2  CH4  H2S  NH3  CO2  HCO3-  CO3-2  Ca+2  CaHCO3+  CaCO3  CaSO4  Mg+2  MgHCO3+ MgCO3 MgSO4 SO4-2 H+ OH- 								# species concentration (mol/kgw) (name follows =-sign under SPECIES)

				-saturation_indices				Calcite  O2(g)  Ntg(g)  CO2(g)  H2O(g)  CH4(g)  H2S(g)  [N-3]H3(g)								# SI-values for PHASES

		#		-saturation_indices				Calcite  O2(g)  N2(g)  CO2(g)  H2O(g)  CH4(g)  H2S(g)  NH3(g)								# SI-values for PHASES



		USER_PUNCH

				-headings				Ion_Str  Conduct  Rho   Charge_Err   Charge_Bal   TotWat  Cation  Anion 

				-start

						10		PUNCH MU

						20		PUNCH SC

						25		PUNCH RHO

						30		PUNCH PERCENT_ERROR

						40 		PUNCH CHARGE_BALANCE 										# equal to TOTMOLE("charge")

						50		PUNCH TOT("water")

						60		PUNCH CALC_VALUE("Anion") + TOT("charge")										# Cation = Anion + ChargeBalans

						70		PUNCH CALC_VALUE("Anion") 

				-end

		CALCULATE_VALUES 						# declaration of procedures (functions)

		Anion						# Calculate Anion concentration from Charge Balance (=Cat-An) and Error (=(Cat-An)/(Cat+An)) 

				-start

						10		DELTA = TOT("charge")										# Charge Balance as Concentration (equal to CHARGE_BALANCE / TOT("water")  )

						20		ERROR = PERCENT_ERROR/100										# Error as Fraction

						30		AN = (DELTA/ERROR - DELTA)/2										# Calculate by substitution

						40		SAVE AN										# Algorithm less reliable at very small ERROR value

				-end

		# END 		# with an END statement the declarations above are regarded as "Simulation 1"

		SOLUTION				1

				-units 				mg/kgs

				-redox				O(-2)/O(0)						#  if O2>0 then "O(-2)/O(0)" else if CH4>0 then "C(-4)/C(4)" else "pe"

				-density 				1

				-water    				1

				-pe				4.00						#  if pe = empty then pe = 4

				temp		10.0

				O(0)		1		O2(g)		-0.6778				# SI = log(pa)

		#		N(0)		1		N2(g)		ERROR:#NUM!				# SI = log(pa)

		#		Ntg		1		Ntg(g)		ERROR:#NUM!				# SI = log(pa)

		#		C(4)		1		CO2(g)		ERROR:#NUM!				# SI = log(pa)

		#		[C-4]		1		[C-4]H4(g)		ERROR:#NUM!				# SI = log(pa)

		#		[S-2]		1		H2[S-2](g)		ERROR:#NUM!				# SI = log(pa)

				Ca		20.00

				Mg		0.00

				Na		0.00

				K		0.00

				Fe		0.00

				Mn		0.00

				[N-3]		0.00		as NH4

		#		N(-3)		0.00		as NH4

				Al		0.00		ug/kgs

				Ba		0.00		ug/kgs

				Cd		0.00		ug/kgs

				Cu		0.00		ug/kgs

				Pb		0.00		ug/kgs

				Li		0.00		ug/kgs

				Sr		0.00		ug/kgs

				Zn		0.00		ug/kgs

				Alkalinity		61.00		as HCO3						# default Alkalinity = 0.001 to avoid pH=7 (default of PHREEQC ) with given CO2 

				Cl		0.00

				N(+5)		0.00		as NO3

				S(+6)		0.00		as SO4

				F 		0.00

				Br		0.00

				P 		0.00		as PO4

				N(+3)		0.00		as NO2

				Si		0.00		as Si

				B		0.00		ug/kgs as B

		END		# Simulation 1





		TITLE		Simulation for calculating pe (redox equilibrium)

		USE solution 1

		EQUILIBRIUM_PHASE												# dummy to start final calculation, with identical water quality

		SAVE SOLUTION 1

		END		# Simulation 2

		TITLE		Simulation for calculating CalciumCarbonate Precipitation Potential

		USE solution 1

		EQUILIBRIUM_PHASE

				Calcite

		END		# Simulation 3



		TITLE		Simulation for calculating Buffer Capacity (dpH after 0.01 mmol/kgw HCl) and pH stability (dpH after 0.1 mmol/kgw HCl)

		USE solution 1

		REACTION

				HCl

				0.01   0.10  millimoles										# solution composition after 2 dosing steps

				INCREMENTAL_REACTIONS false

		END		# Simulation 4

		TITLE		Simulation for calculating CalciumCarbonate Precipitation Potential at 60 and 90 C

		USE solution 1

		REACTION_TEMPERATURE 

				60  90 										# solution composition is calculated for the 2 listed temperatures (C) 

		EQUILIBRIUM_PHASE

				Calcite

		END		# Simulation 5										# last END is optional (EndOfFile=END)





























Output

		sim		state		soln		step		pH		pe		temp(C)		Alk(eq/kgw)		C(mol/kgw)		C(4)(mol/kgw)		C(-4)(mol/kgw)		Ca(mol/kgw)		Mg(mol/kgw)		Fe(mol/kgw)		Fe(2)(mol/kgw)		Fe(3)(mol/kgw)		Mn(mol/kgw)		Mn(2)(mol/kgw)		Mn(3)(mol/kgw)		S(mol/kgw)		S(6)(mol/kgw)		S(-2)(mol/kgw)		P(mol/kgw)		Na(mol/kgw)		Cl(mol/kgw)		m_O2(mol/kgw)		m_Ntg(mol/kgw)		m_CH4(mol/kgw)		m_H2S(mol/kgw)		m_[N-3]H3(mol/kgw)		m_CO2(mol/kgw)		m_HCO3-(mol/kgw)		m_CO3-2(mol/kgw)		m_Ca+2(mol/kgw)		m_CaHCO3+(mol/kgw)		m_CaCO3(mol/kgw)		m_CaSO4(mol/kgw)		m_Mg+2(mol/kgw)		m_MgHCO3+(mol/kgw)		m_MgCO3(mol/kgw)		m_MgSO4(mol/kgw)		m_SO4-2(mol/kgw)		m_H+(mol/kgw)		m_OH-(mol/kgw)		si_Calcite		si_O2(g)		si_Ntg(g)		si_CO2(g)		si_H2O(g)		si_CH4(g)		si_H2S(g)		si_[N-3]H3(g)		Ion_Str		Conduct		Rho		Charge_Err		Charge_Bal		TotWat		Cation		Anion

		1		i_soln		1		-99		7.00		4.00		10.0		1.00E-03		1.28E-03		1.28E-03		0.00E+00		4.99E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.60E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.77E-04		9.95E-04		3.66E-07		4.95E-04		3.87E-06		1.78E-07		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.04E-07		3.07E-08		-1.48		-0.68		-1000.00		-2.29		-1.91		-1000.00		-1000.00		-1000.00		0.00		67.0499513502		0.9997703476		-0.0845963214		-0.0000016831		1		0.0009939589		0.0009956421

		2		react		1		1		7.00		14.97		10.0		1.00E-03		1.28E-03		1.28E-03		0.00E+00		4.99E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.60E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.77E-04		9.95E-04		3.66E-07		4.95E-04		3.87E-06		1.78E-07		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.04E-07		3.07E-08		-1.48		-0.68		-1000.00		-2.29		-1.91		-150.10		-1000.00		-1000.00		0.00		67.0499513502		0.9997703476		-0.0845963214		-0.0000016831		1		0.0009939589		0.0009956421

		3		react		1		1		8.14		13.83		10.0		1.52E-03		1.54E-03		1.54E-03		0.00E+00		7.60E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.60E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.96E-05		1.49E-03		7.79E-06		7.46E-04		8.42E-06		5.31E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		7.57E-09		4.29E-07		0.00		-0.68		-1000.00		-3.26		-1.91		-151.07		-1000.00		-1000.00		0.00		100.3259816513		0.999802561		-0.0560519861		-0.0000016831		0.9999955301		0.0015005653		0.0015022484

		4		react		1		1		6.98		14.99		10.0		9.90E-04		1.28E-03		1.28E-03		0.00E+00		4.99E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		1.00E-05		3.60E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.87E-04		9.85E-04		3.47E-07		4.95E-04		3.84E-06		1.68E-07		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.09E-07		2.93E-08		-1.50		-0.68		-1000.00		-2.27		-1.91		-150.09		-1000.00		-1000.00		0.00		67.2670462512		0.9997702536		-0.0845910369		-0.0000016831		1.0000001795		0.0009940209		0.000995704

		4		react		1		2		6.82		15.15		10.0		9.00E-04		1.28E-03		1.28E-03		0.00E+00		4.99E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		1.00E-04		3.60E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		3.77E-04		8.96E-04		2.18E-07		4.95E-04		3.49E-06		1.06E-07		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.57E-07		2.03E-08		-1.70		-0.68		-1000.00		-2.16		-1.91		-149.97		-1000.00		-1000.00		0.00		69.2209539866		0.9997694074		-0.0845470567		-0.0000016831		1.0000017967		0.0009945368		0.0009962199

		5		react		1		1		7.52		10.55		60.0		1.43E-03		1.49E-03		1.49E-03		0.00E+00		7.13E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.60E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		7.79E-05		1.39E-03		3.85E-06		6.92E-04		1.31E-05		7.78E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		3.19E-08		3.36E-06		0.00		-0.38		-1000.00		-2.34		-0.71		-125.66		-1000.00		-1000.00		0.00		260.7568646852		0.9832816729		-0.0601918948		-0.0000016831		0.9999963467		0.0013972997		0.0013989828

		5		react		1		2		7.25		8.99		90.0		1.27E-03		1.41E-03		1.41E-03		0.00E+00		6.37E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.60E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.57E-04		1.23E-03		1.89E-06		6.16E-04		1.25E-05		8.54E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		5.92E-08		7.40E-06		-0.00		-0.33		-1000.00		-1.88		-0.16		-114.09		-1000.00		-1000.00		0.00		344.9164026593		0.965390097		-0.0676202158		-0.0000016831		0.9999977007		0.0012437072		0.0012453903































































































































































































































































































































































































































































































































































































































phreeqc.out

		------------------------------------

		Reading input data for simulation 1.

		------------------------------------

				PRINT 

						alkalinity				true     								# prints species that contribute to alkalinity. Default: false 

				SELECTED_OUTPUT

						file				selected.out.txt								# file name for tabulated output

						reset				false    								# overwrites the default true values

						simulation				true     								# prints simulation number

						state				true     								# prints the type of calculation performed

						solution				true  								# prints solution number

						step				true  								# prints reaction step number for batch-reaction 

						ph				true  								# prints pH

						pe				true  								# prints pe

						temperature				true  								# prints temperature (Celsius). 

						alkalinity				true  								# prints alkalinity (eq/kgw) 

						totals				C  C(4) C(-4)  Ca Mg Fe Fe(2) Fe(3) Mn Mn(2) Mn(3)  S S(6) S(-2) P Na Cl                								# element total concentration (mol/kgw) (name from 1st column under _MASTER_SPECIES)

						molalities				O2  Ntg  CH4  H2S  [N-3]H3  CO2  HCO3-  CO3-2   Ca+2  CaHCO3+  CaCO3  CaSO4  Mg+2  MgHCO3+ MgCO3 MgSO4 SO4-2 H+ OH- 								# species concentration (mol/kgw) (name follows =-sign under SPECIES)

						saturation_indices				Calcite  O2(g)  Ntg(g)  CO2(g)  H2O(g)  CH4(g)  H2S(g)  [N-3]H3(g)								# SI-values for PHASES

				USER_PUNCH

						headings				Ion_Str  Conduct  Rho   Charge_Err   Charge_Bal   TotWat  Cation  Anion 

						start

								10		PUNCH MU

								20		PUNCH SC

								25		PUNCH RHO

								30		PUNCH PERCENT_ERROR

								40		PUNCH CHARGE_BALANCE 										# equal to TOTMOLE("charge")

								50		PUNCH TOT("water")

								60		PUNCH CALC_VALUE("Anion") + TOT("charge")										# Cation = Anion + ChargeBalans

								70		PUNCH CALC_VALUE("Anion") 

						end

				CALCULATE_VALUES 						# declaration of procedures (functions)

				Anion						# Calculate Anion concentration from Charge Balance (=Cat-An) and Error (=(Cat-An)/(Cat+An)) 

						start

								10		DELTA = TOT("charge")										# Charge Balance as Concentration (equal to CHARGE_BALANCE / TOT("water")  )

								20		ERROR = PERCENT_ERROR/100										# Error as Fraction

								30		AN = (DELTA/ERROR - DELTA)/2										# Calculate by substitution

								40		SAVE AN										# Algorithm less reliable at very small ERROR value

						end

				SOLUTION				1

						units 				mg/kgs

						redox				O(-2)/O(0)						#  if O2>0 then "O(-2)/O(0)" else if CH4>0 then "C(-4)/C(4)" else "pe"

						density 				1

						water    				1

						pe				4						#  if pe = empty then pe = 4

						temp		10

						O(0)		1		O2(g)		-0.6778				# SI = log(pa)

						Ca		20

						Mg		0

						Na		0

						K		0

						Fe		0

						Mn		0

						[N-3]		0		as NH4

						Al		0		ug/kgs

						Ba		0		ug/kgs

						Cd		0		ug/kgs

						Cu		0		ug/kgs

						Pb		0		ug/kgs

						Li		0		ug/kgs

						Sr		0		ug/kgs

						Zn		0		ug/kgs

						Alkalinity		61		as HCO3						# default Alkalinity = 0.001 to avoid pH=7 (default of PHREEQC ) with given CO2 

						Cl		0

						N(+5)		0		as NO3

						S(+6)		0		as SO4

						F 		0

						Br		0

						P 		0		as PO4

						N(+3)		0		as NO2

						Si		0		as Si

						B		0		ug/kgs as B

				END		# Simulation 1

		-------------------------------------------

		Beginning of initial solution calculations.

		-------------------------------------------

		Initial solution 1.

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				Alkalinity       9.998e-004  9.998e-004

				Ca               4.990e-004  4.990e-004

				O(0)             7.197e-004  7.197e-004  Equilibrium with O2(g)

		----------------------------Description of solution----------------------------

		                                       pH  =   7.000    

		                                       pe  =   4.000    

		       Specific Conductance (uS/cm, 10 oC) = 67

		                          Density (g/cm3)  =   0.99977

		                               Volume (L)  =   1.00040

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.490e-003

		                       Mass of water (kg)  =  1.000e+000

		                    Total carbon (mol/kg)  =  1.277e-003

		                       Total CO2 (mol/kg)  =  1.277e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -1.683e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.08

		                               Iterations  =   7

		                                  Total H  = 1.110134e+002

		                                  Total O  = 5.551049e+001

		---------------------------------Redox couples---------------------------------

				Redox couple             pe  Eh (volts)

				O(-2)/O(0)          14.9676      0.8409

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.041e-007  1.000e-007    -6.983    -7.000    -0.017      0.00

		   OH-            3.069e-008  2.942e-008    -7.513    -7.531    -0.018     -5.01

		   H2O            5.551e+001  1.000e+000     1.744    -0.000     0.000     18.02

		C(4)         1.277e-003

		   HCO3-          9.949e-004  9.545e-004    -3.002    -3.020    -0.018     23.12

		   CO2            2.773e-004  2.774e-004    -3.557    -3.557     0.000     33.63

		   CaHCO3+        3.875e-006  3.718e-006    -5.412    -5.430    -0.018      8.94

		   CO3-2          3.663e-007  3.104e-007    -6.436    -6.508    -0.072     -7.46

		   CaCO3          1.778e-007  1.778e-007    -6.750    -6.750     0.000    -14.66

		Ca           4.990e-004

		   Ca+2           4.950e-004  4.193e-004    -3.305    -3.377    -0.072    -18.42

		   CaHCO3+        3.875e-006  3.718e-006    -5.412    -5.430    -0.018      8.94

		   CaCO3          1.778e-007  1.778e-007    -6.750    -6.750     0.000    -14.66

		   CaOH+          7.257e-010  6.958e-010    -9.139    -9.157    -0.018     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.017   -47.017     0.000     28.63

		O(0)         7.197e-004

		   O2             3.599e-004  3.600e-004    -3.444    -3.444     0.000     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  9.998e-004

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            9.949e-004  9.949e-004      1.00

				CaHCO3+          3.875e-006  3.875e-006      1.00

				CO3-2            7.327e-007  3.663e-007      2.00

				CaCO3            3.556e-007  1.778e-007      2.00

				H+              -1.041e-007  1.041e-007     -1.00

				OH-              3.069e-008  3.069e-008      1.00

				CaOH+            7.257e-010  7.257e-010      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -1.63     -9.89   -8.26  CaCO3

				Calcite          -1.48     -9.89   -8.41  CaCO3

				CO2(g)           -2.29     -3.56   -1.27  CO2

				H2(g)           -43.96    -47.02   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.68     -3.44   -2.77  O2		 Pressure   0.2 atm, phi 1.000

				Vaterite         -2.08     -9.89   -7.80  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 2.

		------------------------------------

				TITLE		Simulation for calculating pe (redox equilibrium)

				USE solution 1

				EQUILIBRIUM_PHASE												# dummy to start final calculation, with identical water quality

				SAVE SOLUTION 1

				END		# Simulation 2

		-----

		TITLE

		-----

				Simulation for calculating pe (redox equilibrium)

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 1.

		Using pure phase assemblage 1.

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                1.277e-003  1.277e-003

				Ca               4.990e-004  4.990e-004

		----------------------------Description of solution----------------------------

		                                       pH  =   7.000      Charge balance

		                                       pe  =  14.968      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 67

		                          Density (g/cm3)  =   0.99977

		                               Volume (L)  =   1.00040

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.490e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  9.998e-004

		                       Total CO2 (mol/kg)  =  1.277e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -1.683e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.08

		                               Iterations  =  24

		                                  Total H  = 1.110134e+002

		                                  Total O  = 5.551049e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.041e-007  1.000e-007    -6.983    -7.000    -0.017      0.00

		   OH-            3.069e-008  2.942e-008    -7.513    -7.531    -0.018     -5.01

		   H2O            5.551e+001  1.000e+000     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -152.808  -152.807     0.000     32.22

		C(4)         1.277e-003

		   HCO3-          9.949e-004  9.545e-004    -3.002    -3.020    -0.018     23.12

		   CO2            2.773e-004  2.774e-004    -3.557    -3.557     0.000     33.63

		   CaHCO3+        3.875e-006  3.718e-006    -5.412    -5.430    -0.018      8.94

		   CO3-2          3.663e-007  3.104e-007    -6.436    -6.508    -0.072     -7.46

		   CaCO3          1.778e-007  1.778e-007    -6.750    -6.750     0.000    -14.66

		Ca           4.990e-004

		   Ca+2           4.950e-004  4.193e-004    -3.305    -3.377    -0.072    -18.42

		   CaHCO3+        3.875e-006  3.718e-006    -5.412    -5.430    -0.018      8.94

		   CaCO3          1.778e-007  1.778e-007    -6.750    -6.750     0.000    -14.66

		   CaOH+          7.257e-010  6.958e-010    -9.139    -9.157    -0.018     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.017   -47.017     0.000     28.63

		O(0)         7.197e-004

		   O2             3.599e-004  3.600e-004    -3.444    -3.444     0.000     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  9.998e-004

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            9.949e-004  9.949e-004      1.00

				CaHCO3+          3.875e-006  3.875e-006      1.00

				CO3-2            7.327e-007  3.663e-007      2.00

				CaCO3            3.556e-007  1.778e-007      2.00

				H+              -1.041e-007  1.041e-007     -1.00

				OH-              3.069e-008  3.069e-008      1.00

				CaOH+            7.257e-010  7.257e-010      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -1.63     -9.89   -8.26  CaCO3

				Calcite          -1.48     -9.89   -8.41  CaCO3

				CH4(g)         -150.10   -152.81   -2.71  CH4

				CO2(g)           -2.29     -3.56   -1.27  CO2

				H2(g)           -43.96    -47.02   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.68     -3.44   -2.77  O2

				Vaterite         -2.08     -9.89   -7.80  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 3.

		------------------------------------

				TITLE		Simulation for calculating CalciumCarbonate Precipitation Potential

				USE solution 1

				EQUILIBRIUM_PHASE

						Calcite

				END		# Simulation 3

		-----

		TITLE

		-----

				Simulation for calculating CalciumCarbonate Precipitation Potential

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 1.		Solution after simulation 2.

		Using pure phase assemblage 1.

		-------------------------------Phase assemblage--------------------------------

		                                                      Moles in assemblage

		Phase               SI  log IAP  log K(T, P)   Initial       Final       Delta

		Calcite          -0.00    -8.41     -8.41   1.000e+001  1.000e+001 -2.608e-004

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                1.537e-003  1.537e-003

				Ca               7.598e-004  7.598e-004

		----------------------------Description of solution----------------------------

		                                       pH  =   8.142      Charge balance

		                                       pe  =  13.826      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 100

		                          Density (g/cm3)  =   0.99980

		                               Volume (L)  =   1.00040

		                        Activity of water  =   1.000

		                           Ionic strength  =  2.255e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  1.521e-003

		                       Total CO2 (mol/kg)  =  1.537e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -1.683e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =   5

		                                  Total H  = 1.110134e+002

		                                  Total O  = 5.551127e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            4.293e-007  4.077e-007    -6.367    -6.390    -0.022     -5.00

		   H+             7.568e-009  7.215e-009    -8.121    -8.142    -0.021      0.00

		   H2O            5.551e+001  1.000e+000     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -153.779  -153.779     0.000     32.22

		C(4)         1.537e-003

		   HCO3-          1.486e-003  1.413e-003    -2.828    -2.850    -0.022     23.13

		   CO2            2.962e-005  2.964e-005    -4.528    -4.528     0.000     33.63

		   CaHCO3+        8.421e-006  8.011e-006    -5.075    -5.096    -0.022      8.94

		   CO3-2          7.788e-006  6.370e-006    -5.109    -5.196    -0.087     -7.43

		   CaCO3          5.308e-006  5.311e-006    -5.275    -5.275     0.000    -14.66

		Ca           7.598e-004

		   Ca+2           7.461e-004  6.101e-004    -3.127    -3.215    -0.087    -18.39

		   CaHCO3+        8.421e-006  8.011e-006    -5.075    -5.096    -0.022      8.94

		   CaCO3          5.308e-006  5.311e-006    -5.275    -5.275     0.000    -14.66

		   CaOH+          1.477e-008  1.403e-008    -7.831    -7.853    -0.022     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.017   -47.017     0.000     28.63

		O(0)         7.197e-004

		   O2             3.599e-004  3.601e-004    -3.444    -3.444     0.000     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  1.521e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.486e-003  1.486e-003      1.00

				CO3-2            1.558e-005  7.788e-006      2.00

				CaCO3            1.062e-005  5.308e-006      2.00

				CaHCO3+          8.421e-006  8.421e-006      1.00

				OH-              4.293e-007  4.293e-007      1.00

				CaOH+            1.477e-008  1.477e-008      1.00

				H+              -7.568e-009  7.568e-009     -1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -151.07   -153.78   -2.71  CH4

				CO2(g)           -3.26     -4.53   -1.27  CO2

				H2(g)           -43.96    -47.02   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.68     -3.44   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 4.

		------------------------------------

				TITLE		Simulation for calculating Buffer Capacity (dpH after 0.01 mmol/kgw HCl) and pH stability (dpH after 0.1 mmol/kgw HCl)

				USE solution 1

				REACTION

						HCl

						0.01   0.10  millimoles										# solution composition after 2 dosing steps

						INCREMENTAL_REACTIONS false

				END		# Simulation 4

		-----

		TITLE

		-----

				Simulation for calculating Buffer Capacity (dpH after 0.01 mmol/kgw HCl) and pH stability (dpH after 0.1 mmol/kgw HCl)

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 1.		Solution after simulation 2.

		Using reaction 1.

		Reaction 1.

				 1.000e-005 moles of the following reaction have been added:

				                 Relative

				Reactant            moles

				HCl                  1.00000

				                 Relative

				Element             moles

				Cl                   1.00000

				H                    1.00000

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                1.277e-003  1.277e-003

				Ca               4.990e-004  4.990e-004

				Cl               1.000e-005  1.000e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   6.980      Charge balance

		                                       pe  =  14.987      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 67

		                          Density (g/cm3)  =   0.99977

		                               Volume (L)  =   1.00040

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.490e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  9.898e-004

		                       Total CO2 (mol/kg)  =  1.277e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -1.683e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.08

		                               Iterations  =   3

		                                  Total H  = 1.110134e+002

		                                  Total O  = 5.551049e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.089e-007  1.046e-007    -6.963    -6.980    -0.017      0.00

		   OH-            2.933e-008  2.811e-008    -7.533    -7.551    -0.018     -5.01

		   H2O            5.551e+001  1.000e+000     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -152.792  -152.792     0.000     32.22

		C(4)         1.277e-003

		   HCO3-          9.850e-004  9.450e-004    -3.007    -3.025    -0.018     23.12

		   CO2            2.873e-004  2.874e-004    -3.542    -3.542     0.000     33.63

		   CaHCO3+        3.836e-006  3.682e-006    -5.416    -5.434    -0.018      8.94

		   CO3-2          3.466e-007  2.937e-007    -6.460    -6.532    -0.072     -7.46

		   CaCO3          1.682e-007  1.683e-007    -6.774    -6.774     0.000    -14.66

		Ca           4.990e-004

		   Ca+2           4.950e-004  4.193e-004    -3.305    -3.377    -0.072    -18.42

		   CaHCO3+        3.836e-006  3.682e-006    -5.416    -5.434    -0.018      8.94

		   CaCO3          1.682e-007  1.683e-007    -6.774    -6.774     0.000    -14.66

		   CaOH+          6.937e-010  6.651e-010    -9.159    -9.177    -0.018     (0)  

		Cl           1.000e-005

		   Cl-            1.000e-005  9.586e-006    -5.000    -5.018    -0.018     17.37

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.017   -47.017     0.000     28.63

		O(0)         7.197e-004

		   O2             3.599e-004  3.600e-004    -3.444    -3.444     0.000     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  9.898e-004

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            9.850e-004  9.850e-004      1.00

				CaHCO3+          3.836e-006  3.836e-006      1.00

				CO3-2            6.933e-007  3.466e-007      2.00

				CaCO3            3.365e-007  1.682e-007      2.00

				H+              -1.089e-007  1.089e-007     -1.00

				OH-              2.933e-008  2.933e-008      1.00

				CaOH+            6.937e-010  6.937e-010      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -1.65     -9.91   -8.26  CaCO3

				Calcite          -1.50     -9.91   -8.41  CaCO3

				CH4(g)         -150.09   -152.79   -2.71  CH4

				CO2(g)           -2.27     -3.54   -1.27  CO2

				H2(g)           -43.96    -47.02   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.68     -3.44   -2.77  O2

				Vaterite         -2.11     -9.91   -7.80  CaCO3

		Reaction step 2.

		Using solution 1.		Solution after simulation 2.

		Using reaction 1.

		Reaction 1.

				 1.000e-004 moles of the following reaction have been added:

				                 Relative

				Reactant            moles

				HCl                  1.00000

				                 Relative

				Element             moles

				Cl                   1.00000

				H                    1.00000

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                1.277e-003  1.277e-003

				Ca               4.990e-004  4.990e-004

				Cl               1.000e-004  1.000e-004

		----------------------------Description of solution----------------------------

		                                       pH  =   6.821      Charge balance

		                                       pe  =  15.147      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 69

		                          Density (g/cm3)  =   0.99977

		                               Volume (L)  =   1.00040

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.491e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  8.998e-004

		                       Total CO2 (mol/kg)  =  1.277e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -1.683e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.08

		                               Iterations  =   4

		                                  Total H  = 1.110135e+002

		                                  Total O  = 5.551049e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.571e-007  1.510e-007    -6.804    -6.821    -0.017      0.00

		   OH-            2.032e-008  1.948e-008    -7.692    -7.710    -0.018     -5.01

		   H2O            5.551e+001  1.000e+000     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -152.674  -152.674     0.000     32.22

		C(4)         1.277e-003

		   HCO3-          8.958e-004  8.594e-004    -3.048    -3.066    -0.018     23.12

		   CO2            3.770e-004  3.772e-004    -3.424    -3.423     0.000     33.63

		   CaHCO3+        3.492e-006  3.351e-006    -5.457    -5.475    -0.018      8.94

		   CO3-2          2.184e-007  1.851e-007    -6.661    -6.733    -0.072     -7.46

		   CaCO3          1.061e-007  1.061e-007    -6.974    -6.974     0.000    -14.66

		Ca           4.990e-004

		   Ca+2           4.954e-004  4.197e-004    -3.305    -3.377    -0.072    -18.42

		   CaHCO3+        3.492e-006  3.351e-006    -5.457    -5.475    -0.018      8.94

		   CaCO3          1.061e-007  1.061e-007    -6.974    -6.974     0.000    -14.66

		   CaOH+          4.810e-010  4.612e-010    -9.318    -9.336    -0.018     (0)  

		Cl           1.000e-004

		   Cl-            1.000e-004  9.586e-005    -4.000    -4.018    -0.018     17.37

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.017   -47.017     0.000     28.63

		O(0)         7.197e-004

		   O2             3.599e-004  3.600e-004    -3.444    -3.444     0.000     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  8.998e-004

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            8.958e-004  8.958e-004      1.00

				CaHCO3+          3.492e-006  3.492e-006      1.00

				CO3-2            4.369e-007  2.184e-007      2.00

				CaCO3            2.122e-007  1.061e-007      2.00

				H+              -1.571e-007  1.571e-007     -1.00

				OH-              2.032e-008  2.032e-008      1.00

				CaOH+            4.810e-010  4.810e-010      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -1.85    -10.11   -8.26  CaCO3

				Calcite          -1.70    -10.11   -8.41  CaCO3

				CH4(g)         -149.97   -152.67   -2.71  CH4

				CO2(g)           -2.16     -3.42   -1.27  CO2

				H2(g)           -43.96    -47.02   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.68     -3.44   -2.77  O2

				Vaterite         -2.31    -10.11   -7.80  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 5.

		------------------------------------

				TITLE		Simulation for calculating CalciumCarbonate Precipitation Potential at 60 and 90 C

				USE solution 1

				REACTION_TEMPERATURE 

						60  90 										# solution composition is calculated for the 2 listed temperatures (C) 

				EQUILIBRIUM_PHASE

						Calcite

				END		# Simulation 5										# last END is optional (EndOfFile=END)

		-----

		TITLE

		-----

				Simulation for calculating CalciumCarbonate Precipitation Potential at 60 and 90 C

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 1.		Solution after simulation 2.

		Using pure phase assemblage 1.

		Using temperature 1.

		-------------------------------Phase assemblage--------------------------------

		                                                      Moles in assemblage

		Phase               SI  log IAP  log K(T, P)   Initial       Final       Delta

		Calcite           0.00    -8.76     -8.76   1.000e+001  1.000e+001 -2.139e-004

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                1.491e-003  1.491e-003

				Ca               7.130e-004  7.130e-004

		----------------------------Description of solution----------------------------

		                                       pH  =   7.518      Charge balance

		                                       pe  =  10.546      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 60 oC) = 260

		                          Density (g/cm3)  =   0.98328

		                               Volume (L)  =   1.01721

		                        Activity of water  =   1.000

		                           Ionic strength  =  2.094e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  1.428e-003

		                       Total CO2 (mol/kg)  =  1.491e-003

		                      Temperature (deg C)  =  60.00

		                  Electrical balance (eq)  = -1.683e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  40

		                                  Total H  = 1.110134e+002

		                                  Total O  = 5.551113e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            3.361e-006  3.182e-006    -5.474    -5.497    -0.024     -3.93

		   H+             3.191e-008  3.034e-008    -7.496    -7.518    -0.022      0.00

		   H2O            5.551e+001  1.000e+000     1.744    -0.000     0.000     18.32

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -128.686  -128.685     0.000     32.22

		C(4)         1.491e-003

		   HCO3-          1.388e-003  1.316e-003    -2.858    -2.881    -0.023     25.86

		   CO2            7.787e-005  7.791e-005    -4.109    -4.108     0.000     23.63

		   CaHCO3+        1.315e-005  1.247e-005    -4.881    -4.904    -0.023     10.44

		   CaCO3          7.785e-006  7.788e-006    -5.109    -5.109     0.000    -14.51

		   CO3-2          3.853e-006  3.115e-006    -5.414    -5.506    -0.092     -7.23

		Ca           7.130e-004

		   Ca+2           6.921e-004  5.593e-004    -3.160    -3.252    -0.092    -18.31

		   CaHCO3+        1.315e-005  1.247e-005    -4.881    -4.904    -0.023     10.44

		   CaCO3          7.785e-006  7.788e-006    -5.109    -5.109     0.000    -14.51

		   CaOH+          3.230e-009  3.060e-009    -8.491    -8.514    -0.024     (0)  

		H(0)         7.709e-040

		   H2             3.854e-040  3.856e-040   -39.414   -39.414     0.000     28.58

		O(0)         7.197e-004

		   O2             3.599e-004  3.600e-004    -3.444    -3.444     0.000     32.38

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  1.428e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.388e-003  1.388e-003      1.00

				CaCO3            1.557e-005  7.785e-006      2.00

				CaHCO3+          1.315e-005  1.315e-005      1.00

				CO3-2            7.706e-006  3.853e-006      2.00

				OH-              3.361e-006  3.361e-006      1.00

				H+              -3.191e-008  3.191e-008     -1.00

				CaOH+            3.230e-009  3.230e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(333 K,   1 atm)

				Aragonite        -0.12     -8.76   -8.64  CaCO3

				Calcite           0.00     -8.76   -8.76  CaCO3

				CH4(g)         -125.66   -128.69   -3.02  CH4

				CO2(g)           -2.34     -4.11   -1.77  CO2

				H2(g)           -36.27    -39.41   -3.14  H2

				H2O(g)           -0.71     -0.00    0.71  H2O

				O2(g)            -0.38     -3.44   -3.06  O2

				Vaterite         -0.48     -8.76   -8.28  CaCO3

		Reaction step 2.

		Using solution 1.		Solution after simulation 2.

		Using pure phase assemblage 1.

		Using temperature 1.

		-------------------------------Phase assemblage--------------------------------

		                                                      Moles in assemblage

		Phase               SI  log IAP  log K(T, P)   Initial       Final       Delta

		Calcite          -0.00    -9.12     -9.12   1.000e+001  1.000e+001 -1.376e-004

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                1.414e-003  1.414e-003

				Ca               6.366e-004  6.366e-004

		----------------------------Description of solution----------------------------

		                                       pH  =   7.250      Charge balance

		                                       pe  =   8.988      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 90 oC) = 344

		                          Density (g/cm3)  =   0.96539

		                               Volume (L)  =   1.03605

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.862e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  1.275e-003

		                       Total CO2 (mol/kg)  =  1.414e-003

		                      Temperature (deg C)  =  90.00

		                  Electrical balance (eq)  = -1.683e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.07

		                               Iterations  =  56

		                                  Total H  = 1.110134e+002

		                                  Total O  = 5.551090e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            7.396e-006  6.998e-006    -5.131    -5.155    -0.024     -5.19

		   H+             5.922e-008  5.626e-008    -7.228    -7.250    -0.022      0.00

		   H2O            5.551e+001  1.000e+000     1.744    -0.000     0.000     18.66

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -117.159  -117.159     0.000     32.22

		C(4)         1.414e-003

		   HCO3-          1.234e-003  1.169e-003    -2.909    -2.932    -0.023     25.22

		   CO2            1.571e-004  1.571e-004    -3.804    -3.804     0.000     21.33

		   CaHCO3+        1.247e-005  1.182e-005    -4.904    -4.927    -0.023     10.57

		   CaCO3          8.535e-006  8.539e-006    -5.069    -5.069     0.000    -14.45

		   CO3-2          1.890e-006  1.523e-006    -5.724    -5.817    -0.094    -13.85

		Ca           6.366e-004

		   Ca+2           6.156e-004  4.960e-004    -3.211    -3.304    -0.094    -19.25

		   CaHCO3+        1.247e-005  1.182e-005    -4.904    -4.927    -0.023     10.57

		   CaCO3          8.535e-006  8.539e-006    -5.069    -5.069     0.000    -14.45

		   CaOH+          1.546e-009  1.463e-009    -8.811    -8.835    -0.024     (0)  

		H(0)         2.779e-036

		   H2             1.389e-036  1.390e-036   -35.857   -35.857     0.000     28.57

		O(0)         7.197e-004

		   O2             3.599e-004  3.600e-004    -3.444    -3.444     0.000     33.54

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  1.275e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.234e-003  1.234e-003      1.00

				CaCO3            1.707e-005  8.535e-006      2.00

				CaHCO3+          1.247e-005  1.247e-005      1.00

				OH-              7.396e-006  7.396e-006      1.00

				CO3-2            3.779e-006  1.890e-006      2.00

				H+              -5.922e-008  5.922e-008     -1.00

				CaOH+            1.546e-009  1.546e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(363 K,   1 atm)

				Aragonite        -0.11     -9.12   -9.02  CaCO3

				Calcite          -0.00     -9.12   -9.12  CaCO3

				CH4(g)         -114.09   -117.16   -3.07  CH4

				CO2(g)           -1.88     -3.80   -1.92  CO2

				H2(g)           -32.74    -35.86   -3.12  H2

				H2O(g)           -0.16     -0.00    0.16  H2O

				O2(g)            -0.33     -3.44   -3.11  O2

				Vaterite         -0.43     -9.12   -8.70  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 6.

		------------------------------------

		--------------------------------

		End of Run after 24.571 Seconds.

		--------------------------------





Messages









Database

		#  stimela.dat (version 2013-10-15)

		#  under development by Peter de Moel (Omnisys) for Stimela platform at Delft University of Technology

		#  based on: phreeqc.dat (file date 2013-06-03, as part of Phreeqc Interactive 3.0.6-7757)

		#  Stimela is focussed on modelling for water and waste water treatment 

		#  list of modifications: 

		#  added [Fe+2] and [Mn+2] (with master species [Fe+2]+2 and [Mn+2]+2) for redox-uncoupled models with Fe+2 and/or Mn+2

		#  added [N-3] (with master species [N-3]H4+) as alternative for redox-uncoupled Amm (with master species AmmH+)

		#  added [C-4] and [S-2] (with master species [C-4]H4 and H2[S-2]) as alternatives for redox-uncoupled Mtg and Sg)

		#  added species H3PO4 (included in DIN 38404-10 (Dezember 2012)) 

		#  added solid Vaterite (CaCO3) (included in Standard Methods 2330 (2010))

		#  end of list of modifications 

		# PHREEQC.DAT for calculating pressure dependence of reactions, with

		#   molal volumina of aqueous species and of minerals, and

		#   critical temperatures and pressures of gases used in Peng-Robinson's EOS.

		# Details are given at the end of this file.

		SOLUTION_MASTER_SPECIES

		#

		#element		species		alk		gfw_formula		element_gfw

		#

		H				H+		-1.0		H				1.008

		H(0)				H2		0.0		H

		H(1)				H+		-1.0		0.0

		E				e-		0.0		0.0				0.0

		O				H2O		0.0		O				16.0

		O(0)				O2		0.0		O

		O(-2)				H2O		0.0		0.0

		Ca				Ca+2		0.0		Ca				40.08

		Mg				Mg+2		0.0		Mg				24.312

		Na				Na+		0.0		Na				22.9898

		K				K+		0.0		K				39.102

		Fe				Fe+2		0.0		Fe				55.847

		Fe(+2)				Fe+2		0.0		Fe

		Fe(+3)				Fe+3		-2.0		Fe

		Mn				Mn+2		0.0		Mn				54.938

		Mn(+2)				Mn+2		0.0		Mn

		Mn(+3)				Mn+3		0.0		Mn

		Al				Al+3		0.0		Al				26.9815

		Ba				Ba+2		0.0		Ba				137.34

		Sr				Sr+2		0.0		Sr				87.62

		Si				H4SiO4		0.0		SiO2				28.0843

		Cl				Cl-		0.0		Cl				35.453

		C				CO3-2		2.0		HCO3				12.0111

		C(+4)				CO3-2		2.0		HCO3

		C(-4)				CH4		0.0		CH4

		Alkalinity		CO3-2		1.0		Ca0.5(CO3)0.5		50.05

		S				SO4-2		0.0		SO4				32.064

		S(6)				SO4-2		0.0		SO4

		S(-2)				HS-		1.0		S

		N				NO3-		0.0		N				14.0067

		N(+5)				NO3-		0.0		N

		N(+3)				NO2-		0.0		N

		N(0)				N2		0.0		N

		N(-3)				NH4+		0.0     N

		#Amm				AmmH+		0.0		AmmH				17.0

		# begin modification stimela.dat 

		# added redox-uncoupled (inert) elements [N-3], [Fe+2] and [Mn+2]

		[N-3]				[N-3]H4+		0.0		NH4				14.0067

		[Fe+2]				[Fe+2]+2		0.0		Fe				55.847

		[Mn+2]				[Mn+2]+2		0.0		Mn				54.938

		# end modification stimela.dat

		B				H3BO3		0.0		B				10.81

		P				PO4-3		2.0		P				30.9738

		F				F-		0.0		F				18.9984

		Li				Li+		0.0		Li				6.939

		Br				Br-		0.0		Br				79.904

		Zn				Zn+2		0.0		Zn				65.37

		Cd				Cd+2		0.0		Cd				112.4

		Pb				Pb+2		0.0		Pb				207.19

		Cu				Cu+2		0.0		Cu				63.546

		Cu(+2)				Cu+2		0.0		Cu

		Cu(+1)				Cu+1		0.0		Cu

		# redox-uncoupled gases

		Hdg				Hdg		0		Hdg		2.016 # H2 gas

		Oxg				Oxg		0		Oxg		32 # Oxygen gas

		Mtg				Mtg		0.0		Mtg		16.032 # CH4 gas

		Sg				H2Sg		1.0		H2Sg		34.08

		Ntg				Ntg		0		Ntg		28.0134 # N2 gas

		# begin modification stimela.dat 

		# redox_uncoupled elements Amm ( = [N-3]H3 ), Mtg  and Sg  will confuse novice users / students

		# notation as [C-4] and [S-2] for redox-uncoupled (inert) elements Mtg and Sg

		[C-4]				[C-4]H4		0.0		CH4				12.0111				# CH4 gas

		[S-2]				H2[S-2]		1.0		H2S				34.08				# H2S gas

		# uniform notation omitted for Oxg, Hdg and Ntg, to keep compliance with phreeqc.dat   

		# end modification stimela.dat

		SOLUTION_SPECIES

		H+ = H+

				-gamma		9.0		0.0

				-dw		 9.31e-9

		e- = e-

		H2O = H2O

		Ca+2 = Ca+2

				-gamma		5.0		0.1650

		#		-gamma		4.5		0.23 # anhydrite in NaCl solutions, Freyer and Voigt, 2004, GCA 68, 307

				-dw		 0.793e-9

				-Vm  -0.3456  -7.252  6.149  -2.479  1.239  5  1.60  -57.1  -6.12e-3  1 # supcrt modified

		Mg+2 = Mg+2

				-gamma		5.5		0.20

				-dw		 0.705e-9

				-Vm  -1.410  -8.6  11.13  -2.39  1.332  5.5  1.29  -32.9  -5.86e-3  1 # supcrt modified

		Na+ = Na+

				-gamma		4.0		 0.075

				-gamma		4.08 0.082 # halite solubility

				-dw		 1.33e-9

				-Vm  1.403  -2.285  4.419  -2.726  -5.125e-5  4.0  0.162  47.67  -3.09e-3  0.725 # supcrt modified

		# for calculating densities (rho) when I > 3...

		#		-Vm  1.403  -2.285  4.419  -2.726  -5.125e-5  2.0  0.162  47.67  -3.09e-3  0.4

		K+ = K+

				-gamma		3.5		0.015

				-dw		 1.96e-9

				-Vm  3.322  -1.473  6.534  -2.712  9.06e-2  3.5  0  29.7  0  1 # supcrt modified

		Fe+2 = Fe+2

				-gamma		6.0		0.0

				-dw		 0.719e-9

				-Vm  -0.3255  -9.687  1.536  -2.379  0.3033  5.5  -4.21e-2  37.96  0  1 # supcrt modified

		Mn+2 = Mn+2

				-gamma		6.0		0.0

				-dw		 0.688e-9

				-Vm  -.1016  -8.0295  8.9060  -2.4471  1.4006 6 # supcrt

		Al+3 = Al+3

				-gamma		9.0		0.0

				-dw		 0.559e-9

				-Vm  -3.3404  -17.1108  14.9917  -2.0716  2.8711 9 # supcrt

		Ba+2 = Ba+2

				-gamma  5.0  0

				-gamma		4.0  0.153 # Barite solubility

				-dw 0.848e-9

				-Vm  2.063  -10.06  1.9534  -2.36  0.4218  5  1.58  -12.03  -8.35e-3  1 # supcrt modified

		Sr+2 = Sr+2

				-dw		 0.794e-9

				-gamma		5.260		0.121

				-Vm  -1.57e-2  -10.15  10.18  -2.36  0.860  5.26  0.859  -27.0  -4.1e-3  1.97 # supcrt modified

		H4SiO4 = H4SiO4

				-dw		 1.10e-9

				-Vm  10.5  1.7  20  -2.7  0.1291 # supcrt + 2*H2O in a1

		Cl- = Cl-

				-gamma		3.5		  0.015

				-gamma		3.63  0.017 # cf. pitzer.dat

				-dw		 2.03e-9

				-Vm  4.465  4.801  4.325  -2.847  1.748  0  -0.331  20.16  0  1 # supcrt modified

		CO3-2 = CO3-2

				-gamma		5.4		0.0

				-dw		 0.955e-9

				-Vm  6.95  0  0  -5.98  8.32  0  -0.115  167  -0.026  1 # supcrt modified

		SO4-2 = SO4-2

				-gamma		5.0		-0.04

				-dw		 1.07e-9

				-Vm  8.0  2.51  -42.5 5.41  4.23 0 0 0 0 1 # supcrt modified

		NO3- = NO3-

				-gamma		3.0		0.0

				-dw		 1.9e-9

				-Vm  6.392  6.78  0  -3.06  0.449  0  0.80  0  -1.05e-2  1 # supcrt modified

		#AmmH+ = AmmH+

		#		-gamma		2.5		0.0

		#		-dw		 1.98e-9

		#		-Vm  4.837  2.345  5.522  -2.88 1.096  3  -1.456  75.0  7.17e-3  1 # supcrt modified

		# begin modification stimela.dat 

		# added [N-3]H4+, [Fe+2]+2 and [Mn+2]+2

		[N-3]H4+ = [N-3]H4+

				-gamma		2.5		0.0

				-dw		 1.98e-9

				-Vm  4.837  2.345  5.522  -2.88 1.096  3  -1.456  75.0  7.17e-3  1 # supcrt modified

		[Fe+2]+2 = [Fe+2]+2

				-gamma		6.0		0.0

				-dw		 0.719e-9

				-Vm  -0.3255  -9.687  1.536  -2.379  0.3033  5.5  -4.21e-2  37.96  0  1 # supcrt modified

		[Mn+2]+2 = [Mn+2]+2

				-gamma		6.0		0.0

				-dw		 0.688e-9

				-Vm  -.1016  -8.0295  8.9060  -2.4471  1.4006 6 # supcrt

		# end modification stimela.dat

		H3BO3 = H3BO3

				-dw		1.1e-9

				-Vm 7.0643  8.8547  3.5844  -3.1451 -.2000  # supcrt

		PO4-3 = PO4-3

				-gamma		4.0		0.0

				-dw		 0.612e-9

				-Vm  -.5259  -9.0654  9.3131  -2.4042  5.6114 # supcrt

		F- = F-

				-gamma		3.5		0.0

				-dw		 1.46e-9

				-Vm  .6870  1.3588  7.6033  -2.8352  1.787 # supcrt

		Li+ = Li+

				-gamma		6.0		0.0

				-dw		 1.03e-9

				-Vm  -.0237  -.0690  11.5800  -2.7761 .4862 6 # supcrt

		Br- = Br-

				-gamma		3.0		0.0

				-dw		 2.01e-9

				-Vm  5.2690  6.5940  4.7450  -3.1430  1.3858 # supcrt

		Zn+2 = Zn+2

				-gamma		5.0		0.0

				-dw		 0.715e-9

				-Vm  -1.0677  -10.3884  9.8331  -2.3495  1.4574 5 # supcrt

		Cd+2 = Cd+2

				-dw		 0.717e-9

				-Vm  .0537  -10.7080  16.5176  -2.3363  1.2528 5 # supcrt

		Pb+2 = Pb+2

				-dw		 0.945e-9

				-Vm  -.0051  -7.7939  8.8134  -2.4568  1.0788 4.5 # supcrt

		Cu+2 = Cu+2

				-gamma		6.0		0.0

				-dw		 0.733e-9

				-Vm  -1.1021  -10.4726  9.8662  -2.3461  1.4769 6 # supcrt

		# redox-uncoupled gases

		Hdg = Hdg # H2

				-dw		 5.13e-9

				-Vm 6.52  0.78  0.12 # supcrt

		Oxg = Oxg # O2

				-dw		 2.35e-9

				-Vm  5.7889  6.3536  3.2528  -3.0417  -0.3943 # supcrt

		Mtg = Mtg # CH4

				-dw		 1.85e-9

				-Vm 7.7 # CH4 solubility, 25-100C, 1-700atm

		Ntg = Ntg # N2

				-dw		 1.96e-9

				-Vm 7 # Pray et al., 1952, IEC 44. 1146

		H2Sg = H2Sg # H2S

				-dw		 2.1e-9

				-Vm  7.81  2.96  -0.46 # supcrt

		# begin modification stimela.dat 

		[C-4]H4 = [C-4]H4 # CH4

				-dw		 1.85e-9

				-Vm 7.7 # CH4 solubility, 25-100C, 1-700atm

		H2[S-2] = H2[S-2] # H2S

				-dw		 2.1e-9

				-Vm  7.81  2.96  -0.46 # supcrt

		# end modification stimela.dat

		# aqueous species

		H2O = OH- + H+

				-analytic  293.29227  0.1360833  -10576.913  -123.73158  0  -6.996455e-5

				-gamma		3.5		0.0

				-dw		 5.27e-9

				-Vm  -9.66  28.5  80.0 -22.9 1.89 0 1.09 0 0 1 # supcrt modified

		2 H2O = O2 + 4 H+ + 4 e-

				-log_k		-86.08

				-delta_h 134.79 kcal

				-dw		 2.35e-9

				-Vm  5.7889  6.3536  3.2528  -3.0417  -0.3943 # supcrt

		2 H+ + 2 e- = H2

				-log_k		-3.15

				-delta_h -1.759 kcal

				-dw		 5.13e-9

				-Vm 6.52  0.78  0.12 # supcrt

		CO3-2 + H+ = HCO3-

				-log_k		10.329

				-delta_h -3.561		kcal

				-analytic		107.8871		0.03252849		-5151.79		-38.92561		563713.9

				-gamma		5.4		0.0

				-dw		 1.18e-9

				-Vm  8.60  0  -12.0  0  1.643  0  0  167  0  1 # supcrt modified

		CO3-2 + 2 H+ = CO2 + H2O

				-log_k		16.681

				-delta_h -5.738		kcal

				-analytic		464.1965		0.09344813		-26986.16		-165.75951		2248628.9

				-dw		 1.92e-9

				-Vm  20.85  -46.93  -79.0  27.9  -0.193 # supcrt modified

		CO3-2 + 10 H+ + 8 e- = CH4 + 3 H2O

				-log_k		41.071

				-delta_h -61.039 kcal

				-dw		 1.85e-9

				-Vm 7.7

		SO4-2 + H+ = HSO4-

				-log_k		1.988

				-delta_h 3.85		kcal

				-analytic		-56.889		0.006473		2307.9		19.8858		0.0

				-dw		 1.33e-9

				-Vm 8.2 9.2590  2.1108  -3.1618 1.1748  0 -0.3 15 0 1 # supcrt modified

		HS- = S-2 + H+

				-log_k		-12.918

				-delta_h 12.1		kcal

				-gamma		5.0		0.0

				-dw		 0.731e-9

		SO4-2 + 9 H+ + 8 e- = HS- + 4 H2O

				-log_k		33.65

				-delta_h -60.140 kcal

				-gamma		3.5		0.0

				-dw		 1.73e-9

				-Vm  5.0119  4.9799  3.4765  -2.9849  1.4410 # supcrt

		HS- + H+ = H2S

				-log_k		6.994

				-delta_h -5.30		kcal

				-analytical  -11.17  0.02386  3279.0

				-dw		 2.1e-9

				-Vm  7.81  2.96  -0.46 # supcrt

		H2Sg = HSg- + H+

				-log_k		-6.994

				-delta_h 5.30		kcal

				-analytical  11.17  -0.02386  -3279.0

				-dw		 2.1e-9

				-Vm  5.0119  4.9799  3.4765  -2.9849  1.4410 # supcrt

		# begin modification stimela.dat 

		H2[S-2] = H[S-2]- + H+

				-log_k		-6.994

				-delta_h 5.30		kcal

				-analytical  11.17  -0.02386  -3279.0

				-dw		 2.1e-9

				-Vm  5.0119  4.9799  3.4765  -2.9849  1.4410 # supcrt

		# end modification stimela.dat

		NO3- + 2 H+ + 2 e- = NO2- + H2O

				-log_k		28.570

				-delta_h -43.760 kcal

				-gamma		3.0		0.0

				-dw		 1.91e-9

				-Vm  5.5864  5.8590  3.4472  -3.0212  1.1847 # supcrt

		2 NO3- + 12 H+ + 10 e- = N2 + 6 H2O

				-log_k		207.08

				-delta_h -312.130		kcal

				-dw		 1.96e-9

				-Vm 7 # Pray et al., 1952, IEC 44. 1146

		NO3- + 10 H+ + 8 e- = NH4+ + 3 H2O

				log_k		119.077

				delta_h -187.055		kcal

				-gamma		2.5		0.0

				-dw		 1.98e-9

				-Vm  4.837  2.345  5.522  -2.88 1.096  3  -1.456  75.0  7.17e-3  1 # supcrt modified

		#AmmH+ = AmmH+

		#		-gamma		2.5		0.0

		#		-dw		 1.98e-9

		#		-Vm  4.837  2.345  5.522  -2.88 1.096  3  -1.456  75.0  7.17e-3  1 # supcrt modified

		NH4+ = NH3 + H+

				-log_k		-9.252

				-delta_h 12.48		kcal

				-analytic  0.6322  -0.001225  -2835.76

				-dw		 2.28e-9

				-Vm  5.09  2.8  8.62  -2.88  -0.05 # supcrt

		#AmmH+ = Amm + H+

		#		-log_k		-9.252

		#		-delta_h 12.48		kcal

		#		-analytic  0.6322  -0.001225  -2835.76

		#		-dw		 2.28e-9

		#		-Vm  5.09  2.8  8.62  -2.88  -0.05 # supcrt

		# begin modification stimela.dat 

		[N-3]H4+ = [N-3]H3 + H+

				-log_k		-9.252

				-delta_h 12.48		kcal

				-analytic  0.6322  -0.001225  -2835.76

				-dw		 2.28e-9

				-Vm  5.09  2.8  8.62  -2.88  -0.05 # supcrt

		# end modification stimela.dat

		NH4+ + SO4-2 = NH4SO4-

				log_k		1.11

		#        -gamma  5.0     0.0 

		#AmmH+ + SO4-2 = AmmHSO4-

		#		-log_k		1.11

		# begin modification stimela.dat 

		[N-3]H4+ + SO4-2 = [N-3]H4SO4-

				-log_k		1.11

		# end modification stimela.dat

		H3BO3 = H2BO3- + H+

				-log_k		-9.24

				-delta_h 3.224		kcal

		H3BO3 + F- = BF(OH)3-

				-log_k		-0.4

				-delta_h 1.850		kcal

		H3BO3 + 2 F- + H+ = BF2(OH)2- + H2O

				-log_k		7.63

				-delta_h 1.618		kcal

		H3BO3 + 2 H+ + 3 F- = BF3OH- + 2 H2O

				-log_k		13.67

				-delta_h -1.614		kcal

		H3BO3 + 3 H+ + 4 F- = BF4- + 3 H2O

				-log_k		20.28

				-delta_h -1.846		kcal

		PO4-3 + H+ = HPO4-2

				-log_k		12.346

				-delta_h -3.530		kcal

				-gamma		5.0		0.0

				-dw		0.69e-9

				-Vm  3.6315  1.0857  5.3233  -2.8239  3.3363 # supcrt

		PO4-3 + 2 H+ = H2PO4-

				-log_k		19.553

				-delta_h -4.520		kcal

				-gamma		5.4		0.0

				-dw		 0.846e-9

				-Vm  6.4875  8.0594  2.5823  -3.1122  1.3003 # supcrt

		# begin modification stimela.dat 

		# adding H3PO4

		# from $Id: minteq.v4.dat 794 2006-02-27 21:06:22Z dlpark $

		3H+ + PO4-3 = H3PO4

				log_k		21.721

				delta_h		-10.1		kJ

				-gamma		0		0

						#                  Id:		3305802

						#        log K source:		NIST46.3                      

						#      Delta H source:		NIST46.3                      

						#T and ionic strength:		 0.00 25.0

		# end modification stimela.dat

		H+ + F- = HF

				-log_k		3.18

				-delta_h 3.18		kcal

				-analytic		-2.033		0.012645		429.01

				-Vm  3.4753  .7042  5.4732  -2.8081  -.0007 # supcrt

		H+ + 2 F- = HF2-

				-log_k		3.76

				-delta_h 4.550		kcal

				-Vm  5.2263  4.9797  3.7928  -2.9849  1.2934 # supcrt

		Ca+2 + H2O = CaOH+ + H+

				-log_k		-12.78

		Ca+2 + CO3-2 = CaCO3

				-log_k		3.224

				-delta_h 3.545		kcal

				-analytic		-1228.732		-0.299440		35512.75		485.818

				-dw 4.46e-10		# complexes: calc'd with the Pikal formula

				-Vm  -.2430  -8.3748  9.0417  -2.4328  -.0300 # supcrt

		Ca+2 + CO3-2 + H+ = CaHCO3+

				-log_k		11.435

				-delta_h -0.871		kcal

				-analytic		1317.0071		0.34546894		-39916.84		-517.70761		563713.9

				-gamma		6.0		0.0

				-dw 5.06e-10

				-Vm  3.1911  .0104  5.7459  -2.7794  .3084 5.4 # supcrt

		Ca+2 + SO4-2 = CaSO4

				-log_k		2.25

				-delta_h 1.325		kcal

				-dw 4.71e-10

				-Vm  2.7910  -.9666  6.1300  -2.7390  -.0010 # supcrt

		Ca+2 + HSO4- = CaHSO4+

				-log_k		  1.08

		Ca+2 + PO4-3 = CaPO4-

				-log_k		6.459

				-delta_h 3.10		kcal

				-gamma  5.4  0.0 

		Ca+2 + HPO4-2 = CaHPO4

				-log_k		2.739

				-delta_h 3.3 kcal

		Ca+2 + H2PO4- = CaH2PO4+

				-log_k		1.408

				-delta_h 3.4 kcal

				-gamma  5.4  0.0 

		#Ca+2 + F- = CaF+

		#		-log_k		0.94

		#		-delta_h 4.120		kcal

		#		-Vm  .9846  -5.3773  7.8635  -2.5567  .6911 5.5 # supcrt

		#		-gamma  5.5  0.0 

		Mg+2 + H2O = MgOH+ + H+

				-log_k		-11.44

				-delta_h 15.952 kcal

				-gamma		6.5		0.0

		Mg+2 + CO3-2 = MgCO3

				-log_k		2.98

				-delta_h 2.713		kcal

				-analytic		0.9910		0.00667

				-dw 4.21e-10

				-Vm  -.5837  -9.2067  9.3687  -2.3984  -.0300 # supcrt

		Mg+2 + H+ + CO3-2 = MgHCO3+

				-log_k		11.399

				-delta_h -2.771		kcal

				-analytic		48.6721		0.03252849		-2614.335		-18.00263		563713.9

				-dw 4.78e-10

				-Vm  2.7171  -1.1469  6.2008  -2.7316  .5985 4 # supcrt

				-gamma		4.0		0.0

		Mg+2 + SO4-2 = MgSO4

				-log_k		2.37

				-delta_h 4.550		kcal

				-dw 4.45e-10

				-Vm  2.4  -0.97  6.1  -2.74  # est'd

		Mg+2 + PO4-3 = MgPO4-

				-log_k		6.589

				-delta_h 3.10		kcal

				-gamma		5.4		0.0

		Mg+2 + HPO4-2 = MgHPO4

				-log_k		2.87

				-delta_h 3.3 kcal

		Mg+2 + H2PO4- = MgH2PO4+

				-log_k		1.513

				-delta_h 3.4 kcal

				-gamma		5.4		0.0

		Mg+2 + F- = MgF+

				-log_k		1.82

				-delta_h 3.20		kcal

				-Vm  .6494  -6.1958  8.1852  -2.5229  .9706 4.5 # supcrt

				-gamma		4.5		0.0

				Na+ + OH- = NaOH

				-log_k		-10 # remove this complex

		Na+ + CO3-2 = NaCO3-

				-log_k		1.27

				-delta_h 8.91 kcal

				-dw 5.85e-10

				-Vm  3.99  0  15.3  -8.12  3.11  0  2.7  0  0.026  1

				#-gamma		5.4		0.0

		Na+ + HCO3- = NaHCO3

				-log_k  -0.25

				-delta_h  -1 kcal

				-dw 6.73e-10

				-Vm  0.51

		Na+ + SO4-2 = NaSO4-

				-log_k		0.7

				-delta_h 1.120		kcal

				-dw 6.18e-10

				-Vm  1e-5  19.3  1.07  -2.05  3.41  0  4.7  0  0  0.77 # not in supcrt

				-gamma		5.4		0.0

		Na+ + HPO4-2 = NaHPO4-

				-log_k		0.29

				-gamma		5.4		0.0

		Na+ + F- = NaF

				-log_k		-0.24

				-Vm  2.7483  -1.0708  6.1709  -2.7347  -.030 # supcrt

		K+ + SO4-2 = KSO4-

				-log_k		0.85

				-delta_h 2.250		kcal

				-analytical  3.106  0.0  -673.6

				-dw 7.46e-10

				-gamma		5.4		0.0

		K+ + HPO4-2 = KHPO4-

				-log_k		0.29

				-gamma		5.4		0.0

		Fe+2 + H2O = FeOH+ + H+

				-log_k		-9.5

				-delta_h 13.20		kcal

				-gamma		5.0		0.0

		Fe+2 + 3H2O = Fe(OH)3- + 3H+ 

				-log_k -31.0

				-delta_h 30.3 kcal

				-gamma  5.0 0.0

		Fe+2 + Cl- = FeCl+

				-log_k		0.14

		Fe+2 + CO3-2 = FeCO3

				-log_k		4.38

		Fe+2 + HCO3- = FeHCO3+

				-log_k		2.0

		Fe+2 + SO4-2 = FeSO4

				-log_k		2.25

				-delta_h 3.230		kcal

		Fe+2 + HSO4- = FeHSO4+

				-log_k		1.08

		Fe+2 + 2HS- = Fe(HS)2

				-log_k		8.95

		Fe+2 + 3HS- = Fe(HS)3-

				-log_k		10.987

		Fe+2 + HPO4-2 = FeHPO4

				-log_k		3.6

		Fe+2 + H2PO4- = FeH2PO4+

				-log_k		2.7

				-gamma		5.4		0.0

		Fe+2 + F- = FeF+

				-log_k		1.0

		Fe+2 = Fe+3 + e-

				-log_k		-13.02

				-delta_h 9.680		kcal

				-gamma		9.0		0.0

		Fe+3 + H2O = FeOH+2 + H+

				-log_k		-2.19

				-delta_h 10.4		kcal

				-gamma		5.0		0.0

		Fe+3 + 2 H2O = Fe(OH)2+ + 2 H+

				-log_k		-5.67

				-delta_h 17.1		kcal

				-gamma		5.4		0.0

		Fe+3 + 3 H2O = Fe(OH)3 + 3 H+

				-log_k		-12.56

				-delta_h 24.8		kcal

		Fe+3 + 4 H2O = Fe(OH)4- + 4 H+

				-log_k		-21.6

				-delta_h 31.9		kcal

				-gamma		5.4		0.0

		Fe+2 + 2H2O = Fe(OH)2 + 2H+ 

				-log_k  -20.57

				-delta_h 28.565 kcal  

		2 Fe+3 + 2 H2O = Fe2(OH)2+4 + 2 H+

				-log_k		-2.95

				-delta_h 13.5		kcal

		3 Fe+3 + 4 H2O = Fe3(OH)4+5 + 4 H+

				-log_k		-6.3

				-delta_h 14.3		kcal

		Fe+3 + Cl- = FeCl+2

				-log_k		1.48

				-delta_h 5.6		kcal

				-gamma		5.0		0.0

		Fe+3 + 2 Cl- = FeCl2+

				-log_k		2.13

				-gamma		5.0		0.0

		Fe+3 + 3 Cl- = FeCl3

				-log_k		1.13

		Fe+3 + SO4-2 = FeSO4+

				-log_k		4.04

				-delta_h 3.91		kcal

				-gamma		5.0		0.0

		Fe+3 + HSO4- = FeHSO4+2

				-log_k		2.48

		Fe+3 + 2 SO4-2 = Fe(SO4)2-

				-log_k		5.38

				-delta_h 4.60		kcal

		Fe+3 + HPO4-2 = FeHPO4+

				-log_k		5.43

				-delta_h 5.76		kcal

				-gamma		5.0		0.0

		Fe+3 + H2PO4- = FeH2PO4+2

				-log_k		5.43

				-gamma		5.4		0.0

		Fe+3 + F- = FeF+2

				-log_k		6.2

				-delta_h 2.7		kcal

				-gamma		5.0		0.0

		Fe+3 + 2 F- = FeF2+

				-log_k		10.8

				-delta_h 4.8		kcal

				-gamma		5.0		0.0

		Fe+3 + 3 F- = FeF3

				-log_k		14.0

				-delta_h 5.4		kcal

		Mn+2 + H2O = MnOH+ + H+

				-log_k		-10.59

				-delta_h 14.40		kcal

				-gamma		5.0		0.0

		Mn+2 + 3H2O = Mn(OH)3- + 3H+ 

				-log_k  -34.8

				-gamma		5.0		0.0

		Mn+2 + Cl- = MnCl+

				-log_k		0.61

				-Vm  2.7448  -1.0793  6.1743  -2.7344  .3686 # supcrt

				-gamma		5.0		0.0

		Mn+2 + 2 Cl- = MnCl2

				-log_k		0.25

		Mn+2 + 3 Cl- = MnCl3-

				-log_k		-0.31

				-gamma		5.0		0.0

		Mn+2 + CO3-2 = MnCO3

				-log_k		4.9

		Mn+2 + HCO3- = MnHCO3+

				-log_k		1.95

				-gamma		5.0		0.0

		Mn+2 + SO4-2 = MnSO4

				-log_k		2.25

				-delta_h 3.370		kcal

				-Vm  2.4377  -1.8292  6.4690  -2.7034  -.0300 # supcrt

		Mn+2 + 2 NO3- = Mn(NO3)2

				-log_k		0.6

				-delta_h -0.396		kcal

		Mn+2 + F- = MnF+

				-log_k		0.84

				-gamma		5.0		0.0

		Mn+2 = Mn+3 + e-

				-log_k		-25.51

				-delta_h 25.80		kcal

				-gamma		9.0		0.0

		Al+3 + H2O = AlOH+2 + H+

				-log_k		-5.0

				-delta_h 11.49		kcal

				-analytic		-38.253		0.0		-656.27		14.327

				-Vm  -1.4649  -11.3582  10.2143  -2.3095  1.6668 5.4 # supcrt

				-gamma		5.4		0.0

		Al+3 + 2 H2O = Al(OH)2+ + 2 H+

				-log_k		-10.1

				-delta_h 26.90		kcal

				-analytic		88.50		0.0		-9391.6		-27.121

				-gamma		5.4		0.0

		Al+3 + 3 H2O = Al(OH)3 + 3 H+

				-log_k		-16.9

				-delta_h 39.89		kcal

				-analytic		226.374		0.0		-18247.8		-73.597

		Al+3 + 4 H2O = Al(OH)4- + 4 H+

				-log_k		-22.7

				-delta_h 42.30		kcal

				-analytic		51.578		0.0		-11168.9		-14.865

				-gamma		4.5		0.0

		Al+3 + SO4-2 = AlSO4+

				-log_k		3.5

				-delta_h 2.29 kcal

				-gamma		4.5		0.0

		Al+3 + 2SO4-2 = Al(SO4)2-

				-log_k		5.0

				-delta_h 3.11 kcal

				-gamma		4.5		0.0

		Al+3 + HSO4- = AlHSO4+2

				-log_k		0.46

		Al+3 + F- = AlF+2

				-log_k		7.0

				-delta_h 1.060		kcal

				-gamma		5.4		0.0

		Al+3 + 2 F- = AlF2+

				-log_k		12.7

				-delta_h 1.980		kcal

				-gamma		5.4		0.0

		Al+3 + 3 F- = AlF3

				-log_k		16.8

				-delta_h 2.160		kcal

		Al+3 + 4 F- = AlF4-

				-log_k		19.4

				-delta_h 2.20		kcal

				-gamma		4.5		0.0

		# Al+3 + 5 F- = AlF5-2

				# log_k		20.6

				# delta_h 1.840		kcal

		# Al+3 + 6 F- = AlF6-3

				# log_k		20.6

				# delta_h -1.670		kcal

		H4SiO4 = H3SiO4- + H+

				-log_k		-9.83

				-delta_h 6.12		kcal

				-analytic		-302.3724		-0.050698		15669.69		108.18466		-1119669.0

				-Vm  7.94  1.0881  5.3224  -2.8240  1.4767 # supcrt + H2O in a1

				-gamma		4		0.0

		H4SiO4 = H2SiO4-2 + 2 H+

				-log_k		-23.0

				-delta_h 17.6		kcal

				-analytic		-294.0184		-0.072650		11204.49		108.18466		-1119669.0

				-gamma		5.4		0.0

		H4SiO4 + 4 H+ + 6 F- = SiF6-2 + 4 H2O

				-log_k		30.18

				-delta_h -16.260		kcal

				-Vm  8.5311  13.0492  .6211  -3.3185  2.7716 # supcrt

				-gamma		5.0		0.0

		Ba+2 + H2O = BaOH+ + H+

				-log_k		-13.47

				-gamma		5.0		0.0

		Ba+2 + CO3-2 = BaCO3

				-log_k		2.71

				-delta_h 3.55		kcal

				-analytic		0.113		0.008721

				-Vm  .2907  -7.0717  8.5295  -2.4867  -.0300 # supcrt

		Ba+2 + HCO3- = BaHCO3+

				-log_k		0.982

				-delta_h 5.56 kcal

				-analytical		-3.0938		0.013669		0.0		0.0		0.0

		Ba+2 + SO4-2 = BaSO4

				-log_k		2.7

		Sr+2 + H2O = SrOH+ + H+

				-log_k		-13.29

				-gamma		5.0		0.0

		Sr+2 + CO3-2 + H+ = SrHCO3+

				-log_k		11.509

				-delta_h 2.489		kcal

				-analytic		104.6391		0.04739549		-5151.79		-38.92561		563713.9

				-gamma		5.4		0.0

		Sr+2 + CO3-2 = SrCO3

				-log_k		2.81

				-delta_h 5.22		kcal

				-analytic		-1.019		0.012826

				-Vm  -.1787  -8.2177  8.9799  -2.4393  -.0300 # supcrt

		Sr+2 + SO4-2 = SrSO4

				-log_k		2.29

				-delta_h 2.08		kcal

				-Vm  6.7910  -.9666  6.1300  -2.7390  -.0010 # celestite solubility

		Li+ + SO4-2 = LiSO4-

				-log_k		0.64

				-gamma		5.0		0.0

		Cu+2 + e- = Cu+

				-log_k		2.72

				-delta_h 1.65		kcal

				-gamma		2.5		0.0

		Cu+ + 2Cl- = CuCl2-

				-log_k		  5.50

				-delta_h -0.42 kcal

				-gamma  4.0  0.0

		Cu+ + 3Cl- = CuCl3-2

				-log_k		  5.70

				-delta_h 0.26 kcal

				-gamma  5.0  0.0  

		Cu+2 + CO3-2 = CuCO3 

				-log_k		  6.73

		Cu+2 + 2CO3-2 = Cu(CO3)2-2 

				-log_k		  9.83

				Cu+2 + HCO3- = CuHCO3+

				-log_k		  2.7

		Cu+2 + Cl- = CuCl+ 

				-log_k		  0.43

				-delta_h 8.65 kcal

				-gamma  4.0  0.0

		Cu+2 + 2Cl- = CuCl2 

				-log_k		  0.16

				-delta_h 10.56 kcal

		Cu+2 + 3Cl- = CuCl3-

				-log_k		  -2.29

				-delta_h 13.69 kcal

				-gamma  4.0  0.0

		Cu+2 + 4Cl- = CuCl4-2

				-log_k		  -4.59

				-delta_h 17.78 kcal

				-gamma  5.0  0.0

		Cu+2 + F- = CuF+ 

				-log_k		  1.26

				-delta_h 1.62 kcal

		Cu+2 + H2O = CuOH+ + H+

				-log_k		-8.0

				-gamma		4.0		0.0

		Cu+2 + 2 H2O = Cu(OH)2 + 2 H+

				-log_k		-13.68

		Cu+2 + 3 H2O = Cu(OH)3- + 3 H+

				-log_k		-26.9

		Cu+2 + 4 H2O = Cu(OH)4-2 + 4 H+

				-log_k		-39.6

		2Cu+2 + 2H2O = Cu2(OH)2+2 + 2H+ 

				-log_k  -10.359

				-delta_h 17.539 kcal

				-analytical  2.497  0.0  -3833.0  0.0  0.0

		Cu+2 + SO4-2 = CuSO4

				-log_k		2.31

				-delta_h 1.220		kcal

		Cu+2 + 3HS- = Cu(HS)3-

				-log_k  25.9

		Zn+2 + H2O = ZnOH+ + H+

				-log_k		-8.96

				-delta_h 13.4 kcal

		Zn+2 + 2 H2O = Zn(OH)2 + 2 H+

				-log_k		-16.9

		Zn+2 + 3 H2O = Zn(OH)3- + 3 H+

				-log_k		-28.4

		Zn+2 + 4 H2O = Zn(OH)4-2 + 4 H+

				-log_k		-41.2

		Zn+2 + Cl- = ZnCl+

				-log_k		0.43

				-delta_h 7.79 kcal

				-Vm  1.5844  -3.9128  7.2879  -2.6172  .2025 4

				-gamma  4.0  0.0

		Zn+2 + 2 Cl- = ZnCl2

				-log_k		0.45

				-delta_h 8.5 kcal

				-Vm  5.0570  4.5665  3.9552  -2.9678  -.0010

		Zn+2 + 3Cl- = ZnCl3-

				-log_k		0.5

				-delta_h 9.56 kcal

				-Vm  9.5417  15.5168  -.3487  -3.4205  1.2513

				-gamma  4.0  0.0

		Zn+2 + 4Cl- = ZnCl4-2

				-log_k		0.2

				-delta_h 10.96 kcal

				-Vm  14.6628  28.0213  -5.2636  -3.9374  2.6662

				-gamma  5.0  0.0

		Zn+2 + H2O + Cl- = ZnOHCl + H+ 

				-log_k  -7.48  

		Zn+2 + 2HS- = Zn(HS)2

				-log_k  14.94

		Zn+2 + 3HS- = Zn(HS)3-

				-log_k  16.1  

		Zn+2 + CO3-2 = ZnCO3

				-log_k		5.3

		Zn+2 + 2CO3-2 = Zn(CO3)2-2

				-log_k		9.63

		Zn+2 + HCO3- = ZnHCO3+

				-log_k		2.1

		Zn+2 + SO4-2 = ZnSO4

				-log_k		2.37

				-delta_h 1.36 kcal

		Zn+2 + 2SO4-2 = Zn(SO4)2-2

				-log_k		3.28

		Zn+2 + Br- = ZnBr+ 

				-log_k  -0.58

		Zn+2 + 2Br- = ZnBr2

				-log_k  -0.98

		Zn+2 + F- = ZnF+ 

				-log_k  1.15

				-delta_h 2.22 kcal

		Cd+2 + H2O = CdOH+ + H+

				-log_k		-10.08

				-delta_h 13.1 kcal

		Cd+2 + 2 H2O = Cd(OH)2 + 2 H+

				-log_k		-20.35

		Cd+2 + 3 H2O = Cd(OH)3- + 3 H+

				-log_k		-33.3

		Cd+2 + 4 H2O = Cd(OH)4-2 + 4 H+

				-log_k		-47.35

		2Cd+2 + H2O = Cd2OH+3 + H+ 

				-log_k  -9.39

				-delta_h 10.9 kcal

		Cd+2 + H2O + Cl- = CdOHCl + H+ 

				-log_k  -7.404

				-delta_h 4.355 kcal

		Cd+2 + NO3- = CdNO3+

				-log_k  0.4

				-delta_h -5.2 kcal

		Cd+2 + Cl- = CdCl+

				-log_k		1.98

				-delta_h 0.59 kcal

		Cd+2 + 2 Cl- = CdCl2

				-log_k		2.6

				-delta_h 1.24 kcal

		Cd+2 + 3 Cl- = CdCl3-

				-log_k		2.4

				-delta_h 3.9 kcal

		Cd+2 + CO3-2 = CdCO3

				-log_k		2.9

		Cd+2 + 2CO3-2 = Cd(CO3)2-2

				-log_k		6.4

		Cd+2 + HCO3- = CdHCO3+

				-log_k		1.5

		Cd+2 + SO4-2 = CdSO4

				-log_k		2.46

				-delta_h 1.08 kcal

		Cd+2 + 2SO4-2 = Cd(SO4)2-2

				-log_k		3.5

		Cd+2 + Br- = CdBr+ 

				-log_k  2.17

				-delta_h -0.81 kcal

		Cd+2 + 2Br- = CdBr2

				-log_k  2.9

		Cd+2 + F- = CdF+ 

				-log_k  1.1

		Cd+2 + 2F- = CdF2

				-log_k  1.5  

		Cd+2 + HS- = CdHS+ 

				-log_k  10.17

		Cd+2 + 2HS- = Cd(HS)2 

				-log_k  16.53

		Cd+2 + 3HS- = Cd(HS)3-

				-log_k  18.71

		Cd+2 + 4HS- = Cd(HS)4-2

				-log_k  20.9  

		Pb+2 + H2O = PbOH+ + H+

				-log_k		-7.71

		Pb+2 + 2 H2O = Pb(OH)2 + 2 H+

				-log_k		-17.12

		Pb+2 + 3 H2O = Pb(OH)3- + 3 H+

				-log_k		-28.06

		Pb+2 + 4 H2O = Pb(OH)4-2 + 4 H+

				-log_k		-39.7

		2 Pb+2 + H2O = Pb2OH+3 + H+

				-log_k		-6.36

		Pb+2 + Cl- = PbCl+

				-log_k		1.6

				-delta_h 4.38 kcal

				-Vm  2.8934  -.7165  6.0316  -2.7494  .1281 6

		Pb+2 + 2 Cl- = PbCl2

				-log_k		1.8

				-delta_h 1.08 kcal

				-Vm  6.5402  8.1879  2.5318  -3.1175  -.0300

		Pb+2 + 3 Cl- = PbCl3-

				-log_k		1.7

				-delta_h 2.17 kcal

				-Vm  11.0396  19.1743  -1.7863  -3.5717  .7356

		Pb+2 + 4 Cl- = PbCl4-2

				-log_k		1.38

				-delta_h 3.53 kcal

				-Vm  16.4150  32.2997  -6.9452  -4.1143  2.3118

		Pb+2 + CO3-2 = PbCO3

				-log_k		7.24

		Pb+2 + 2 CO3-2 = Pb(CO3)2-2

				-log_k		10.64

		Pb+2 + HCO3- = PbHCO3+

				-log_k		2.9

		Pb+2 + SO4-2 = PbSO4

				-log_k		2.75

		Pb+2 + 2 SO4-2 = Pb(SO4)2-2

				-log_k		3.47

		Pb+2 + 2HS- = Pb(HS)2 

				-log_k  15.27

		Pb+2 + 3HS- = Pb(HS)3-

				-log_k  16.57

		3Pb+2 + 4H2O = Pb3(OH)4+2 + 4H+ 

				-log_k  -23.88

				-delta_h 26.5 kcal  

		Pb+2 + NO3- = PbNO3+

				-log_k		1.17

		Pb+2 + Br- = PbBr+ 

				-log_k  1.77

				-delta_h 2.88 kcal

		Pb+2 + 2Br- = PbBr2 

				-log_k  1.44

		Pb+2 + F- = PbF+ 

				-log_k  1.25

		Pb+2 + 2F- = PbF2

				-log_k  2.56

		Pb+2 + 3F- = PbF3-

				-log_k  3.42

		Pb+2 + 4F- = PbF4-2

				-log_k  3.1  

		PHASES

		Calcite

				CaCO3 = CO3-2 + Ca+2

				-log_k		-8.48

				-delta_h -2.297 kcal

				-analytic		-171.9065		-0.077993		2839.319		71.595

				-Vm 36.9 cm3/mol # MW (100.09 g/mol) / rho (2.71 g/cm3)

		Aragonite

				CaCO3 = CO3-2 + Ca+2

				-log_k		-8.336

				-delta_h -2.589 kcal

				-analytic		-171.9773		-0.077993		2903.293		71.595

				-Vm 34.04

		# begin modification stimela.dat 

		# adding Vaterite from Aragonite according Standard Methods 2330 (2010) 

		Vaterite

				CaCO3 = CO3-2 + Ca+2

				log_k		   -8.336  # overruled by -analytic

				delta_h -2.589 kcal  # overruled by -analytic

				-analytic       -172.1295     -0.077993      3074.688      71.595

				-Vm 39.41 cm3/mol # MW (100.09 g/mol) / rho (2.54 g/cm3)

		# end modification stimela.dat

		Dolomite

				CaMg(CO3)2 = Ca+2 + Mg+2 + 2 CO3-2

				-log_k		-17.09

				-delta_h  -9.436 kcal

				-Vm 64.5

		Siderite

				FeCO3 = Fe+2 + CO3-2

				-log_k		-10.89

				-delta_h  -2.480 kcal

				-Vm 29.2

		Rhodochrosite

				MnCO3 = Mn+2 + CO3-2

				-log_k		-11.13

				-delta_h  -1.430 kcal

				-Vm 31.1

		Strontianite

				SrCO3 = Sr+2 + CO3-2

				-log_k		-9.271

				-delta_h -0.400 kcal

				-analytic		155.0305		0.0		-7239.594		-56.58638

				-Vm 39.69

		Witherite

				BaCO3 = Ba+2 + CO3-2

				-log_k		-8.562

				-delta_h  0.703 kcal

				-analytic		607.642		0.121098		-20011.25		-236.4948

				-Vm 46

		Gypsum

				CaSO4:2H2O = Ca+2 + SO4-2 + 2 H2O

				-log_k		-4.58

				-delta_h -0.109 kcal

				-analytic		68.2401		0.0		-3221.51		-25.0627

				-Vm 73.9 # 172.18 / 2.33  (Vm H2O = 13.9 cm3/mol)

		Anhydrite

				CaSO4 = Ca+2 + SO4-2

				-log_k		-4.36

				-delta_h -1.710 kcal

				-analytic  84.90  0  -3135.12  -31.79 # 50 - 160oC, 1 - 1e3 atm, anhydrite dissolution, Blount and Dickson, 1973, Am. Mineral. 58, 323.

				-Vm 46.1 # 136.14 / 2.95

		Celestite

				SrSO4 = Sr+2 + SO4-2

				-log_k		-6.63

				-delta_h -4.037 kcal

		#		-analytic		-14805.9622		-2.4660924		756968.533		5436.3588		-40553604.0

				-analytic  -7.14 6.11e-3  75 0 0 -1.79e-5  # Howell et al., 1992, JCED 37, 464.

				-Vm 46.4

		Barite

				BaSO4 = Ba+2 + SO4-2

				-log_k		-9.97

				-delta_h  6.35 kcal

				-analytic		136.035		0.0		-7680.41		-48.595

				-Vm 51.9

		Hydroxyapatite

				Ca5(PO4)3OH + 4 H+ = H2O + 3 HPO4-2 + 5 Ca+2

				-log_k		 -3.421

				-delta_h -36.155 kcal

				-Vm 128.9

		Fluorite

				CaF2 = Ca+2 + 2 F-

				-log_k		-10.6

				-delta_h   4.69 kcal

				-analytic		66.348		0.0		-4298.2		-25.271

				-Vm 15.7

		SiO2(a)

				SiO2 + 2 H2O = H4SiO4

				-log_k		-2.71

				-delta_h  3.340 kcal

				-analytic		-0.26		0.0		-731.0

		Chalcedony

				SiO2 + 2 H2O = H4SiO4

				-log_k		-3.55

				-delta_h  4.720 kcal

				-analytic		-0.09		0.0		-1032.0

				-Vm 23.1

		Quartz

				SiO2 + 2 H2O = H4SiO4

				-log_k		-3.98

				-delta_h  5.990 kcal

				-analytic		0.41		0.0		-1309.0

				-Vm 22.67

		Gibbsite

				Al(OH)3 + 3 H+ = Al+3 + 3 H2O

				-log_k		  8.11

				-delta_h -22.800 kcal

		Al(OH)3(a)

				Al(OH)3 + 3 H+ = Al+3 + 3 H2O

				-log_k		 10.8

				-delta_h -26.500 kcal

		Kaolinite

				Al2Si2O5(OH)4 + 6 H+ = H2O + 2 H4SiO4 + 2 Al+3

				-log_k		  7.435

				-delta_h -35.300 kcal

		Albite

				NaAlSi3O8 + 8 H2O = Na+ + Al(OH)4- + 3 H4SiO4

				-log_k		-18.002

				-delta_h 25.896 kcal

		Anorthite

				CaAl2Si2O8 + 8 H2O = Ca+2 + 2 Al(OH)4- + 2 H4SiO4

				-log_k		-19.714

				-delta_h 11.580 kcal

		K-feldspar

				KAlSi3O8 + 8 H2O = K+ + Al(OH)4- + 3 H4SiO4

				-log_k		-20.573

				-delta_h 30.820		kcal

		K-mica

				KAl3Si3O10(OH)2 + 10 H+ = K+ + 3 Al+3 + 3 H4SiO4

				-log_k		12.703

				-delta_h -59.376 kcal

		Chlorite(14A)

				Mg5Al2Si3O10(OH)8 + 16H+ = 5Mg+2 + 2Al+3 + 3H4SiO4 + 6H2O

				-log_k		68.38

				-delta_h -151.494 kcal

		Ca-Montmorillonite

				Ca0.165Al2.33Si3.67O10(OH)2 + 12 H2O = 0.165Ca+2 + 2.33 Al(OH)4- + 3.67 H4SiO4 + 2 H+

				-log_k		-45.027

				-delta_h 58.373		kcal

		Talc

				Mg3Si4O10(OH)2 + 4 H2O + 6 H+ = 3 Mg+2 + 4 H4SiO4

				-log_k		21.399

				-delta_h -46.352 kcal

		Illite

				K0.6Mg0.25Al2.3Si3.5O10(OH)2 + 11.2H2O = 0.6K+ + 0.25Mg+2 + 2.3Al(OH)4- + 3.5H4SiO4 + 1.2H+

				-log_k		-40.267

				-delta_h 54.684 kcal

		Chrysotile

				Mg3Si2O5(OH)4 + 6 H+ = H2O + 2 H4SiO4 + 3 Mg+2

				-log_k		32.2

				-delta_h -46.800 kcal

				-analytic		13.248		0.0		10217.1		-6.1894

		Sepiolite

				Mg2Si3O7.5OH:3H2O + 4 H+ + 0.5H2O = 2 Mg+2 + 3 H4SiO4

				-log_k		15.760

				-delta_h -10.700 kcal

		Sepiolite(d)

				Mg2Si3O7.5OH:3H2O + 4 H+ + 0.5H2O = 2 Mg+2 + 3 H4SiO4

				-log_k		18.66

		Hematite

				Fe2O3 + 6 H+ = 2 Fe+3 + 3 H2O

				-log_k		-4.008

				-delta_h -30.845 kcal

		Goethite

				FeOOH + 3 H+ = Fe+3 + 2 H2O

				-log_k		-1.0

				-delta_h		 -14.48 kcal

		Fe(OH)3(a)

				Fe(OH)3 + 3 H+ = Fe+3 + 3 H2O

				-log_k		4.891

		Pyrite

				FeS2 + 2 H+ + 2 e- = Fe+2 + 2 HS-

				-log_k		-18.479

				-delta_h 11.300 kcal

		FeS(ppt)

				FeS + H+ = Fe+2 + HS-

				-log_k		-3.915

		Mackinawite

				FeS + H+ = Fe+2 + HS-

				-log_k		-4.648

		Sulfur

				S + 2H+ + 2e- = H2S

				-log_k		4.882

				-delta_h -9.5 kcal

		Vivianite

				Fe3(PO4)2:8H2O = 3 Fe+2 + 2 PO4-3 + 8 H2O

				-log_k		-36.0

		Pyrolusite		# H2O added for surface calc's

				MnO2:H2O + 4 H+ + 2 e- = Mn+2 + 3 H2O

				-log_k		41.38

				-delta_h -65.110 kcal

		Hausmannite

				Mn3O4 + 8 H+ + 2 e- = 3 Mn+2 + 4 H2O

				-log_k		61.03

				-delta_h -100.640 kcal

		Manganite

				MnOOH + 3 H+ + e- = Mn+2 + 2 H2O

				-log_k		25.34

		Pyrochroite

				Mn(OH)2 + 2 H+ = Mn+2 + 2 H2O

				-log_k		15.2

		Halite

				NaCl  =  Cl- + Na+

				log_k		  1.570

				-delta_h  1.37

				#-analytic -713.4616   -.1201241   37302.21    262.4583    -2106915.

				-Vm 27.1

		Sylvite

				KCl  = K+ + Cl-

				log_k		   0.900

				-analytic     3.984     0.0		 -919.55

				Vm 37.5

		CO2(g)

				CO2 = CO2

				-log_k		-1.468

				-delta_h -4.776 kcal

				-analytic  109.534  1.9913e-2  -6986.04  -40.83  669370

				-T_c  304.2 # critical T, K

				-P_c   72.86 # critical P, atm

				-Omega 0.225 # acentric factor

		H2O(g)

				H2O = H2O

				-log_k  1.506; delta_h -44.03 kJ

				-T_c  647.3

				-P_c  217.60

				-Omega 0.344

				-analytic   -16.5066 -2.0013E-3  2710.7  3.7646  0 2.24E-6

		# Gases from LLNL...

		O2(g)

				O2 = O2

				-log_k   -2.8983

				-analytic -7.5001 7.8981e-3 0.0 0.0 2.0027e5

				-T_c  154.6

				-P_c   49.80

				-Omega 0.021

		H2(g)

				H2 = H2

				-log_k		   -3.1050

				-delta_h -4.184  kJ

				-analytic   -9.3114    4.6473e-3   -49.335    1.4341    1.2815e5

				-T_c  33.2

				-P_c   12.80

				-Omega 0.225

		N2(g)

				N2 = N2

				-log_k				 -3.1864

				-analytic -58.453 1.818e-3  3199  17.909 -27460

				-T_c  126.2

				-P_c   33.50

				-Omega 0.039

		H2S(g)

				H2S  =  H+ + HS-

				-log_k		   -7.9759

				-analytic -97.354 -3.1576e-2 1.8285e3 37.44 28.56

				-T_c  373.2

				-P_c  88.20

				-Omega 0.1

		CH4(g)

				CH4 = CH4

				-log_k		   -2.8502

				-analytic -24.027 4.7146e-3 372.27 6.4264 2.3362e5

				-T_c  190.6

				-P_c   45.40

				-Omega 0.008

		NH3(g)

				NH3 = NH3

				-log_k		   1.7966

				-analytic -18.758 3.3670e-4 2.5113e3 4.8619 39.192

				-T_c  405.6

				-P_c   111.3

				-Omega 0.25

		#Amm(g)

		#		Amm = Amm

		#		-log_k		   1.7966

		#		-analytic -18.758 3.3670e-4 2.5113e3 4.8619 39.192

		#		-T_c  405.6

		#		-P_c   111.3

		#		-Omega 0.25

		# redox-uncoupled gases

		Oxg(g)

				Oxg = Oxg

				-analytic -7.5001 7.8981e-3 0.0 0.0 2.0027e5

				-T_c  154.6 ; -P_c   49.80 ; -Omega 0.021

		Hdg(g)

				Hdg = Hdg

				-analytic   -9.3114    4.6473e-3   -49.335    1.4341    1.2815e5

				-T_c  33.2 ; -P_c   12.80 ; -Omega 0.225

		Ntg(g)

				Ntg = Ntg

				-analytic -58.453 1.81800e-3  3199  17.909 -27460

				T_c  126.2 ; -P_c   33.50 ; -Omega 0.039

		Mtg(g)

				Mtg = Mtg

				-analytic -24.027 4.7146e-3 3.7227e2 6.4264 2.3362e5

				-T_c  190.6 ; -P_c   45.40 ; -Omega 0.008

		H2Sg(g)

				H2Sg  =  H+ + HSg-

				-analytic -97.354 -3.1576e-2 1.8285e3 37.44 28.56

				-T_c  373.2 ; -P_c  88.20 ; -Omega 0.1

		# begin modification stimela.dat 

		# uniform notation of elements in redox-uncoupled gases

		[N-3]H3(g)

				[N-3]H3 = [N-3]H3

				-log_k		   1.7966

				-analytic -18.758 3.3670e-4 2.5113e3 4.8619 39.192

				-T_c  405.6

				-P_c   111.3

				-Omega 0.25

		[C-4]H4(g)

				[C-4]H4 = [C-4]H4

				-analytic -24.027 4.7146e-3 3.7227e2 6.4264 2.3362e5

				-T_c  190.6 ; -P_c   45.40 ; -Omega 0.008

		H2[S-2](g)

				H2[S-2]  =  H+ + H[S-2]-

				-analytic -97.354 -3.1576e-2 1.8285e3 37.44 28.56

				-T_c  373.2 ; -P_c  88.20 ; -Omega 0.1

		# end modification stimela.dat

		Melanterite

				FeSO4:7H2O = 7 H2O + Fe+2 + SO4-2

				-log_k		-2.209

				-delta_h 4.910		kcal

				-analytic		1.447		-0.004153		0.0		0.0		-214949.0

		Alunite

				KAl3(SO4)2(OH)6 + 6 H+ = K+ + 3 Al+3 + 2 SO4-2 + 6H2O

				-log_k		-1.4

				-delta_h -50.250 kcal

		Jarosite-K

				KFe3(SO4)2(OH)6 + 6 H+ = 3 Fe+3 + 6 H2O + K+ + 2 SO4-2

				-log_k		-9.21

				-delta_h -31.280 kcal

		Zn(OH)2(e)

				Zn(OH)2 + 2 H+ = Zn+2 + 2 H2O

				-log_k		11.5

		Smithsonite

				ZnCO3 = Zn+2 + CO3-2

				-log_k		-10.0

				-delta_h -4.36		kcal

		Sphalerite

				ZnS + H+ = Zn+2 + HS-

				-log_k		-11.618

				-delta_h 8.250		kcal

		Willemite		289

				Zn2SiO4 + 4H+ = 2Zn+2 + H4SiO4

				-log_k		15.33

				-delta_h -33.37		kcal

		Cd(OH)2

				Cd(OH)2 + 2 H+ = Cd+2 + 2 H2O

				-log_k		13.65

		Otavite		315

				CdCO3 = Cd+2 + CO3-2

				-log_k		-12.1

				-delta_h -0.019		kcal

		CdSiO3		328

				CdSiO3 + H2O + 2H+ = Cd+2 + H4SiO4

				-log_k		9.06

				-delta_h -16.63		kcal

		CdSO4		329

				CdSO4 = Cd+2 + SO4-2

				-log_k		-0.1

				-delta_h -14.74		kcal

		Cerrusite		365

				PbCO3 = Pb+2 + CO3-2

				-log_k		-13.13

				-delta_h 4.86		kcal

		Anglesite		384

				PbSO4 = Pb+2 + SO4-2

				-log_k		-7.79

				-delta_h 2.15		kcal

		Pb(OH)2		389

				Pb(OH)2 + 2H+ = Pb+2 + 2H2O

				-log_k		8.15

				-delta_h -13.99		kcal

		EXCHANGE_MASTER_SPECIES

				X		X-

		EXCHANGE_SPECIES

				X- = X-

				-log_k		0.0

				Na+ + X- = NaX

				-log_k		0.0

				-gamma		4.08 0.082

				K+ + X- = KX

				-log_k		0.7

				-gamma		3.5		0.015

				-delta_h  -4.3		# Jardine & Sparks, 1984

				Li+ + X- = LiX

				-log_k		-0.08

				-gamma		6.0		0.0

				-delta_h  1.4		# Merriam & Thomas, 1956

		# !!!!!

		#		H+ + X- = HX

		#		-log_k		1.0

		#		-gamma		9.0		0.0

				NH4+ + X- = NH4X

				log_k   0.6

				-gamma  2.5     0.0

				delta_h  -2.4   # Laudelout et al., 1968

		#		AmmH+ + X- = AmmHX

		#		-log_k		0.6

		#		-gamma		2.5		0.0

		#		-delta_h  -2.4		# Laudelout et al., 1968

		# begin modification stimela.dat 

				[N-3]H4+ + X- = [N-3]H4X

				-log_k		0.6

				-gamma		2.5		0.0

				-delta_h  -2.4		# Laudelout et al., 1968

		# end modification stimela.dat

				Ca+2 + 2X- = CaX2

				-log_k		0.8

				-gamma		5.0		0.165

				-delta_h  7.2    # Van Bladel & Gheyl, 1980

				Mg+2 + 2X- = MgX2

				-log_k		0.6

				-gamma		5.5		0.2

				-delta_h  7.4		# Laudelout et al., 1968

				Sr+2 + 2X- = SrX2

				-log_k		0.91

				-gamma		5.26		0.121

				-delta_h  5.5		# Laudelout et al., 1968

				Ba+2 + 2X- = BaX2

				-log_k		0.91

				-gamma		5.0		0.0

				-delta_h  4.5		# Laudelout et al., 1968

				Mn+2 + 2X- = MnX2

				-log_k		0.52

				-gamma		6.0		0.0

				Fe+2 + 2X- = FeX2

				-log_k		0.44

				-gamma		6.0		0.0

				Cu+2 + 2X- = CuX2

				-log_k		0.6

				-gamma		6.0		0.0

				Zn+2 + 2X- = ZnX2

				-log_k		0.8

				-gamma		5.0		0.0

				Cd+2 + 2X- = CdX2

				-log_k		0.8

				-gamma 0.0  0.0

				Pb+2 + 2X- = PbX2

				-log_k		1.05

				-gamma 0.0  0.0

				Al+3 + 3X- = AlX3

				-log_k		0.41

				-gamma		9.0		0.0

				AlOH+2 + 2X- = AlOHX2

				-log_k		0.89

				-gamma		0.0		0.0

		SURFACE_MASTER_SPECIES

				Hfo_s		Hfo_sOH

				Hfo_w		Hfo_wOH

		SURFACE_SPECIES

		# All surface data from

		# Dzombak and Morel, 1990

		#

		#

		# Acid-base data from table 5.7

		#

		# strong binding site--Hfo_s,

				Hfo_sOH = Hfo_sOH

				-log_k		0.0

				Hfo_sOH		+ H+ = Hfo_sOH2+

				-log_k		7.29		# = pKa1,int

				Hfo_sOH = Hfo_sO- + H+

				-log_k		-8.93		# = -pKa2,int

		# weak binding site--Hfo_w

				Hfo_wOH = Hfo_wOH

				-log_k		0.0

				Hfo_wOH		+ H+ = Hfo_wOH2+

				-log_k		7.29		# = pKa1,int

				Hfo_wOH = Hfo_wO- + H+

				-log_k		-8.93		# = -pKa2,int

		###############################################

		# CATIONS #

		###############################################

		#

		# Cations from table 10.1 or 10.5

		#

		# Calcium

				Hfo_sOH + Ca+2 = Hfo_sOHCa+2

				-log_k		4.97

				Hfo_wOH + Ca+2 = Hfo_wOCa+ + H+

				-log_k -5.85

		# Strontium

				Hfo_sOH + Sr+2 = Hfo_sOHSr+2

				-log_k		5.01

				Hfo_wOH + Sr+2 = Hfo_wOSr+ + H+

				-log_k -6.58

				Hfo_wOH + Sr+2 + H2O = Hfo_wOSrOH + 2H+

				-log_k -17.6

		# Barium

				Hfo_sOH + Ba+2 = Hfo_sOHBa+2

				-log_k		5.46

				Hfo_wOH + Ba+2 = Hfo_wOBa+ + H+

				-log_k		-7.2		# table 10.5

		#

		# Cations from table 10.2

		#

		# Cadmium

				Hfo_sOH + Cd+2 = Hfo_sOCd+ + H+

				-log_k		0.47

				Hfo_wOH + Cd+2 = Hfo_wOCd+ + H+

				-log_k		-2.91

		# Zinc

				Hfo_sOH + Zn+2 = Hfo_sOZn+ + H+

				-log_k		0.99

				Hfo_wOH + Zn+2 = Hfo_wOZn+ + H+

				-log_k		-1.99

		# Copper

				Hfo_sOH + Cu+2 = Hfo_sOCu+ + H+

				-log_k		2.89

				Hfo_wOH + Cu+2 = Hfo_wOCu+ + H+

				-log_k		0.6		# table 10.5

		# Lead

				Hfo_sOH + Pb+2 = Hfo_sOPb+ + H+

				-log_k		4.65

				Hfo_wOH + Pb+2 = Hfo_wOPb+ + H+

				-log_k		0.3		# table 10.5

		#

		# Derived constants table 10.5

		#

		# Magnesium

				Hfo_wOH + Mg+2 = Hfo_wOMg+ + H+

				-log_k -4.6

		# Manganese

				Hfo_sOH + Mn+2 = Hfo_sOMn+ + H+

				-log_k		-0.4		# table 10.5

				Hfo_wOH + Mn+2 = Hfo_wOMn+ + H+

				-log_k -3.5		# table 10.5

		# Iron, strong site: Appelo, Van der Weiden, Tournassat & Charlet, EST 36, 3096

				Hfo_sOH + Fe+2 = Hfo_sOFe+ + H+

				-log_k		-0.95

		# Iron, weak site: Liger et al., GCA 63, 2939, re-optimized for D&M

				Hfo_wOH + Fe+2 = Hfo_wOFe+ + H+

				-log_k -2.98

				Hfo_wOH + Fe+2 + H2O = Hfo_wOFeOH + 2H+

				-log_k -11.55

		###############################################

		# ANIONS #

		###############################################

		#

		# Anions from table 10.6

		#

		# Phosphate

				Hfo_wOH + PO4-3 + 3H+ = Hfo_wH2PO4 + H2O

				-log_k		31.29

				Hfo_wOH + PO4-3 + 2H+ = Hfo_wHPO4- + H2O

				-log_k		25.39

				Hfo_wOH + PO4-3 + H+ = Hfo_wPO4-2 + H2O

				-log_k		17.72

		#

		# Anions from table 10.7

		#

		# Borate

				Hfo_wOH + H3BO3 = Hfo_wH2BO3 + H2O

				-log_k		0.62

		#

		# Anions from table 10.8

		#

		# Sulfate

				Hfo_wOH + SO4-2 + H+ = Hfo_wSO4- + H2O

				-log_k		7.78

				Hfo_wOH + SO4-2 = Hfo_wOHSO4-2

				-log_k		0.79

		#

		# Derived constants table 10.10

		#

				Hfo_wOH + F- + H+ = Hfo_wF + H2O

				-log_k		8.7

				Hfo_wOH + F- = Hfo_wOHF-

				-log_k		1.6

		#

		# Carbonate: Van Geen et al., 1994 reoptimized for D&M model

		#

				Hfo_wOH + CO3-2 + H+ = Hfo_wCO3- + H2O

				-log_k		12.56

				Hfo_wOH + CO3-2 + 2H+= Hfo_wHCO3 + H2O

				-log_k		20.62

		RATES

		#######

		# Example of quartz kinetic rates block:

		#KINETICS

		#Quartz

		#-m0  158.8		    # 90 % Qu

		#-parms 23.13  1.5

		#-step 3.1536e8 in 10

		#-tol 1e-12

		# Rate definition:

		 Quartz

		  -start

		 #1 rem Specific rate k from Rimstidt and Barnes, 1980, GCA 44,1683

		 #2 rem  k = 10^-13.7 mol/m2/s (25 C), Ea = 90 kJ/mol

		 #2 rem  sp. rate * parm(2) due to salts (Dove and Rimstidt, MSA Rev. 29, 259)

		 #4 rem  parm(1) = A (m2) recalc's to mol/s

		 #5 rem  parm(2) salt correction: (1 + 1.5 * c_Na (mM)), < 35

		 10 dif_temp = 1/TK - 1/298

		  20 pk_w = 13.7 + 4700.4 * dif_temp

		  40 moles = parm(1) * parm(2) * (m/m0)^0.67 * 10^-pk_w * (1 -  SR("Quartz"))

		#						 Integrate...

		  50 save moles * time

		  -end

		###########

		#K-feldspar

		###########

		# Example of KINETICS data block for K-feldspar rate:

		#		KINETICS 1

		#		K-feldspar

		#				-m0 2.16  # 10% K-fsp, 0.1 mm cubes

		#				-m  1.94

		#				-parms 1.36e4  0.1

		K-feldspar

		      -start

		#1 rem specific rate from Sverdrup, 1990, in kmol/m2/s

		#2 rem parm(1) = 10 * (A/V, 1/dm) (recalc's sp. rate to mol/kgw)

		#3 rem parm(2) = corrects for field rate relative to lab rate

		#4 rem temp corr: from p. 162. E (kJ/mol) / R / 2.303 = H in H*(1/T-1/298)

		10    dif_temp = 1/TK - 1/298

		20    pk_H = 12.5 + 3134 * dif_temp

		30    pk_w = 15.3 + 1838 * dif_temp

		40    pk_OH = 14.2 + 3134 * dif_temp

		50    pk_CO2 = 14.6 + 1677 * dif_temp

		#60   pk_org = 13.9 + 1254 * dif_temp  # rate increase with DOC

		70    rate = 10^-pk_H * ACT("H+")^0.5 + 10^-pk_w + 10^-pk_OH * ACT("OH-")^0.3

		71    rate = rate + 10^-pk_CO2 * (10^SI("CO2(g)"))^0.6

		#72   rate = rate + 10^-pk_org * TOT("DOC")^0.4

		80    moles = parm(1) * parm(2) * rate * (1 - SR("K-feldspar")) * time

		81 rem decrease rate on precipitation

		90    if SR("K-feldspar") > 1 then moles = moles * 0.1

		100   save moles

		      -end

		###########

		#Albite

		###########

		# Example of KINETICS data block for Albite rate:

		#		KINETICS 1

		#		Albite

		#				-m0 0.43  # 2% Albite, 0.1 mm cubes

		#				-parms 2.72e3  0.1

		Albite

		      -start

		#1 rem specific rate from Sverdrup, 1990, in kmol/m2/s

		#2 rem parm(1) = 10 * (A/V, 1/dm) (recalc's sp. rate to mol/kgw)

		#3 rem parm(2) = corrects for field rate relative to lab rate

		#4 rem temp corr: from p. 162. E (kJ/mol) / R / 2.303 = H in H*(1/T-1/298)

		10    dif_temp = 1/TK - 1/298

		20    pk_H = 12.5 + 3359 * dif_temp

		30    pk_w = 14.8 + 2648 * dif_temp

		40    pk_OH = 13.7 + 3359 * dif_temp

		#41 rem		 ^12.9 in Sverdrup, but larger than for oligoclase...

		50    pk_CO2 = 14.0 + 1677 * dif_temp

		#60   pk_org = 12.5 + 1254 * dif_temp # ...rate increase for DOC

		70    rate = 10^-pk_H * ACT("H+")^0.5 + 10^-pk_w + 10^-pk_OH * ACT("OH-")^0.3

		71    rate = rate + 10^-pk_CO2 * (10^SI("CO2(g)"))^0.6

		#72   rate = rate + 10^-pk_org * TOT("DOC")^0.4

		80    moles = parm(1) * parm(2) * rate * (1 - SR("Albite")) * time

		81 rem decrease rate on precipitation

		90    if SR("Albite") > 1 then moles = moles * 0.1

		100   save moles

		      -end

		########

		#Calcite

		########

		# Example of KINETICS data block for calcite rate:

		#		KINETICS 1

		#		Calcite

		#				-tol    1e-8

		#				-m0		 3.e-3

		#				-m		3.e-3

		#				-parms		50		  0.6

		Calcite

		  -start

		   1 rem		parm(1) = A/V, 1/dm		parm(2) = exponent for m/m0

		   10 si_cc = si("Calcite")

		   20 if (m <= 0  and si_cc < 0) then goto 200

		   30  k1 = 10^(0.198 - 444.0 / (273.16 + tc) )

		   40  k2 = 10^(2.84 - 2177.0 / (273.16 + tc) )

		   50  if tc <= 25 then k3 = 10^(-5.86 - 317.0 / (273.16 + tc) )

		   60  if tc > 25 then k3 = 10^(-1.1 - 1737.0 / (273.16 + tc) )

		   70   t = 1

		   80   if m0 > 0 then t = m/m0

		   90   if t = 0 then t = 1

		   100   moles = parm(1) * 0.1 * (t)^parm(2)

		   110   moles = moles * (k1 * act("H+") + k2 * act("CO2") + k3 * act("H2O"))

		   120   moles = moles * (1 - 10^(2/3*si_cc))

		   130   moles = moles * time

		   140  if (moles > m) then moles = m

		   150 if (moles >= 0) then goto 200

		   160  temp = tot("Ca")

		   170  mc  = tot("C(4)")

		   180  if mc < temp then temp = mc

		   190  if -moles > temp then moles = -temp

		   200 save moles

		  -end

		#######

		#Pyrite

		#######

		# Example of KINETICS data block for pyrite rate:

		#		KINETICS 1

		#		Pyrite

		#				-tol    1e-8

		#				-m0		 5.e-4

		#				-m		5.e-4

		#				-parms -5.0		 0.1		 .5		 -0.11

		Pyrite

		  -start

		   1 rem		parm(1) = log10(A/V, 1/dm)		parm(2) = exp for (m/m0)

		   2 rem		parm(3) = exp for O2				parm(4) = exp for H+

		   10 if (m <= 0) then goto 200

		   20 if (si("Pyrite") >= 0) then goto 200

		   30  rate = -10.19 + parm(1) + parm(3)*lm("O2") + parm(4)*lm("H+") + parm(2)*log10(m/m0)

		   40  moles = 10^rate * time

		   50 if (moles > m) then moles = m

		   60 if (moles >= (mol("O2")/3.5)) then moles = mol("O2")/3.5

		   200 save moles

		  -end

		##########

		#Organic_C

		##########

		# Example of KINETICS data block for Organic_C rate:

		#		KINETICS 1

		#		Organic_C

		#				-tol		1e-8

		#		      # m in mol/kgw

		#				-m0		5e-3

		#				-m		5e-3

		Organic_C

		  -start

		   10 if (m <= 0) then goto 200

		   20  mO2 = mol("O2")

		   30  mNO3 = tot("N(5)")

		   40  mSO4 = tot("S(6)")

		   50   rate = 1.57e-9*mO2/(2.94e-4 + mO2) + 1.67e-11*mNO3/(1.55e-4 + mNO3)

		   60   rate = rate + 1.e-13*mSO4/(1.e-4 + mSO4)

		   70  moles = rate * m * (m/m0) * time

		   80 if (moles > m) then moles = m

		   200 save moles

		  -end

		###########

		#Pyrolusite

		###########

		#

		# Postma, and Appelo., GCA 64, 1237

		#

		# Example of KINETICS data block for Pyrolusite

		#       KINETICS 1-12

		#       Pyrolusite

		#		       -tol    1.e-7

		#		       -m0     0.1

		#		       -m      0.1

		Pyrolusite

		  -start

		   5		if (m <= 0.0) then goto 200

		   7		sr_pl = sr("Pyrolusite")

		   9		if abs(1 - sr_pl) < 0.1 then goto 200

		   10		if (sr_pl > 1.0) then goto 100

		   #20 rem		initially 1 mol Fe+2 = 0.5 mol pyrolusite. k*A/V = 1/time (3 cells)

		   #22 rem       time (3 cells) = 1.432e4.  1/time = 6.98e-5

		   30		Fe_t = tot("Fe(2)")

		   32		if Fe_t < 1.e-8 then goto 200

		   40		moles =  6.98e-5 * Fe_t  * (m/m0)^0.67 * time * (1 - sr_pl)

		   50		if moles > Fe_t / 2 then moles = Fe_t / 2

		   70		if moles > m then moles = m

		   90		goto 200

		   100		Mn_t = tot("Mn")

		   110		moles = 2e-3 * 6.98e-5 * (1-sr_pl) * time

		   120		if moles <= -Mn_t then moles = -Mn_t

		   200		save moles

		  -end

		END

		# For the reaction aA + bB = cC + dD,

		#   with delta_v = c*Vm(C) + d*Vm(D) - a*Vm(A) - b*Vm(B),

		# PHREEQC adds the pressure term to log_k: -= delta_v * (P - 1) / (2.3RT).

		#   Vm(A) is volume of A, cm3/mol, P is pressure, atm, R is the gas constant, T is Kelvin.

		# Gas-pressures and fugacity coefficients are calculated with Peng-Robinson's EOS.

		#   Binary interaction coefficients from Soreide and Whitson, 1992, FPE 77, 217 are

		#    hard-coded in calc_PR():

		#    kij    CH4    CO2    H2S    N2

		#    H2O    0.49   0.19   0.19   0.49

		# =============================================================================================

		# The molar volumes of solids are entered with

		#                         -Vm vm cm3/mol

		#    vm is the molar volume, cm3/mol (default), but dm3/mol and m3/mol are permitted.

		# Data for minerals' vm (= MW (g/mol) / rho (g/cm3)) are defined using rho from

		#   Deer, Howie and Zussman, The rock-forming minerals, Longman.

		#                           --------------------

		# Temperature- and pressure-dependent volumina of aqueous species are calculated with a Redlich-

		#   type equation (cf. Redlich and Meyer, Chem. Rev. 64, 221), from parameters entered with 

		#                        -Vm a1 a2 a3 a4 W a0 i1 i2 i3 i4

		# The volume (cm3/mol) is

		#    Vm(T, pb, I) = 41.84 * (a1 * 0.1 + a2 * 100 / (2600 + pb)  + a3 / (T - 228) +

		#                            a4 * 1e4 / (2600 + pb) / (T - 228) - W * QBrn)

		#                   + z^2 / 2 * Av * f(I^0.5)

		#                   + (i1 + i2 / (T - 228) + i3 * (T - 228)) * I^i4

		#   Volumina at I = 0 are obtained using supcrt92 formulas (Johnson et al., 1992, CG 18, 899).

		#   41.84 transforms cal/bar/mol into cm3/mol.

		#   pb is pressure in bar.

		#   W * QBrn is the energy of solvation, calculated from W and the pressure dependence of the 

		#     Born equation (i.e. of the dielectric constant of water (f(P, T), see below).

		#   z is charge of the solute species.

		#   Av is the Debye-Hueckel limiting slope.

		#   a0 is the ion-size parameter in the extended Debye-Hueckel equation:

		#     f(I^0.5) = I^0.5) / (1 + a0 * DH_B * I^0.5),

		#     a0 = -gamma x for cations, = 0 for anions.

		# Av (P, T) is calculated using the dielectric constant of water from Bradley and Pitzer, 1979, JPC 83, 1599,

		#   and the compressibility of pure water.

		# The density of pure water at water saturation pressure is calculated with eqn 2.6 from

		#   Wagner and Pruss, 2002, J. Phys. Chem. Ref. Data 31, 387. At higher P,T with polynomials

		#   interpolated from IAPWS table 3 (2007).

		#

		# Data for species' parameters, commented with ‘# supcrt modified’, were fitted from data

		#   compiled by Laliberte, 2009, J. Chem. Eng. Data 54, 1725, + additions, see Appelo, Parkhurst and Post (in prep.)

		# H+ has the reference volume of 0 at all P, T and I.

		# For Cl-, parameters were obtained from densities of HCl solutions up to 176 oC, 1 - 280 atm.

		# The numbers for cations were extracted from the densities of cation-Cl-solutions.

		# Other anions and OH- then follow from the measured densities of cation-anion solutions.

		# Water dissociation was fitted from Bandura and Lvov, 2006, J. Phys. Chem. Ref. Data, 35, 15, 0-200 oC, 1-2000 atm.

		#                           --------------------

		# If -Vm is not defined, the a-f values from -Millero a b c d e f (if available) will be used for calculating

		#   Vm(t, I) = a + b * t + c * t^2 + z^2 / 2 * Av * I^0.5 + (d + e * t + f * t^2) * I

		#   t is temperature in oC.

		#

		# redox-uncoupled gases have been added for H2 (Hdg), O2 (Oxg), CH4 (Mtg), N2 (Ntg),

		#   H2S (H2Sg, species HSg-, etc.).

		#

		# =============================================================================================

		# It remains the responsibility of the user to check the calculated results, for example with

		#   measured solubilities as a function of (P, T).
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AquaticChemistry

		AQUATIC CHEMISTRY for Engineers









		Module		Gases in water and gas

				Dissolution of gases



		Phreeqc		Input for all stimela.dat parameters, for aerobic and anaerobic water



		Sample description		Drinking water P&P - Water quality par. 3.4 / Surface water par. 4.4												Assumption:

																mg/L =mg/kgs =mg/kgw

		Basic data		Temperature		t		0C				10.0

				Oxygen		pa O2		atm				0.21

				Nitrogen (inert)		pa N2		atm				0.78

				Carbon dioxide		pa CO2		atm

				Methane		pa CH4		atm

				Sulfide		pa H2S		atm

				pe (electron activity)		pe		- 

				Conductivity (measured, at t 0C)		EC		mS/m								0		µS/cm

				Total dissolved solids (residue)		TDS		mg/L

		Cations		Calcium		Ca		mg/L								0.00		mmol/kgw

				Magnesium		Mg		mg/L								0.00		mmol/kgw

				Sodium		Na		mg/L								0.00		mmol/kgw

				Potassium		K		mg/L								0.00		mmol/kgw

				Iron		Fe		mg/L								0.000		mmol/kgw

				Manganese		Mn		mg/L								0.000		mmol/kgw

				Ammonium (inert)		NH4		mg/L								0.000		mmol/kgw

				Aluminium		Al		μg/L								0.00		mmol/kgw

				Barium		Ba		μg/L								0.00		mmol/kgw

				Cadmium		Cd		μg/L								0.00		mmol/kgw

				Copper		Cu		μg/L								0.00		mmol/kgw

				Lead		Pb		μg/L								0.00		mmol/kgw

				Lithium		Li		μg/L								0.00		mmol/kgw

				Strontium		Sr		μg/L								0.00		mmol/kgw

				Zinc		Zn		μg/L								0.00		mmol/kgw

		Anions		Hydrogen carbonate (as Alkalinty)		HCO3		mg/L								0.00		mmol/kgw

				Chloride		Cl		mg/L								0.00		mmol/kgw

				Nitrate		NO3		mg/L								0.00		mmol/kgw

				Sulfate		SO4		mg/L								0.00		mmol/kgw

				Fluoride		F 		mg/L								0.00		mmol/kgw

				Bromide		Br		mg/L								0.00		mmol/kgw

				Phosphate		PO4		mg/L								0.00		mmol/kgw

				Nitrite		NO2		mg/L								0.00		mmol/kgw

				Silicate		Si		mg/L								0.00		mmol/kgw

				Boron		B 		μg/L								0.00		mmol/kgw



		Conditions		Pressure		p		atm				1.00										1.00

				Temperature		t		0C				10.0														10.0

				Transformed organic material		CH2O		mmol/kgw				0.00																		0.00









		Overall parameters		Cations				meq/kgw				0.00

				Anions				meq/kgw				0.00

				Conductivity (calculated, at t 0C)		EC		mS/m				0.0				1		μS/cm

				Total dissolved solids		TDS		mg/L				0

				Ionic strength		IS		mmol/kgw				0.0

				Total hardness		TH		mmol/kgw				0.00				0.0		0D

				Vapor pressure water		pa		atm				0.01

				Density		rho		kg/L				1.000

		Redox conditions		Oxygen		O2		mmol/kgw				0.36				11.5		mg/L

				pe (electron activity)		pe		-				14.97

				Redox potential		Eh		mV				840

		Correctness checks		Charge difference				meq/kgw				-0.00

				Percentage error (100*(Cat-|An|)/(Cat+|An|)								-0.0%

				EC ratio, calculated/measured 				-				-

				TDS ratio, measured/calculated 				-				-

				Oxygen saturation (with air at sea level)				atm/atm				102.2%

				pH change by electron balancing (Phreeqc)				-				0.00

				pe change by electron balancing (Phreeqc)				-				-

		Carbon equilibrium		pH (Hydrogen activity)   		pH   		-				7.00

				Alkalinity		m		meq/kgw				0.00

				Total Inorganic Carbon (TIC)		TIC		mmol/kgw				0.00				0		mg/L C

				CO2		CO2		mmol/kgw				0.00				0.00		mg/L

				HCO3 -		HCO3		mmol/kgw				0.00				0		mg/L

				CO3 2-		CO3		mmol/kgw				0.00				0		mg/L

				dpH by 0.1 mmol HCl / kgw		pH		-				-3.00

				Buffer capacity		BI		mmol/kgw /pH				0.01

		Calcite equilibrium		SI (calcite)		SI-c		-				-

				Equilibrium-pH (pHs or pH-Langelier)		pH-L		-				-

				Calcite Precipitation Potential		CPP		mmol/kgw				-0.11				5		mg/L CO2

				Calcite Precipitation Potential at 60 C		CPP-60		mmol/kgw				-0.16				7		mg/L CO2

				Calcite Precipitation Potential at 90 C		CPP-90		mmol/kgw				-0.18				8		mg/L CO2

		Gases in water		Oxygen		O2		mmol/kgw				0.36				11.5		mg/L				0.36				0.36				0.36

				Nitrogen (inert)		Ntg		mmol/kgw				0.66				18.6		mg/L				0.66				0.66				0.66

				Carbon dioxide		CO2		mmol/kgw				0.00				0.00		mg/L				0.00				0.00				0.00

				Methane		CH4		mmol/kgw				0.00				0.00		mg/L				0.00				0.00				0.00

				Sulfide		H2S		mmol/kgw				0.00				0.00		mg/L				0.00				0.00				0.00

				Ammonia		NH3		mmol/kgw				0.00				0.00		mg/L				0.00				0.00				0.00

		Gases in gas		Total gas volume				mL				0.00										0.06				0.06				0.06

				Total gas pressure				atm				1.00										1.00				1.00				1.00

				Oxygen		O2		atm				0.21										0.21				0.21				0.21

				Nitrogen (inert)		N2		atm				0.78										0.78				0.78				0.78

				Carbon dioxide		CO2		atm				0.00										0.00				0.00				0.00

				Methane		CH4		atm				0.00										0.00				0.00				0.00

				Sulfide		H2S		atm				0.00										0.00				0.00				0.00

				Ammonia		NH3		atm				0.00										0.00				0.00				0.00

				Water (vapour)		H2O		atm				0.01										0.01				0.01				0.01

		Elements / Species		C				mmol/kgw				0.00

				CO2								22.5%				0		mg/L

				HCO3 -								77.5%

				CO3 2-								0.0%

				CH4 				mmol/kgw				0.00				0.00		mg/L

				Ca				mmol/kgw				0.00

				Ca 2+								-

				CaHCO3 +								-

				CaCO3								-

				CaSO4								-

				Mg				mmol/kgw				0.00

				Mg 2+								-

				MgHCO3 +								-

				MgCO3								-

				MgSO4								-

				Fe				mmol/kgw				0.000

				Fe 2+								-

				Fe 3+								-

				Mn				mmol/kgw				0.000

				Mn 2+								-

				Mn 3+								-

				S (in SO4)				mmol/kgw				0.00

				SO4 2-								-

				CaSO4								-

				MgSO4								-

				S (in S 2-)				mmol/kgw				0.000				0.00		mg/L

				P				mmol/kgw				0.000

				H+				mmol/kgw				0.000

				OH-				mmol/kgw				0.000



												For further details see PHREEQC.OUT









Run_Control

		Run Control 		PHREEQC for Excel



		Input file 						PHREEQC input file												SELECTED_OUTPUT have to include data, if not: an ERROR-message appears









		Database file						PHREEQC database file												Have to be a readable and proper Phreeqc databases file; if not: an ERROR-message appears

								Default path: Current map .xls file

				stimela.dat









































Input

		PRINT 

				-alkalinity				true     								# prints species that contribute to alkalinity. Default: false 

		SELECTED_OUTPUT

		# Tip: use in/excluding # as line start for switching (defaults = true)

				-file				selected.out.txt								# file name for tabulated output

		#		-selected_out				false   								# set printing to the selected-output file on/off

				-reset				false    								# overwrites the default true values

				-simulation				true     								# prints simulation number

				-state				true     								# prints the type of calculation performed

				-solution				true  								# prints solution number

				-step				true  								# prints reaction step number for batch-reaction 

				-pH				true  								# prints pH

				-pe				true  								# prints pe

				-temperature				true  								# prints temperature (Celsius). 

				-alkalinity				true  								# prints alkalinity (eq/kgw) 

		#		-percent_error				true  								# prints percent error in charge balance

				-totals				C  C(4) C(-4)  Ca Mg Fe Fe(2) Fe(3) Mn Mn(2) Mn(3)  S S(6) S(-2) P Na Cl                								# element total concentration (mol/kgw) (name from 1st column under _MASTER_SPECIES)

				-molalities				O2  Ntg  CH4  H2S  NH3  CO2  HCO3-  CO3-2   Ca+2  CaHCO3+  CaCO3  CaSO4  Mg+2  MgHCO3+ MgCO3 MgSO4 SO4-2 H+ OH- 								# species concentration (mol/kgw) (name follows =-sign under SPECIES)

		#		-molalities				O2  N2  CH4  H2S  NH3  CO2  HCO3-  CO3-2  Ca+2  CaHCO3+  CaCO3  CaSO4  Mg+2  MgHCO3+ MgCO3 MgSO4 SO4-2 H+ OH- 								# species concentration (mol/kgw) (name follows =-sign under SPECIES)

				-saturation_indices				Calcite  O2(g)  Ntg(g)  CO2(g)  H2O(g)  CH4(g)  H2S(g)  NH3(g)								# SI-values for PHASES

		#		-saturation_indices				Calcite  O2(g)  N2(g)  CO2(g)  H2O(g)  CH4(g)  H2S(g)  NH3(g)								# SI-values for PHASES

				-gases				O2(g)  Ntg(g)  CO2(g)  H2O(g)  CH4(g)  H2S(g)  NH3(g)



		USER_PUNCH

				-headings				Ion_Str  Conduct  Rho   Charge_Err   Charge_Bal   TotWat  Cation  Anion 

				-start

						10		PUNCH MU

						20		PUNCH SC

						25		PUNCH RHO

						30		PUNCH PERCENT_ERROR

						40 		PUNCH CHARGE_BALANCE 										# equal to TOTMOLE("charge")

						50		PUNCH TOT("water")

						60		PUNCH CALC_VALUE("Anion") + TOT("charge")										# Cation = Anion + ChargeBalans

						70		PUNCH CALC_VALUE("Anion") 

				-end

		CALCULATE_VALUES 						# declaration of procedures (functions)

		Anion						# Calculate Anion concentration from Charge Balance (=Cat-An) and Error (=(Cat-An)/(Cat+An)) 

				-start

						10		DELTA = TOT("charge")										# Charge Balance as Concentration (equal to CHARGE_BALANCE / TOT("water")  )

						20		ERROR = PERCENT_ERROR/100										# Error as Fraction

						30		AN = (DELTA/ERROR - DELTA)/2										# Calculate by substitution

						40		SAVE AN										# Algorithm less reliable at very small ERROR value

				-end

		# END 		# with an END statement the declarations above are regarded as "Simulation 1"

		SOLUTION				1

				-units 				mg/kgs

				-redox				O(-2)/O(0)						#  if O2>0 then "O(-2)/O(0)" else if CH4>0 then "C(-4)/C(4)" else "pe"

				-density 				1

				-water    				1

				-pe				4.00						#  if pe = empty then pe = 4

				temp		10.0

				O(0)		1		O2(g)		-0.6778				# SI = log(pa)

		#		N(0)		1		N2(g)		-0.1079				# SI = log(pa)

				Ntg		1		Ntg(g)		-0.1079				# SI = log(pa)

		#		C(4)		1		CO2(g)		ERROR:#NUM!				# SI = log(pa)

		#		C(-4)		1		CH4(g)		ERROR:#NUM!				# SI = log(pa)

		#		S(-2)		1		H2S(g)		ERROR:#NUM!				# SI = log(pa)

				Ca		0.00

				Mg		0.00

				Na		0.00

				K		0.00

				Fe		0.00

				Mn		0.00

				[N-3]		0.00		as NH4

		#		N(-3)		0.00		as NH4

				Al		0.00		ug/kgs

				Ba		0.00		ug/kgs

				Cd		0.00		ug/kgs

				Cu		0.00		ug/kgs

				Pb		0.00		ug/kgs

				Li		0.00		ug/kgs

				Sr		0.00		ug/kgs

				Zn		0.00		ug/kgs

				Alkalinity		0.001		as HCO3						# default Alkalinity = 0.001 to avoid pH=7 (default of PHREEQC ) with given CO2 

				Cl		0.00

				N(+5)		0.00		as NO3

				S(+6)		0.00		as SO4

				F 		0.00

				Br		0.00

				P 		0.00		as PO4

				N(+3)		0.00		as NO2

				Si		0.00		as Si

				B		0.00		ug/kgs as B

		END		# Simulation 1





		TITLE		Simulation for calculating pe (redox equilibrium)

		USE solution 1

		EQUILIBRIUM_PHASE												# dummy to start final calculation, with identical water quality

		SAVE SOLUTION 1

		END		# Simulation 2

		TITLE		Simulation for calculating CalciumCarbonate Precipitation Potential

		USE solution 1

		EQUILIBRIUM_PHASE

				Calcite

		END		# Simulation 3



		TITLE		Simulation for calculating Buffer Capacity (dpH after 0.01 mmol/kgw HCl) and pH stability (dpH after 0.1 mmol/kgw HCl)

		USE solution 1

		REACTION

				HCl

				0.01   0.10  millimoles										# solution composition after 2 dosing steps

				INCREMENTAL_REACTIONS false

		END		# Simulation 4

		TITLE		Simulation for calculating CalciumCarbonate Precipitation Potential at 60 and 90 C

		USE solution 1

		REACTION_TEMPERATURE 

				60  90 										# solution composition is calculated for the 2 listed temperatures (C) 

		EQUILIBRIUM_PHASE

				Calcite

		END		# Simulation 5

		TITLE		Gas phase , for pressure

		USE solution 1

		GAS_PHASE 1 												# Defines a gas phase

				-fixed_pressure										# Gas phase with fixed total pressure, so a variable volume

				-pressure				1.00						# Gas pressure in atm

				-temperature				10						# Initial gas temperature in Celcius (default 25 C)

				-volume				1e-8						# Initial volume in Liter (negligible initial volume, 1e-8 liter )

				O2(g)				0.0						# Gas name from PHASES with initial partial pressure 

		#		N2(g)				0.0

				Ntg(g)				0.0

				H2O(g)				0.0

				CO2(g)				0.0

				CH4(g)				0.0

		#		NH3(g) 				0.0

				H2S(g)				0.0

		END		# Simulation 6



		TITLE		Gas phase , for temperature

		USE solution 1

		GAS_PHASE 1 												# Defines a gas phase

				-fixed_pressure										# Gas phase with fixed total pressure, so a variable volume

				-pressure				1.00						# Gas pressure in atm

				-temperature				10						# Initial gas temperature in Celcius (default 25 C)

				-volume				1e-8						# Initial volume in Liter (negligible initial volume, 1e-8 liter )

				O2(g)				0.0						# Gas name from PHASES with initial partial pressure 

		#		N2(g)				0.0

				Ntg(g)				0.0

				H2O(g)				0.0

		#		CO2(g)				0.0

		#		CH4(g)				0.0

		#		NH3(g) 				0.0

		#		H2S(g)				0.0

		REACTION_TEMPERATURE 

				10.0

		END		# Simulation 7

		TITLE		Gas phase , for biodegradation

		USE solution 1

		GAS_PHASE 1 												# Defines a gas phase

				-fixed_pressure										# Gas phase with fixed total pressure, so a variable volume

				-pressure				1.0						# Gas pressure in atm

				-temperature				10						# Initial gas temperature in Celcius (default 25 C)

				-volume				1e-8						# Initial volume in Liter (negligible initial volume, 1e-8 liter )

				O2(g)				0.0						# Gas name from PHASES with initial partial pressure 

		#		N2(g)				0.0

				Ntg(g)				0.0

				H2O(g)				0.0

				CO2(g)				0.0

				CH4(g)				0.0

		#		NH3(g) 				0.0

				H2S(g)				0.0

		REACTION

				CH2O		1.0								#  Reactant formula, stoichiometric coefficient 

				0.00		mmol								# Adds 1.0 * x =  x mmol CH2O. Units can be 'moles' or 'millimoles' or 'micromoles'

		END		# Simulation 8										# last END is optional (EndOfFile=END)











Output

		sim		state		soln		step		pH		pe		temp(C)		Alk(eq/kgw)		C(mol/kgw)		C(4)(mol/kgw)		C(-4)(mol/kgw)		Ca(mol/kgw)		Mg(mol/kgw)		Fe(mol/kgw)		Fe(2)(mol/kgw)		Fe(3)(mol/kgw)		Mn(mol/kgw)		Mn(2)(mol/kgw)		Mn(3)(mol/kgw)		S(mol/kgw)		S(6)(mol/kgw)		S(-2)(mol/kgw)		P(mol/kgw)		Na(mol/kgw)		Cl(mol/kgw)		m_O2(mol/kgw)		m_Ntg(mol/kgw)		m_CH4(mol/kgw)		m_H2S(mol/kgw)		m_NH3(mol/kgw)		m_CO2(mol/kgw)		m_HCO3-(mol/kgw)		m_CO3-2(mol/kgw)		m_Ca+2(mol/kgw)		m_CaHCO3+(mol/kgw)		m_CaCO3(mol/kgw)		m_CaSO4(mol/kgw)		m_Mg+2(mol/kgw)		m_MgHCO3+(mol/kgw)		m_MgCO3(mol/kgw)		m_MgSO4(mol/kgw)		m_SO4-2(mol/kgw)		m_H+(mol/kgw)		m_OH-(mol/kgw)		si_Calcite		si_O2(g)		si_Ntg(g)		si_CO2(g)		si_H2O(g)		si_CH4(g)		si_H2S(g)		si_NH3(g)		pressure		total mol		volume		g_O2(g)		g_Ntg(g)		g_CO2(g)		g_H2O(g)		g_CH4(g)		g_H2S(g)		g_NH3(g)		Ion_Str		Conduct		Rho		Charge_Err		Charge_Bal		TotWat		Cation		Anion

		1		i_soln		1		-99		7.00		4.00		10.0		1.64E-08		1.12E-07		1.12E-07		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.60E-04		6.64E-04		0.00E+00		0.00E+00		0.00E+00		2.53E-08		8.69E-08		2.83E-11		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-07		2.94E-08		-1000.00		-0.68		-0.11		-6.33		-1.91		-1000.00		-1000.00		-1000.00		0		0		0		0		0		0		0		0		0		0		0.00		0.0304835386		0.9996995844		-7.5709424796		-0.0000000164		1		0.0000001		0.0000001164

		2		react		1		1		7.00		14.97		10.0		1.64E-08		1.12E-07		1.12E-07		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.60E-04		6.64E-04		0.00E+00		0.00E+00		0.00E+00		2.53E-08		8.69E-08		2.83E-11		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-07		2.94E-08		-1000.00		-0.68		-0.11		-6.33		-1.91		-154.14		-1000.00		-1000.00		0		0		0		0		0		0		0		0		0		0		0.00		0.0304835386		0.9996995844		-7.5709424796		-0.0000000164		1		0.0000001		0.0000001164

		3		react		1		1		10.31		11.66		10.0		2.22E-04		1.11E-04		1.11E-04		0.00E+00		1.11E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.60E-04		6.64E-04		0.00E+00		0.00E+00		0.00E+00		8.62E-09		6.18E-05		4.37E-05		1.05E-04		5.55E-08		5.31E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		5.00E-11		6.14E-05		0.00		-0.68		-0.11		-6.80		-1.91		-154.61		-1000.00		-1000.00		0		0		0		0		0		0		0		0		0		0		0.00		22.4230208684		0.9997130166		-0.0038895248		-0.0000000164		0.9999988886		0.0002106649		0.0002106813

		4		react		1		1		5.00		16.97		10.0		-9.98E-06		1.12E-07		1.12E-07		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		1.00E-05		3.60E-04		6.64E-04		0.00E+00		0.00E+00		0.00E+00		1.08E-07		3.76E-09		1.24E-14		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.99E-06		2.97E-10		-1000.00		-0.68		-0.11		-5.70		-1.91		-153.51		-1000.00		-1000.00		0		0		0		0		0		0		0		0		0		0		0.00		2.898858545		0.9996997725		-0.0819754802		-0.0000000164		1.000000002		0.0000099877		0.0000100041

		4		react		1		2		4.00		17.96		10.0		-1.00E-04		1.12E-07		1.12E-07		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		1.00E-04		3.60E-04		6.64E-04		0.00E+00		0.00E+00		0.00E+00		1.12E-07		3.94E-10		1.34E-16		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		3.01E-11		-1000.00		-0.68		-0.11		-5.68		-1.91		-153.50		-1000.00		-1000.00		0		0		0		0		0		0		0		0		0		0		0.00		28.881437746		0.9997014922		-0.0081947602		-0.0000000164		1.0000000021		0.000099984		0.0001000004

		5		react		1		1		9.14		8.93		60.0		3.15E-04		1.58E-04		1.58E-04		0.00E+00		1.58E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.60E-04		6.64E-04		0.00E+00		0.00E+00		0.00E+00		1.88E-07		1.35E-04		1.44E-05		1.50E-04		3.08E-07		7.79E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		7.50E-10		1.36E-04		0.00		-0.38		0.14		-4.96		-0.71		-128.28		-1000.00		-1000.00		0		0		0		0		0		0		0		0		0		0		0.00		98.0340226053		0.9832070443		-0.0027366328		-0.0000000164		0.9999975602		0.0002994179		0.0002994343

		5		react		1		2		8.62		7.62		90.0		3.64E-04		1.82E-04		1.82E-04		0.00E+00		1.82E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.60E-04		6.64E-04		0.00E+00		0.00E+00		0.00E+00		9.28E-07		1.66E-04		5.54E-06		1.73E-04		5.21E-07		8.54E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.48E-09		1.69E-04		0.00		-0.33		0.17		-4.11		-0.16		-116.32		-1000.00		-1000.00		0		0		0		0		0		0		0		0		0		0		0.00		170.694489778		0.9653261987		-0.002366983		-0.0000000164		0.9999969785		0.0003461792		0.0003461956

		6		react		1		1		7.00		14.97		10.0		1.64E-08		1.12E-07		1.12E-07		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.59E-04		6.62E-04		0.00E+00		0.00E+00		0.00E+00		2.53E-08		8.69E-08		2.83E-11		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-07		2.94E-08		-1000.00		-0.68		-0.11		-6.33		-1.91		-154.14		-1000.00		-1000.00		1		0.0000025991		0.0000603397		0.0000005454		0.0000020214		0		0.0000000322		0		0		0		0.00		0.0304833881		0.9996995853		-7.5709867653		-0.0000000164		0.9999999994		0.0000001		0.0000001164

		7		react		1		1		7.00		14.97		10.0		1.64E-08		1.12E-07		1.12E-07		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.59E-04		6.62E-04		0.00E+00		0.00E+00		0.00E+00		2.53E-08		8.69E-08		2.83E-11		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-07		2.94E-08		-1000.00		-0.68		-0.11		-6.33		-1.91		-154.14		-1000.00		-1000.00		1		0.0000025986		0.0000603291		0.0000005454		0.0000020211		0		0.0000000322		0		0		0		0.00		0.03		1.00		-8		-0.00		1.00		0.0		0.00

		8		react		1		1		7.00		14.97		10.0		1.64E-08		1.12E-07		1.12E-07		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.59E-04		6.62E-04		0.00E+00		0.00E+00		0.00E+00		2.53E-08		8.69E-08		2.83E-11		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-07		2.94E-08		-1000.00		-0.68		-0.11		-6.33		-1.91		-154.14		-1000.00		-1000.00		1		0.0000025991		0.0000603397		0.0000005454		0.0000020214		0		0.0000000322		0		0		0		0.00		0.0304833881		0.9996995853		-7.5709867653		-0.0000000164		0.9999999994		0.0000001		0.0000001164

























































































































































































































































































































































































































































































































































































































phreeqc.out

		------------------------------------

		Reading input data for simulation 1.

		------------------------------------

				PRINT 

						alkalinity				true     								# prints species that contribute to alkalinity. Default: false 

				SELECTED_OUTPUT

						file				selected.out.txt								# file name for tabulated output

						reset				false    								# overwrites the default true values

						simulation				true     								# prints simulation number

						state				true     								# prints the type of calculation performed

						solution				true  								# prints solution number

						step				true  								# prints reaction step number for batch-reaction 

						ph				true  								# prints pH

						pe				true  								# prints pe

						temperature				true  								# prints temperature (Celsius). 

						alkalinity				true  								# prints alkalinity (eq/kgw) 

						totals				C  C(4) C(-4)  Ca Mg Fe Fe(2) Fe(3) Mn Mn(2) Mn(3)  S S(6) S(-2) P Na Cl                								# element total concentration (mol/kgw) (name from 1st column under _MASTER_SPECIES)

						molalities				O2  Ntg  CH4  H2S  NH3  CO2  HCO3-  CO3-2   Ca+2  CaHCO3+  CaCO3  CaSO4  Mg+2  MgHCO3+ MgCO3 MgSO4 SO4-2 H+ OH- 								# species concentration (mol/kgw) (name follows =-sign under SPECIES)

						saturation_indices				Calcite  O2(g)  Ntg(g)  CO2(g)  H2O(g)  CH4(g)  H2S(g)  NH3(g)								# SI-values for PHASES

						gases				O2(g)  Ntg(g)  CO2(g)  H2O(g)  CH4(g)  H2S(g)  NH3(g)

				USER_PUNCH

						headings				Ion_Str  Conduct  Rho   Charge_Err   Charge_Bal   TotWat  Cation  Anion 

						start

								10		PUNCH MU

								20		PUNCH SC

								25		PUNCH RHO

								30		PUNCH PERCENT_ERROR

								40		PUNCH CHARGE_BALANCE 										# equal to TOTMOLE("charge")

								50		PUNCH TOT("water")

								60		PUNCH CALC_VALUE("Anion") + TOT("charge")										# Cation = Anion + ChargeBalans

								70		PUNCH CALC_VALUE("Anion") 

						end

				CALCULATE_VALUES 						# declaration of procedures (functions)

				Anion						# Calculate Anion concentration from Charge Balance (=Cat-An) and Error (=(Cat-An)/(Cat+An)) 

						start

								10		DELTA = TOT("charge")										# Charge Balance as Concentration (equal to CHARGE_BALANCE / TOT("water")  )

								20		ERROR = PERCENT_ERROR/100										# Error as Fraction

								30		AN = (DELTA/ERROR - DELTA)/2										# Calculate by substitution

								40		SAVE AN										# Algorithm less reliable at very small ERROR value

						end

				SOLUTION				1

						units 				mg/kgs

						redox				O(-2)/O(0)						#  if O2>0 then "O(-2)/O(0)" else if CH4>0 then "C(-4)/C(4)" else "pe"

						density 				1

						water    				1

						pe				4						#  if pe = empty then pe = 4

						temp		10

						O(0)		1		O2(g)		-0.6778				# SI = log(pa)

						Ntg		1		Ntg(g)		-0.1079				# SI = log(pa)

						Ca		0

						Mg		0

						Na		0

						K		0

						Fe		0

						Mn		0

						[N-3]		0		as NH4

						Al		0		ug/kgs

						Ba		0		ug/kgs

						Cd		0		ug/kgs

						Cu		0		ug/kgs

						Pb		0		ug/kgs

						Li		0		ug/kgs

						Sr		0		ug/kgs

						Zn		0		ug/kgs

						Alkalinity		0.001		as HCO3						# default Alkalinity = 0.001 to avoid pH=7 (default of PHREEQC ) with given CO2 

						Cl		0

						N(+5)		0		as NO3

						S(+6)		0		as SO4

						F 		0

						Br		0

						P 		0		as PO4

						N(+3)		0		as NO2

						Si		0		as Si

						B		0		ug/kgs as B

				END		# Simulation 1

		-------------------------------------------

		Beginning of initial solution calculations.

		-------------------------------------------

		Initial solution 1.

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				Alkalinity       1.639e-008  1.639e-008

				Ntg              6.641e-004  6.641e-004  Equilibrium with Ntg(g)

				O(0)             7.200e-004  7.200e-004  Equilibrium with O2(g)

		----------------------------Description of solution----------------------------

		                                       pH  =   7.000    

		                                       pe  =   4.000    

		       Specific Conductance (uS/cm, 10 oC) = 0

		                          Density (g/cm3)  =   0.99970

		                               Volume (L)  =   1.00033

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.083e-007

		                       Mass of water (kg)  =  1.000e+000

		                    Total carbon (mol/kg)  =  1.122e-007

		                       Total CO2 (mol/kg)  =  1.122e-007

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -1.639e-008

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.57

		                               Iterations  =   6

		                                  Total H  = 1.110124e+002

		                                  Total O  = 5.550694e+001

		---------------------------------Redox couples---------------------------------

				Redox couple             pe  Eh (volts)

				O(-2)/O(0)          14.9676      0.8409

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.000e-007  1.000e-007    -7.000    -7.000    -0.000      0.00

		   OH-            2.943e-008  2.942e-008    -7.531    -7.531    -0.000     -5.04

		   H2O            5.551e+001  1.000e+000     1.744    -0.000     0.000     18.02

		C(4)         1.122e-007

		   HCO3-          8.694e-008  8.691e-008    -7.061    -7.061    -0.000     23.08

		   CO2            2.526e-008  2.526e-008    -7.598    -7.598     0.000     33.63

		   CO3-2          2.830e-011  2.826e-011   -10.548   -10.549    -0.001     -7.59

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.017   -47.017     0.000     28.63

		Ntg          6.641e-004

		   Ntg            6.641e-004  6.641e-004    -3.178    -3.178     0.000     29.29

		O(0)         7.200e-004

		   O2             3.600e-004  3.600e-004    -3.444    -3.444     0.000     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  1.639e-008

				Species          Alkalinity    Molality   Alk/Mol

				H+              -1.000e-007  1.000e-007     -1.00

				HCO3-            8.694e-008  8.694e-008      1.00

				OH-              2.943e-008  2.943e-008      1.00

				CO3-2            5.661e-011  2.830e-011      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				CO2(g)           -6.33     -7.60   -1.27  CO2

				H2(g)           -43.96    -47.02   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				Ntg(g)           -0.11     -3.18   -3.07  Ntg		 Pressure   0.8 atm, phi 1.000

				O2(g)            -0.68     -3.44   -2.77  O2		 Pressure   0.2 atm, phi 1.000

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 2.

		------------------------------------

				TITLE		Simulation for calculating pe (redox equilibrium)

				USE solution 1

				EQUILIBRIUM_PHASE												# dummy to start final calculation, with identical water quality

				SAVE SOLUTION 1

				END		# Simulation 2

		-----

		TITLE

		-----

				Simulation for calculating pe (redox equilibrium)

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 1.

		Using pure phase assemblage 1.

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                1.122e-007  1.122e-007

				Ntg              6.641e-004  6.641e-004

		----------------------------Description of solution----------------------------

		                                       pH  =   7.000      Charge balance

		                                       pe  =  14.968      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 0

		                          Density (g/cm3)  =   0.99970

		                               Volume (L)  =   1.00033

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.083e-007

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  1.639e-008

		                       Total CO2 (mol/kg)  =  1.122e-007

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -1.639e-008

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.57

		                               Iterations  =  21

		                                  Total H  = 1.110124e+002

		                                  Total O  = 5.550694e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.000e-007  1.000e-007    -7.000    -7.000    -0.000      0.00

		   OH-            2.943e-008  2.942e-008    -7.531    -7.531    -0.000     -5.04

		   H2O            5.551e+001  1.000e+000     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -156.848  -156.848     0.000     32.22

		C(4)         1.122e-007

		   HCO3-          8.694e-008  8.691e-008    -7.061    -7.061    -0.000     23.08

		   CO2            2.526e-008  2.526e-008    -7.598    -7.598     0.000     33.63

		   CO3-2          2.830e-011  2.826e-011   -10.548   -10.549    -0.001     -7.59

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.017   -47.017     0.000     28.63

		Ntg          6.641e-004

		   Ntg            6.641e-004  6.641e-004    -3.178    -3.178     0.000     29.29

		O(0)         7.200e-004

		   O2             3.600e-004  3.600e-004    -3.444    -3.444     0.000     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  1.639e-008

				Species          Alkalinity    Molality   Alk/Mol

				H+              -1.000e-007  1.000e-007     -1.00

				HCO3-            8.694e-008  8.694e-008      1.00

				OH-              2.943e-008  2.943e-008      1.00

				CO3-2            5.661e-011  2.830e-011      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				CH4(g)         -154.14   -156.85   -2.71  CH4

				CO2(g)           -6.33     -7.60   -1.27  CO2

				H2(g)           -43.96    -47.02   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				Ntg(g)           -0.11     -3.18   -3.07  Ntg

				O2(g)            -0.68     -3.44   -2.77  O2

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 3.

		------------------------------------

				TITLE		Simulation for calculating CalciumCarbonate Precipitation Potential

				USE solution 1

				EQUILIBRIUM_PHASE

						Calcite

				END		# Simulation 3

		-----

		TITLE

		-----

				Simulation for calculating CalciumCarbonate Precipitation Potential

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 1.		Solution after simulation 2.

		Using pure phase assemblage 1.

		-------------------------------Phase assemblage--------------------------------

		                                                      Moles in assemblage

		Phase               SI  log IAP  log K(T, P)   Initial       Final       Delta

		Calcite          -0.00    -8.41     -8.41   1.000e+001  1.000e+001 -1.108e-004

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                1.109e-004  1.109e-004

				Ca               1.108e-004  1.108e-004

				Ntg              6.641e-004  6.641e-004

		----------------------------Description of solution----------------------------

		                                       pH  =  10.310      Charge balance

		                                       pe  =  11.657      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 22

		                          Density (g/cm3)  =   0.99971

		                               Volume (L)  =   1.00033

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.596e-004

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.217e-004

		                       Total CO2 (mol/kg)  =  1.109e-004

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -1.639e-008

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.00

		                               Iterations  =  10

		                                  Total H  = 1.110124e+002

		                                  Total O  = 5.550727e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            6.137e-005  6.007e-005    -4.212    -4.221    -0.009     -5.02

		   H+             4.998e-011  4.897e-011   -10.301   -10.310    -0.009      0.00

		   H2O            5.551e+001  1.000e+000     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -157.315  -157.315     0.000     32.22

		C(4)         1.109e-004

		   HCO3-          6.184e-005  6.055e-005    -4.209    -4.218    -0.009     23.10

		   CO3-2          4.374e-005  4.021e-005    -4.359    -4.396    -0.037     -7.52

		   CaCO3          5.310e-006  5.311e-006    -5.275    -5.275     0.000    -14.66

		   CaHCO3+        5.552e-008  5.437e-008    -7.256    -7.265    -0.009      8.92

		   CO2            8.616e-009  8.617e-009    -8.065    -8.065     0.000     33.63

		Ca           1.108e-004

		   Ca+2           1.051e-004  9.665e-005    -3.978    -4.015    -0.037    -18.48

		   CaCO3          5.310e-006  5.311e-006    -5.275    -5.275     0.000    -14.66

		   CaOH+          3.346e-007  3.276e-007    -6.476    -6.485    -0.009     (0)  

		   CaHCO3+        5.552e-008  5.437e-008    -7.256    -7.265    -0.009      8.92

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.017   -47.017     0.000     28.63

		Ntg          6.641e-004

		   Ntg            6.641e-004  6.641e-004    -3.178    -3.178     0.000     29.29

		O(0)         7.200e-004

		   O2             3.600e-004  3.600e-004    -3.444    -3.444     0.000     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.217e-004

				Species          Alkalinity    Molality   Alk/Mol

				CO3-2            8.748e-005  4.374e-005      2.00

				HCO3-            6.184e-005  6.184e-005      1.00

				OH-              6.137e-005  6.137e-005      1.00

				CaCO3            1.062e-005  5.310e-006      2.00

				CaOH+            3.346e-007  3.346e-007      1.00

				CaHCO3+          5.552e-008  5.552e-008      1.00

				H+              -4.998e-011  4.998e-011     -1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -154.61   -157.32   -2.71  CH4

				CO2(g)           -6.80     -8.06   -1.27  CO2

				H2(g)           -43.96    -47.02   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				Ntg(g)           -0.11     -3.18   -3.07  Ntg

				O2(g)            -0.68     -3.44   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 4.

		------------------------------------

				TITLE		Simulation for calculating Buffer Capacity (dpH after 0.01 mmol/kgw HCl) and pH stability (dpH after 0.1 mmol/kgw HCl)

				USE solution 1

				REACTION

						HCl

						0.01   0.10  millimoles										# solution composition after 2 dosing steps

						INCREMENTAL_REACTIONS false

				END		# Simulation 4

		-----

		TITLE

		-----

				Simulation for calculating Buffer Capacity (dpH after 0.01 mmol/kgw HCl) and pH stability (dpH after 0.1 mmol/kgw HCl)

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 1.		Solution after simulation 2.

		Using reaction 1.

		Reaction 1.

				 1.000e-005 moles of the following reaction have been added:

				                 Relative

				Reactant            moles

				HCl                  1.00000

				                 Relative

				Element             moles

				Cl                   1.00000

				H                    1.00000

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                1.122e-007  1.122e-007

				Cl               1.000e-005  1.000e-005

				Ntg              6.641e-004  6.641e-004

		----------------------------Description of solution----------------------------

		                                       pH  =   5.002      Charge balance

		                                       pe  =  16.965      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 2

		                          Density (g/cm3)  =   0.99970

		                               Volume (L)  =   1.00033

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.996e-006

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  = -9.984e-006

		                       Total CO2 (mol/kg)  =  1.122e-007

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -1.639e-008

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.08

		                               Iterations  =   7

		                                  Total H  = 1.110124e+002

		                                  Total O  = 5.550694e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             9.988e-006  9.952e-006    -5.001    -5.002    -0.002      0.00

		   OH-            2.967e-010  2.956e-010    -9.528    -9.529    -0.002     -5.04

		   H2O            5.551e+001  1.000e+000     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -156.215  -156.215     0.000     32.22

		C(4)         1.122e-007

		   CO2            1.085e-007  1.085e-007    -6.965    -6.965     0.000     33.63

		   HCO3-          3.764e-009  3.750e-009    -8.424    -8.426    -0.002     23.09

		   CO3-2          1.243e-014  1.225e-014   -13.905   -13.912    -0.006     -7.58

		Cl           1.000e-005

		   Cl-            1.000e-005  9.964e-006    -5.000    -5.002    -0.002     17.35

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.017   -47.017     0.000     28.63

		Ntg          6.641e-004

		   Ntg            6.641e-004  6.641e-004    -3.178    -3.178     0.000     29.29

		O(0)         7.200e-004

		   O2             3.600e-004  3.600e-004    -3.444    -3.444     0.000     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  = -9.984e-006

				Species          Alkalinity    Molality   Alk/Mol

				H+              -9.988e-006  9.988e-006     -1.00

				HCO3-            3.764e-009  3.764e-009      1.00

				OH-              2.967e-010  2.967e-010      1.00

				CO3-2            2.486e-014  1.243e-014      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				CH4(g)         -153.51   -156.22   -2.71  CH4

				CO2(g)           -5.70     -6.96   -1.27  CO2

				H2(g)           -43.96    -47.02   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				Ntg(g)           -0.11     -3.18   -3.07  Ntg

				O2(g)            -0.68     -3.44   -2.77  O2

		Reaction step 2.

		Using solution 1.		Solution after simulation 2.

		Using reaction 1.

		Reaction 1.

				 1.000e-004 moles of the following reaction have been added:

				                 Relative

				Reactant            moles

				HCl                  1.00000

				                 Relative

				Element             moles

				Cl                   1.00000

				H                    1.00000

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                1.122e-007  1.122e-007

				Cl               1.000e-004  1.000e-004

				Ntg              6.641e-004  6.641e-004

		----------------------------Description of solution----------------------------

		                                       pH  =   4.005      Charge balance

		                                       pe  =  17.963      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 28

		                          Density (g/cm3)  =   0.99970

		                               Volume (L)  =   1.00033

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.999e-005

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  = -9.998e-005

		                       Total CO2 (mol/kg)  =  1.122e-007

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -1.639e-008

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.01

		                               Iterations  =   7

		                                  Total H  = 1.110125e+002

		                                  Total O  = 5.550694e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             9.998e-005  9.888e-005    -4.000    -4.005    -0.005      0.00

		   OH-            3.009e-011  2.975e-011   -10.522   -10.527    -0.005     -5.03

		   H2O            5.551e+001  1.000e+000     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -156.202  -156.202     0.000     32.22

		C(4)         1.122e-007

		   CO2            1.118e-007  1.118e-007    -6.951    -6.951     0.000     33.63

		   HCO3-          3.936e-010  3.892e-010    -9.405    -9.410    -0.005     23.09

		   CO3-2          1.339e-016  1.280e-016   -15.873   -15.893    -0.020     -7.55

		Cl           1.000e-004

		   Cl-            1.000e-004  9.887e-005    -4.000    -4.005    -0.005     17.35

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.017   -47.017     0.000     28.63

		Ntg          6.641e-004

		   Ntg            6.641e-004  6.641e-004    -3.178    -3.178     0.000     29.29

		O(0)         7.200e-004

		   O2             3.600e-004  3.600e-004    -3.444    -3.444     0.000     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  = -9.998e-005

				Species          Alkalinity    Molality   Alk/Mol

				H+              -9.998e-005  9.998e-005     -1.00

				HCO3-            3.936e-010  3.936e-010      1.00

				OH-              3.009e-011  3.009e-011      1.00

				CO3-2            2.678e-016  1.339e-016      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				CH4(g)         -153.50   -156.20   -2.71  CH4

				CO2(g)           -5.68     -6.95   -1.27  CO2

				H2(g)           -43.96    -47.02   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				Ntg(g)           -0.11     -3.18   -3.07  Ntg

				O2(g)            -0.68     -3.44   -2.77  O2

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 5.

		------------------------------------

				TITLE		Simulation for calculating CalciumCarbonate Precipitation Potential at 60 and 90 C

				USE solution 1

				REACTION_TEMPERATURE 

						60  90 										# solution composition is calculated for the 2 listed temperatures (C) 

				EQUILIBRIUM_PHASE

						Calcite

				END		# Simulation 5

		-----

		TITLE

		-----

				Simulation for calculating CalciumCarbonate Precipitation Potential at 60 and 90 C

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 1.		Solution after simulation 2.

		Using pure phase assemblage 1.

		Using temperature 1.

		-------------------------------Phase assemblage--------------------------------

		                                                      Moles in assemblage

		Phase               SI  log IAP  log K(T, P)   Initial       Final       Delta

		Calcite           0.00    -8.76     -8.76   1.000e+001  1.000e+001 -1.577e-004

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                1.578e-004  1.578e-004

				Ca               1.577e-004  1.577e-004

				Ntg              6.641e-004  6.641e-004

		----------------------------Description of solution----------------------------

		                                       pH  =   9.136      Charge balance

		                                       pe  =   8.928      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 60 oC) = 98

		                          Density (g/cm3)  =   0.98321

		                               Volume (L)  =   1.01713

		                        Activity of water  =   1.000

		                           Ionic strength  =  4.633e-004

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  3.153e-004

		                       Total CO2 (mol/kg)  =  1.578e-004

		                      Temperature (deg C)  =  60.00

		                  Electrical balance (eq)  = -1.639e-008

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.00

		                               Iterations  =  43

		                                  Total H  = 1.110124e+002

		                                  Total O  = 5.550741e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            1.356e-004  1.321e-004    -3.868    -3.879    -0.011     -3.97

		   H+             7.499e-010  7.311e-010    -9.125    -9.136    -0.011      0.00

		   H2O            5.551e+001  1.000e+000     1.744    -0.000     0.000     18.32

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -131.303  -131.303     0.000     32.22

		C(4)         1.578e-004

		   HCO3-          1.351e-004  1.317e-004    -3.869    -3.881    -0.011     25.83

		   CO3-2          1.435e-005  1.293e-005    -4.843    -4.888    -0.045     -7.35

		   CaCO3          7.788e-006  7.788e-006    -5.109    -5.109     0.000    -14.51

		   CaHCO3+        3.085e-007  3.006e-007    -6.511    -6.522    -0.011     10.41

		   CO2            1.878e-007  1.878e-007    -6.726    -6.726     0.000     23.63

		Ca           1.577e-004

		   Ca+2           1.495e-004  1.347e-004    -3.825    -3.871    -0.045    -18.43

		   CaCO3          7.788e-006  7.788e-006    -5.109    -5.109     0.000    -14.51

		   CaHCO3+        3.085e-007  3.006e-007    -6.511    -6.522    -0.011     10.41

		   CaOH+          3.140e-008  3.058e-008    -7.503    -7.515    -0.011     (0)  

		H(0)         7.712e-040

		   H2             3.856e-040  3.856e-040   -39.414   -39.414     0.000     28.58

		Ntg          6.641e-004

		   Ntg            6.641e-004  6.641e-004    -3.178    -3.178     0.000     29.29

		O(0)         7.200e-004

		   O2             3.600e-004  3.600e-004    -3.444    -3.444     0.000     32.38

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  3.153e-004

				Species          Alkalinity    Molality   Alk/Mol

				OH-              1.356e-004  1.356e-004      1.00

				HCO3-            1.351e-004  1.351e-004      1.00

				CO3-2            2.871e-005  1.435e-005      2.00

				CaCO3            1.558e-005  7.788e-006      2.00

				CaHCO3+          3.085e-007  3.085e-007      1.00

				CaOH+            3.140e-008  3.140e-008      1.00

				H+              -7.499e-010  7.499e-010     -1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(333 K,   1 atm)

				Aragonite        -0.12     -8.76   -8.64  CaCO3

				Calcite           0.00     -8.76   -8.76  CaCO3

				CH4(g)         -128.28   -131.30   -3.02  CH4

				CO2(g)           -4.96     -6.73   -1.77  CO2

				H2(g)           -36.27    -39.41   -3.14  H2

				H2O(g)           -0.71     -0.00    0.71  H2O

				Ntg(g)            0.14     -3.18   -3.31  Ntg

				O2(g)            -0.38     -3.44   -3.06  O2

				Vaterite         -0.48     -8.76   -8.28  CaCO3

		Reaction step 2.

		Using solution 1.		Solution after simulation 2.

		Using pure phase assemblage 1.

		Using temperature 1.

		-------------------------------Phase assemblage--------------------------------

		                                                      Moles in assemblage

		Phase               SI  log IAP  log K(T, P)   Initial       Final       Delta

		Calcite          -0.00    -9.12     -9.12   1.000e+001  1.000e+001 -1.819e-004

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                1.820e-004  1.820e-004

				Ca               1.819e-004  1.819e-004

				Ntg              6.641e-004  6.641e-004

		----------------------------Description of solution----------------------------

		                                       pH  =   8.619      Charge balance

		                                       pe  =   7.619      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 90 oC) = 170

		                          Density (g/cm3)  =   0.96533

		                               Volume (L)  =   1.03598

		                        Activity of water  =   1.000

		                           Ionic strength  =  5.246e-004

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  3.638e-004

		                       Total CO2 (mol/kg)  =  1.820e-004

		                      Temperature (deg C)  =  90.00

		                  Electrical balance (eq)  = -1.639e-008

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.00

		                               Iterations  =  60

		                                  Total H  = 1.110124e+002

		                                  Total O  = 5.550748e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            1.686e-004  1.636e-004    -3.773    -3.786    -0.013     -5.22

		   H+             2.476e-009  2.406e-009    -8.606    -8.619    -0.013      0.00

		   H2O            5.551e+001  1.000e+000     1.744    -0.000     0.000     18.66

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -119.387  -119.387     0.000     32.22

		C(4)         1.820e-004

		   HCO3-          1.665e-004  1.616e-004    -3.779    -3.792    -0.013     25.18

		   CaCO3          8.538e-006  8.539e-006    -5.069    -5.069     0.000    -14.45

		   CO3-2          5.542e-006  4.923e-006    -5.256    -5.308    -0.051    -13.99

		   CO2            9.285e-007  9.286e-007    -6.032    -6.032     0.000     21.33

		   CaHCO3+        5.208e-007  5.057e-007    -6.283    -6.296    -0.013     10.54

		Ca           1.819e-004

		   Ca+2           1.728e-004  1.535e-004    -3.762    -3.814    -0.052    -19.38

		   CaCO3          8.538e-006  8.539e-006    -5.069    -5.069     0.000    -14.45

		   CaHCO3+        5.208e-007  5.057e-007    -6.283    -6.296    -0.013     10.54

		   CaOH+          1.091e-008  1.059e-008    -7.962    -7.975    -0.013     (0)  

		H(0)         2.780e-036

		   H2             1.390e-036  1.390e-036   -35.857   -35.857     0.000     28.57

		Ntg          6.641e-004

		   Ntg            6.641e-004  6.641e-004    -3.178    -3.178     0.000     29.29

		O(0)         7.200e-004

		   O2             3.600e-004  3.600e-004    -3.444    -3.444     0.000     33.54

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  3.638e-004

				Species          Alkalinity    Molality   Alk/Mol

				OH-              1.686e-004  1.686e-004      1.00

				HCO3-            1.665e-004  1.665e-004      1.00

				CaCO3            1.708e-005  8.538e-006      2.00

				CO3-2            1.108e-005  5.542e-006      2.00

				CaHCO3+          5.208e-007  5.208e-007      1.00

				CaOH+            1.091e-008  1.091e-008      1.00

				H+              -2.476e-009  2.476e-009     -1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(363 K,   1 atm)

				Aragonite        -0.11     -9.12   -9.02  CaCO3

				Calcite          -0.00     -9.12   -9.12  CaCO3

				CH4(g)         -116.32   -119.39   -3.07  CH4

				CO2(g)           -4.11     -6.03   -1.92  CO2

				H2(g)           -32.74    -35.86   -3.12  H2

				H2O(g)           -0.16     -0.00    0.16  H2O

				Ntg(g)            0.17     -3.18   -3.34  Ntg

				O2(g)            -0.33     -3.44   -3.11  O2

				Vaterite         -0.43     -9.12   -8.70  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 6.

		------------------------------------

				TITLE		Gas phase , for pressure

				USE solution 1

				GAS_PHASE 1 												# Defines a gas phase

						fixed_pressure										# Gas phase with fixed total pressure, so a variable volume

						pressure				1						# Gas pressure in atm

						temperature				10						# Initial gas temperature in Celcius (default 25 C)

						volume				1.00E-08						# Initial volume in Liter (negligible initial volume, 1e-8 liter )

						O2(g)				0.00E+00						# Gas name from PHASES with initial partial pressure 

						Ntg(g)				0

						H2O(g)				0

						CO2(g)				0

						CH4(g)				0

						H2S(g)				0

				END		# Simulation 6

		-----

		TITLE

		-----

				Gas phase , for pressure

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		WARNING: Element S is contained in gas H2S(g) (which has 0.0 mass),

		but is not in solution or other phases.

		Using solution 1.		Solution after simulation 2.

		Using gas phase 1.

		-----------------------------------Gas phase-----------------------------------

		Total pressure:  1.00      atmospheres          (Peng-Robinson calculation)

		    Gas volume:  6.03e-005 liters

		  Molar volume:  2.32e+001 liters/mole

		   P * Vm / RT:  0.99916  (Compressibility Factor Z) 

		                                                        Moles in gas

		                                            ----------------------------------

		Component         log P           P    phi     Initial       Final       Delta

		CH4(g)          -154.14  7.244e-155  0.998  0.000e+000  0.000e+000  0.000e+000

		CO2(g)            -6.33  4.693e-007  0.996  0.000e+000  1.220e-012  1.220e-012

		H2O(g)            -1.91  1.240e-002  0.991  0.000e+000  3.222e-008  3.222e-008

		H2S(g)           -99.99  0.000e+000  1.000  0.000e+000  0.000e+000  0.000e+000

		Ntg(g)            -0.11  7.777e-001  0.999  0.000e+000  2.021e-006  2.021e-006

		O2(g)             -0.68  2.099e-001  0.999  0.000e+000  5.454e-007  5.454e-007

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                1.122e-007  1.122e-007

				Ntg              6.620e-004  6.620e-004

		----------------------------Description of solution----------------------------

		                                       pH  =   7.000      Charge balance

		                                       pe  =  14.967      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 0

		                          Density (g/cm3)  =   0.99970

		                               Volume (L)  =   1.00033

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.083e-007

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  1.639e-008

		                       Total CO2 (mol/kg)  =  1.122e-007

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -1.639e-008

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.57

		                               Iterations  =   8

		                                  Total H  = 1.110124e+002

		                                  Total O  = 5.550694e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.000e-007  1.000e-007    -7.000    -7.000    -0.000      0.00

		   OH-            2.943e-008  2.942e-008    -7.531    -7.531    -0.000     -5.04

		   H2O            5.551e+001  1.000e+000     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -156.847  -156.847     0.000     32.22

		C(4)         1.122e-007

		   HCO3-          8.694e-008  8.691e-008    -7.061    -7.061    -0.000     23.08

		   CO2            2.526e-008  2.526e-008    -7.598    -7.598     0.000     33.63

		   CO3-2          2.830e-011  2.826e-011   -10.548   -10.549    -0.001     -7.59

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.016   -47.016     0.000     28.63

		Ntg          6.620e-004

		   Ntg            6.620e-004  6.620e-004    -3.179    -3.179     0.000     29.29

		O(0)         7.189e-004

		   O2             3.594e-004  3.594e-004    -3.444    -3.444     0.000     28.95

		--------------------------Distribution of alkalinity---------------------------



				Total alkalinity (eq/kgw)  =  1.639e-008

				Species          Alkalinity    Molality   Alk/Mol

				H+              -1.000e-007  1.000e-007     -1.00

				HCO3-            8.694e-008  8.694e-008      1.00

				OH-              2.943e-008  2.943e-008      1.00

				CO3-2            5.661e-011  2.830e-011      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				CH4(g)         -154.14   -156.85   -2.71  CH4		 Pressure   0.0 atm, phi 0.998

				CO2(g)           -6.33     -7.60   -1.27  CO2		 Pressure   0.0 atm, phi 0.996

				H2(g)           -43.96    -47.02   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O		 Pressure   0.0 atm, phi 0.991

				Ntg(g)           -0.11     -3.18   -3.07  Ntg		 Pressure   0.8 atm, phi 0.999

				O2(g)            -0.68     -3.44   -2.77  O2		 Pressure   0.2 atm, phi 0.999



		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 7.

		------------------------------------

				TITLE		Gas phase , for temperature

				USE solution 1

				GAS_PHASE 1 												# Defines a gas phase

						fixed_pressure										# Gas phase with fixed total pressure, so a variable volume

						pressure				1						# Gas pressure in atm

						temperature				10						# Initial gas temperature in Celcius (default 25 C)

						volume				1.00E-08						# Initial volume in Liter (negligible initial volume, 1e-8 liter )

						O2(g)				0						# Gas name from PHASES with initial partial pressure 

						Ntg(g)				0

						H2O(g)				0.00E+00

				REACTION_TEMPERATURE 

						10

				END		# Simulation 7

		-----

		TITLE

		-----

				Gas phase , for temperature

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 1.		Solution after simulation 2.

		Using gas phase 1.

		Using temperature 1.

		-----------------------------------Gas phase-----------------------------------

		Total pressure:  1.00      atmospheres          (Peng-Robinson calculation)

		    Gas volume:  6.03e-005 liters

		  Molar volume:  2.32e+001 liters/mole

		   P * Vm / RT:  0.99916  (Compressibility Factor Z) 

		                                                        Moles in gas

		                                            ----------------------------------

		Component         log P           P    phi     Initial       Final       Delta

		H2O(g)            -1.91  1.240e-002  0.991  0.000e+000  3.222e-008  3.222e-008

		Ntg(g)            -0.11  7.777e-001  0.999  0.000e+000  2.021e-006  2.021e-006

		O2(g)             -0.68  2.099e-001  0.999  0.000e+000  5.454e-007  5.454e-007

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                1.122e-007  1.122e-007

				Ntg              6.620e-004  6.620e-004

		----------------------------Description of solution----------------------------

		                                       pH  =   7.000      Charge balance

		                                       pe  =  14.967      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 0

		                          Density (g/cm3)  =   0.99970

		                               Volume (L)  =   1.00033

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.083e-007

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  1.639e-008

		                       Total CO2 (mol/kg)  =  1.122e-007

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -1.639e-008

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.57

		                               Iterations  =   8

		                                  Total H  = 1.110124e+002

		                                  Total O  = 5.550694e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.000e-007  1.000e-007    -7.000    -7.000    -0.000      0.00

		   OH-            2.943e-008  2.942e-008    -7.531    -7.531    -0.000     -5.04

		   H2O            5.551e+001  1.000e+000     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -156.847  -156.847     0.000     32.22

		C(4)         1.122e-007

		   HCO3-          8.694e-008  8.691e-008    -7.061    -7.061    -0.000     23.08

		   CO2            2.526e-008  2.526e-008    -7.598    -7.598     0.000     33.63

		   CO3-2          2.830e-011  2.826e-011   -10.548   -10.549    -0.001     -7.59

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.016   -47.016     0.000     28.63

		Ntg          6.620e-004

		   Ntg            6.620e-004  6.620e-004    -3.179    -3.179     0.000     29.29

		O(0)         7.189e-004

		   O2             3.594e-004  3.594e-004    -3.444    -3.444     0.000     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  1.639e-008

				Species          Alkalinity    Molality   Alk/Mol

				H+              -1.000e-007  1.000e-007     -1.00

				HCO3-            8.694e-008  8.694e-008      1.00

				OH-              2.943e-008  2.943e-008      1.00

				CO3-2            5.661e-011  2.830e-011      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				CH4(g)         -154.14   -156.85   -2.71  CH4

				CO2(g)           -6.33     -7.60   -1.27  CO2

				H2(g)           -43.96    -47.02   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O		 Pressure   0.0 atm, phi 0.991

				Ntg(g)           -0.11     -3.18   -3.07  Ntg		 Pressure   0.8 atm, phi 0.999

				O2(g)            -0.68     -3.44   -2.77  O2		 Pressure   0.2 atm, phi 0.999

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 8.

		------------------------------------

				TITLE		Gas phase , for biodegradation

				USE solution 1

				GAS_PHASE 1 												# Defines a gas phase

						fixed_pressure										# Gas phase with fixed total pressure, so a variable volume

						pressure				1						# Gas pressure in atm

						temperature				1.00E+01						# Initial gas temperature in Celcius (default 25 C)

						volume				1.00E-08						# Initial volume in Liter (negligible initial volume, 1e-8 liter )

						O2(g)				0						# Gas name from PHASES with initial partial pressure 

						Ntg(g)				0.00E+00

						H2O(g)				0

						CO2(g)				0.00E+00

						CH4(g)				0.00E+00

						H2S(g)				0.00E+00

				REACTION

						CH2O		1								#  Reactant formula, stoichiometric coefficient 

						0		mmol								# Adds 1.0 * x =  x mmol CH2O. Units can be 'moles' or 'millimoles' or 'micromoles'

				END		# Simulation 8										# last END is optional (EndOfFile=END)

		-----

		TITLE

		-----

				Gas phase , for biodegradation

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		WARNING: Element S is contained in gas H2S(g) (which has 0.0 mass),

		but is not in solution or other phases.

		Using solution 1.		Solution after simulation 2.

		Using gas phase 1.

		Using reaction 1.

		Reaction 1.

				 0.000e+000 moles of the following reaction have been added:

				                 Relative

				Reactant            moles

				CH2O                 1.00000

				                 Relative

				Element             moles

				C                    1.00000

				H                    2.00000

				O                    1.00000

		-----------------------------------Gas phase-----------------------------------

		Total pressure:  1.00      atmospheres          (Peng-Robinson calculation)

		    Gas volume:  6.03e-005 liters

		  Molar volume:  2.32e+001 liters/mole

		   P * Vm / RT:  0.99916  (Compressibility Factor Z) 

		                                                        Moles in gas

		                                            ----------------------------------

		Component         log P           P    phi     Initial       Final       Delta

		CH4(g)          -154.14  7.244e-155  0.998  0.000e+000  0.000e+000  0.000e+000

		CO2(g)            -6.33  4.693e-007  0.996  0.000e+000  1.220e-012  1.220e-012

		H2O(g)            -1.91  1.240e-002  0.991  0.000e+000  3.222e-008  3.222e-008

		H2S(g)           -99.99  0.000e+000  1.000  0.000e+000  0.000e+000  0.000e+000

		Ntg(g)            -0.11  7.777e-001  0.999  0.000e+000  2.021e-006  2.021e-006

		O2(g)             -0.68  2.099e-001  0.999  0.000e+000  5.454e-007  5.454e-007

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                1.122e-007  1.122e-007

				Ntg              6.620e-004  6.620e-004

		----------------------------Description of solution----------------------------

		                                       pH  =   7.000      Charge balance

		                                       pe  =  14.967      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 0

		                          Density (g/cm3)  =   0.99970

		                               Volume (L)  =   1.00033

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.083e-007

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  1.639e-008

		                       Total CO2 (mol/kg)  =  1.122e-007

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -1.639e-008

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.57

		                               Iterations  =   8

		                                  Total H  = 1.110124e+002

		                                  Total O  = 5.550694e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.000e-007  1.000e-007    -7.000    -7.000    -0.000      0.00

		   OH-            2.943e-008  2.942e-008    -7.531    -7.531    -0.000     -5.04

		   H2O            5.551e+001  1.000e+000     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -156.847  -156.847     0.000     32.22

		C(4)         1.122e-007

		   HCO3-          8.694e-008  8.691e-008    -7.061    -7.061    -0.000     23.08

		   CO2            2.526e-008  2.526e-008    -7.598    -7.598     0.000     33.63

		   CO3-2          2.830e-011  2.826e-011   -10.548   -10.549    -0.001     -7.59

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.016   -47.016     0.000     28.63

		Ntg          6.620e-004

		   Ntg            6.620e-004  6.620e-004    -3.179    -3.179     0.000     29.29

		O(0)         7.189e-004

		   O2             3.594e-004  3.594e-004    -3.444    -3.444     0.000     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  1.639e-008

				Species          Alkalinity    Molality   Alk/Mol

				H+              -1.000e-007  1.000e-007     -1.00

				HCO3-            8.694e-008  8.694e-008      1.00

				OH-              2.943e-008  2.943e-008      1.00

				CO3-2            5.661e-011  2.830e-011      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				CH4(g)         -154.14   -156.85   -2.71  CH4		 Pressure   0.0 atm, phi 0.998

				CO2(g)           -6.33     -7.60   -1.27  CO2		 Pressure   0.0 atm, phi 0.996

				H2(g)           -43.96    -47.02   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O		 Pressure   0.0 atm, phi 0.991

				Ntg(g)           -0.11     -3.18   -3.07  Ntg		 Pressure   0.8 atm, phi 0.999

				O2(g)            -0.68     -3.44   -2.77  O2		 Pressure   0.2 atm, phi 0.999

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 9.

		------------------------------------

		--------------------------------

		End of Run after 21.362 Seconds.

		--------------------------------





Messages

		Phreeqc errors: WARNING: Element S is contained in gas H2S(g) (which has 0.0 mass),
but is not in solution or other phases.
WARNING: Element S is contained in gas H2S(g) (which has 0.0 mass),
but is not in solution or other phases.








Database

		#  stimela.dat (version 2013-10-15)

		#  under development by Peter de Moel (Omnisys) for Stimela platform at Delft University of Technology

		#  based on: phreeqc.dat (file date 2013-06-03, as part of Phreeqc Interactive 3.0.6-7757)

		#  Stimela is focussed on modelling for water and waste water treatment 

		#  list of modifications: 

		#  added [Fe+2] and [Mn+2] (with master species [Fe+2]+2 and [Mn+2]+2) for redox-uncoupled models with Fe+2 and/or Mn+2

		#  added [N-3] (with master species [N-3]H4+) as alternative for redox-uncoupled Amm (with master species AmmH+)

		#  added [C-4] and [S-2] (with master species [C-4]H4 and H2[S-2]) as alternatives for redox-uncoupled Mtg and Sg)

		#  added species H3PO4 (included in DIN 38404-10 (Dezember 2012)) 

		#  added solid Vaterite (CaCO3) (included in Standard Methods 2330 (2010))

		#  end of list of modifications 

		# PHREEQC.DAT for calculating pressure dependence of reactions, with

		#   molal volumina of aqueous species and of minerals, and

		#   critical temperatures and pressures of gases used in Peng-Robinson's EOS.

		# Details are given at the end of this file.

		SOLUTION_MASTER_SPECIES

		#

		#element		species		alk		gfw_formula		element_gfw

		#

		H				H+		-1.0		H				1.008

		H(0)				H2		0.0		H

		H(1)				H+		-1.0		0.0

		E				e-		0.0		0.0				0.0

		O				H2O		0.0		O				16.0

		O(0)				O2		0.0		O

		O(-2)				H2O		0.0		0.0

		Ca				Ca+2		0.0		Ca				40.08

		Mg				Mg+2		0.0		Mg				24.312

		Na				Na+		0.0		Na				22.9898

		K				K+		0.0		K				39.102

		Fe				Fe+2		0.0		Fe				55.847

		Fe(+2)				Fe+2		0.0		Fe

		Fe(+3)				Fe+3		-2.0		Fe

		Mn				Mn+2		0.0		Mn				54.938

		Mn(+2)				Mn+2		0.0		Mn

		Mn(+3)				Mn+3		0.0		Mn

		Al				Al+3		0.0		Al				26.9815

		Ba				Ba+2		0.0		Ba				137.34

		Sr				Sr+2		0.0		Sr				87.62

		Si				H4SiO4		0.0		SiO2				28.0843

		Cl				Cl-		0.0		Cl				35.453

		C				CO3-2		2.0		HCO3				12.0111

		C(+4)				CO3-2		2.0		HCO3

		C(-4)				CH4		0.0		CH4

		Alkalinity		CO3-2		1.0		Ca0.5(CO3)0.5		50.05

		S				SO4-2		0.0		SO4				32.064

		S(6)				SO4-2		0.0		SO4

		S(-2)				HS-		1.0		S

		N				NO3-		0.0		N				14.0067

		N(+5)				NO3-		0.0		N

		N(+3)				NO2-		0.0		N

		N(0)				N2		0.0		N

		N(-3)				NH4+		0.0     N

		#Amm				AmmH+		0.0		AmmH				17.0

		# begin modification stimela.dat 

		# added redox-uncoupled (inert) elements [N-3], [Fe+2] and [Mn+2]

		[N-3]				[N-3]H4+		0.0		NH4				14.0067

		[Fe+2]				[Fe+2]+2		0.0		Fe				55.847

		[Mn+2]				[Mn+2]+2		0.0		Mn				54.938

		# end modification stimela.dat

		B				H3BO3		0.0		B				10.81

		P				PO4-3		2.0		P				30.9738

		F				F-		0.0		F				18.9984

		Li				Li+		0.0		Li				6.939

		Br				Br-		0.0		Br				79.904

		Zn				Zn+2		0.0		Zn				65.37

		Cd				Cd+2		0.0		Cd				112.4

		Pb				Pb+2		0.0		Pb				207.19

		Cu				Cu+2		0.0		Cu				63.546

		Cu(+2)				Cu+2		0.0		Cu

		Cu(+1)				Cu+1		0.0		Cu

		# redox-uncoupled gases

		Hdg				Hdg		0		Hdg		2.016 # H2 gas

		Oxg				Oxg		0		Oxg		32 # Oxygen gas

		Mtg				Mtg		0.0		Mtg		16.032 # CH4 gas

		Sg				H2Sg		1.0		H2Sg		34.08

		Ntg				Ntg		0		Ntg		28.0134 # N2 gas

		# begin modification stimela.dat 

		# redox_uncoupled elements Amm ( = [N-3]H3 ), Mtg  and Sg  will confuse novice users / students

		# notation as [C-4] and [S-2] for redox-uncoupled (inert) elements Mtg and Sg

		[C-4]				[C-4]H4		0.0		CH4				12.0111				# CH4 gas

		[S-2]				H2[S-2]		1.0		H2S				34.08				# H2S gas

		# uniform notation omitted for Oxg, Hdg and Ntg, to keep compliance with phreeqc.dat   

		# end modification stimela.dat

		SOLUTION_SPECIES

		H+ = H+

				-gamma		9.0		0.0

				-dw		 9.31e-9

		e- = e-

		H2O = H2O

		Ca+2 = Ca+2

				-gamma		5.0		0.1650

		#		-gamma		4.5		0.23 # anhydrite in NaCl solutions, Freyer and Voigt, 2004, GCA 68, 307

				-dw		 0.793e-9

				-Vm  -0.3456  -7.252  6.149  -2.479  1.239  5  1.60  -57.1  -6.12e-3  1 # supcrt modified

		Mg+2 = Mg+2

				-gamma		5.5		0.20

				-dw		 0.705e-9

				-Vm  -1.410  -8.6  11.13  -2.39  1.332  5.5  1.29  -32.9  -5.86e-3  1 # supcrt modified

		Na+ = Na+

				-gamma		4.0		 0.075

				-gamma		4.08 0.082 # halite solubility

				-dw		 1.33e-9

				-Vm  1.403  -2.285  4.419  -2.726  -5.125e-5  4.0  0.162  47.67  -3.09e-3  0.725 # supcrt modified

		# for calculating densities (rho) when I > 3...

		#		-Vm  1.403  -2.285  4.419  -2.726  -5.125e-5  2.0  0.162  47.67  -3.09e-3  0.4

		K+ = K+

				-gamma		3.5		0.015

				-dw		 1.96e-9

				-Vm  3.322  -1.473  6.534  -2.712  9.06e-2  3.5  0  29.7  0  1 # supcrt modified

		Fe+2 = Fe+2

				-gamma		6.0		0.0

				-dw		 0.719e-9

				-Vm  -0.3255  -9.687  1.536  -2.379  0.3033  5.5  -4.21e-2  37.96  0  1 # supcrt modified

		Mn+2 = Mn+2

				-gamma		6.0		0.0

				-dw		 0.688e-9

				-Vm  -.1016  -8.0295  8.9060  -2.4471  1.4006 6 # supcrt

		Al+3 = Al+3

				-gamma		9.0		0.0

				-dw		 0.559e-9

				-Vm  -3.3404  -17.1108  14.9917  -2.0716  2.8711 9 # supcrt

		Ba+2 = Ba+2

				-gamma  5.0  0

				-gamma		4.0  0.153 # Barite solubility

				-dw 0.848e-9

				-Vm  2.063  -10.06  1.9534  -2.36  0.4218  5  1.58  -12.03  -8.35e-3  1 # supcrt modified

		Sr+2 = Sr+2

				-dw		 0.794e-9

				-gamma		5.260		0.121

				-Vm  -1.57e-2  -10.15  10.18  -2.36  0.860  5.26  0.859  -27.0  -4.1e-3  1.97 # supcrt modified

		H4SiO4 = H4SiO4

				-dw		 1.10e-9

				-Vm  10.5  1.7  20  -2.7  0.1291 # supcrt + 2*H2O in a1

		Cl- = Cl-

				-gamma		3.5		  0.015

				-gamma		3.63  0.017 # cf. pitzer.dat

				-dw		 2.03e-9

				-Vm  4.465  4.801  4.325  -2.847  1.748  0  -0.331  20.16  0  1 # supcrt modified

		CO3-2 = CO3-2

				-gamma		5.4		0.0

				-dw		 0.955e-9

				-Vm  6.95  0  0  -5.98  8.32  0  -0.115  167  -0.026  1 # supcrt modified

		SO4-2 = SO4-2

				-gamma		5.0		-0.04

				-dw		 1.07e-9

				-Vm  8.0  2.51  -42.5 5.41  4.23 0 0 0 0 1 # supcrt modified

		NO3- = NO3-

				-gamma		3.0		0.0

				-dw		 1.9e-9

				-Vm  6.392  6.78  0  -3.06  0.449  0  0.80  0  -1.05e-2  1 # supcrt modified

		#AmmH+ = AmmH+

		#		-gamma		2.5		0.0

		#		-dw		 1.98e-9

		#		-Vm  4.837  2.345  5.522  -2.88 1.096  3  -1.456  75.0  7.17e-3  1 # supcrt modified

		# begin modification stimela.dat 

		# added [N-3]H4+, [Fe+2]+2 and [Mn+2]+2

		[N-3]H4+ = [N-3]H4+

				-gamma		2.5		0.0

				-dw		 1.98e-9

				-Vm  4.837  2.345  5.522  -2.88 1.096  3  -1.456  75.0  7.17e-3  1 # supcrt modified

		[Fe+2]+2 = [Fe+2]+2

				-gamma		6.0		0.0

				-dw		 0.719e-9

				-Vm  -0.3255  -9.687  1.536  -2.379  0.3033  5.5  -4.21e-2  37.96  0  1 # supcrt modified

		[Mn+2]+2 = [Mn+2]+2

				-gamma		6.0		0.0

				-dw		 0.688e-9

				-Vm  -.1016  -8.0295  8.9060  -2.4471  1.4006 6 # supcrt

		# end modification stimela.dat

		H3BO3 = H3BO3

				-dw		1.1e-9

				-Vm 7.0643  8.8547  3.5844  -3.1451 -.2000  # supcrt

		PO4-3 = PO4-3

				-gamma		4.0		0.0

				-dw		 0.612e-9

				-Vm  -.5259  -9.0654  9.3131  -2.4042  5.6114 # supcrt

		F- = F-

				-gamma		3.5		0.0

				-dw		 1.46e-9

				-Vm  .6870  1.3588  7.6033  -2.8352  1.787 # supcrt

		Li+ = Li+

				-gamma		6.0		0.0

				-dw		 1.03e-9

				-Vm  -.0237  -.0690  11.5800  -2.7761 .4862 6 # supcrt

		Br- = Br-

				-gamma		3.0		0.0

				-dw		 2.01e-9

				-Vm  5.2690  6.5940  4.7450  -3.1430  1.3858 # supcrt

		Zn+2 = Zn+2

				-gamma		5.0		0.0

				-dw		 0.715e-9

				-Vm  -1.0677  -10.3884  9.8331  -2.3495  1.4574 5 # supcrt

		Cd+2 = Cd+2

				-dw		 0.717e-9

				-Vm  .0537  -10.7080  16.5176  -2.3363  1.2528 5 # supcrt

		Pb+2 = Pb+2

				-dw		 0.945e-9

				-Vm  -.0051  -7.7939  8.8134  -2.4568  1.0788 4.5 # supcrt

		Cu+2 = Cu+2

				-gamma		6.0		0.0

				-dw		 0.733e-9

				-Vm  -1.1021  -10.4726  9.8662  -2.3461  1.4769 6 # supcrt

		# redox-uncoupled gases

		Hdg = Hdg # H2

				-dw		 5.13e-9

				-Vm 6.52  0.78  0.12 # supcrt

		Oxg = Oxg # O2

				-dw		 2.35e-9

				-Vm  5.7889  6.3536  3.2528  -3.0417  -0.3943 # supcrt

		Mtg = Mtg # CH4

				-dw		 1.85e-9

				-Vm 7.7 # CH4 solubility, 25-100C, 1-700atm

		Ntg = Ntg # N2

				-dw		 1.96e-9

				-Vm 7 # Pray et al., 1952, IEC 44. 1146

		H2Sg = H2Sg # H2S

				-dw		 2.1e-9

				-Vm  7.81  2.96  -0.46 # supcrt

		# begin modification stimela.dat 

		[C-4]H4 = [C-4]H4 # CH4

				-dw		 1.85e-9

				-Vm 7.7 # CH4 solubility, 25-100C, 1-700atm

		H2[S-2] = H2[S-2] # H2S

				-dw		 2.1e-9

				-Vm  7.81  2.96  -0.46 # supcrt

		# end modification stimela.dat

		# aqueous species

		H2O = OH- + H+

				-analytic  293.29227  0.1360833  -10576.913  -123.73158  0  -6.996455e-5

				-gamma		3.5		0.0

				-dw		 5.27e-9

				-Vm  -9.66  28.5  80.0 -22.9 1.89 0 1.09 0 0 1 # supcrt modified

		2 H2O = O2 + 4 H+ + 4 e-

				-log_k		-86.08

				-delta_h 134.79 kcal

				-dw		 2.35e-9

				-Vm  5.7889  6.3536  3.2528  -3.0417  -0.3943 # supcrt

		2 H+ + 2 e- = H2

				-log_k		-3.15

				-delta_h -1.759 kcal

				-dw		 5.13e-9

				-Vm 6.52  0.78  0.12 # supcrt

		CO3-2 + H+ = HCO3-

				-log_k		10.329

				-delta_h -3.561		kcal

				-analytic		107.8871		0.03252849		-5151.79		-38.92561		563713.9

				-gamma		5.4		0.0

				-dw		 1.18e-9

				-Vm  8.60  0  -12.0  0  1.643  0  0  167  0  1 # supcrt modified

		CO3-2 + 2 H+ = CO2 + H2O

				-log_k		16.681

				-delta_h -5.738		kcal

				-analytic		464.1965		0.09344813		-26986.16		-165.75951		2248628.9

				-dw		 1.92e-9

				-Vm  20.85  -46.93  -79.0  27.9  -0.193 # supcrt modified

		CO3-2 + 10 H+ + 8 e- = CH4 + 3 H2O

				-log_k		41.071

				-delta_h -61.039 kcal

				-dw		 1.85e-9

				-Vm 7.7

		SO4-2 + H+ = HSO4-

				-log_k		1.988

				-delta_h 3.85		kcal

				-analytic		-56.889		0.006473		2307.9		19.8858		0.0

				-dw		 1.33e-9

				-Vm 8.2 9.2590  2.1108  -3.1618 1.1748  0 -0.3 15 0 1 # supcrt modified

		HS- = S-2 + H+

				-log_k		-12.918

				-delta_h 12.1		kcal

				-gamma		5.0		0.0

				-dw		 0.731e-9

		SO4-2 + 9 H+ + 8 e- = HS- + 4 H2O

				-log_k		33.65

				-delta_h -60.140 kcal

				-gamma		3.5		0.0

				-dw		 1.73e-9

				-Vm  5.0119  4.9799  3.4765  -2.9849  1.4410 # supcrt

		HS- + H+ = H2S

				-log_k		6.994

				-delta_h -5.30		kcal

				-analytical  -11.17  0.02386  3279.0

				-dw		 2.1e-9

				-Vm  7.81  2.96  -0.46 # supcrt

		H2Sg = HSg- + H+

				-log_k		-6.994

				-delta_h 5.30		kcal

				-analytical  11.17  -0.02386  -3279.0

				-dw		 2.1e-9

				-Vm  5.0119  4.9799  3.4765  -2.9849  1.4410 # supcrt

		# begin modification stimela.dat 

		H2[S-2] = H[S-2]- + H+

				-log_k		-6.994

				-delta_h 5.30		kcal

				-analytical  11.17  -0.02386  -3279.0

				-dw		 2.1e-9

				-Vm  5.0119  4.9799  3.4765  -2.9849  1.4410 # supcrt

		# end modification stimela.dat

		NO3- + 2 H+ + 2 e- = NO2- + H2O

				-log_k		28.570

				-delta_h -43.760 kcal

				-gamma		3.0		0.0

				-dw		 1.91e-9

				-Vm  5.5864  5.8590  3.4472  -3.0212  1.1847 # supcrt

		2 NO3- + 12 H+ + 10 e- = N2 + 6 H2O

				-log_k		207.08

				-delta_h -312.130		kcal

				-dw		 1.96e-9

				-Vm 7 # Pray et al., 1952, IEC 44. 1146

		NO3- + 10 H+ + 8 e- = NH4+ + 3 H2O

				log_k		119.077

				delta_h -187.055		kcal

				-gamma		2.5		0.0

				-dw		 1.98e-9

				-Vm  4.837  2.345  5.522  -2.88 1.096  3  -1.456  75.0  7.17e-3  1 # supcrt modified

		#AmmH+ = AmmH+

		#		-gamma		2.5		0.0

		#		-dw		 1.98e-9

		#		-Vm  4.837  2.345  5.522  -2.88 1.096  3  -1.456  75.0  7.17e-3  1 # supcrt modified

		NH4+ = NH3 + H+

				-log_k		-9.252

				-delta_h 12.48		kcal

				-analytic  0.6322  -0.001225  -2835.76

				-dw		 2.28e-9

				-Vm  5.09  2.8  8.62  -2.88  -0.05 # supcrt

		#AmmH+ = Amm + H+

		#		-log_k		-9.252

		#		-delta_h 12.48		kcal

		#		-analytic  0.6322  -0.001225  -2835.76

		#		-dw		 2.28e-9

		#		-Vm  5.09  2.8  8.62  -2.88  -0.05 # supcrt

		# begin modification stimela.dat 

		[N-3]H4+ = [N-3]H3 + H+

				-log_k		-9.252

				-delta_h 12.48		kcal

				-analytic  0.6322  -0.001225  -2835.76

				-dw		 2.28e-9

				-Vm  5.09  2.8  8.62  -2.88  -0.05 # supcrt

		# end modification stimela.dat

		NH4+ + SO4-2 = NH4SO4-

				log_k		1.11

		#        -gamma  5.0     0.0 

		#AmmH+ + SO4-2 = AmmHSO4-

		#		-log_k		1.11

		# begin modification stimela.dat 

		[N-3]H4+ + SO4-2 = [N-3]H4SO4-

				-log_k		1.11

		# end modification stimela.dat

		H3BO3 = H2BO3- + H+

				-log_k		-9.24

				-delta_h 3.224		kcal

		H3BO3 + F- = BF(OH)3-

				-log_k		-0.4

				-delta_h 1.850		kcal

		H3BO3 + 2 F- + H+ = BF2(OH)2- + H2O

				-log_k		7.63

				-delta_h 1.618		kcal

		H3BO3 + 2 H+ + 3 F- = BF3OH- + 2 H2O

				-log_k		13.67

				-delta_h -1.614		kcal

		H3BO3 + 3 H+ + 4 F- = BF4- + 3 H2O

				-log_k		20.28

				-delta_h -1.846		kcal

		PO4-3 + H+ = HPO4-2

				-log_k		12.346

				-delta_h -3.530		kcal

				-gamma		5.0		0.0

				-dw		0.69e-9

				-Vm  3.6315  1.0857  5.3233  -2.8239  3.3363 # supcrt

		PO4-3 + 2 H+ = H2PO4-

				-log_k		19.553

				-delta_h -4.520		kcal

				-gamma		5.4		0.0

				-dw		 0.846e-9

				-Vm  6.4875  8.0594  2.5823  -3.1122  1.3003 # supcrt

		# begin modification stimela.dat 

		# adding H3PO4

		# from $Id: minteq.v4.dat 794 2006-02-27 21:06:22Z dlpark $

		3H+ + PO4-3 = H3PO4

				log_k		21.721

				delta_h		-10.1		kJ

				-gamma		0		0

						#                  Id:		3305802

						#        log K source:		NIST46.3                      

						#      Delta H source:		NIST46.3                      

						#T and ionic strength:		 0.00 25.0

		# end modification stimela.dat

		H+ + F- = HF

				-log_k		3.18

				-delta_h 3.18		kcal

				-analytic		-2.033		0.012645		429.01

				-Vm  3.4753  .7042  5.4732  -2.8081  -.0007 # supcrt

		H+ + 2 F- = HF2-

				-log_k		3.76

				-delta_h 4.550		kcal

				-Vm  5.2263  4.9797  3.7928  -2.9849  1.2934 # supcrt

		Ca+2 + H2O = CaOH+ + H+

				-log_k		-12.78

		Ca+2 + CO3-2 = CaCO3

				-log_k		3.224

				-delta_h 3.545		kcal

				-analytic		-1228.732		-0.299440		35512.75		485.818

				-dw 4.46e-10		# complexes: calc'd with the Pikal formula

				-Vm  -.2430  -8.3748  9.0417  -2.4328  -.0300 # supcrt

		Ca+2 + CO3-2 + H+ = CaHCO3+

				-log_k		11.435

				-delta_h -0.871		kcal

				-analytic		1317.0071		0.34546894		-39916.84		-517.70761		563713.9

				-gamma		6.0		0.0

				-dw 5.06e-10

				-Vm  3.1911  .0104  5.7459  -2.7794  .3084 5.4 # supcrt

		Ca+2 + SO4-2 = CaSO4

				-log_k		2.25

				-delta_h 1.325		kcal

				-dw 4.71e-10

				-Vm  2.7910  -.9666  6.1300  -2.7390  -.0010 # supcrt

		Ca+2 + HSO4- = CaHSO4+

				-log_k		  1.08

		Ca+2 + PO4-3 = CaPO4-

				-log_k		6.459

				-delta_h 3.10		kcal

				-gamma  5.4  0.0 

		Ca+2 + HPO4-2 = CaHPO4

				-log_k		2.739

				-delta_h 3.3 kcal

		Ca+2 + H2PO4- = CaH2PO4+

				-log_k		1.408

				-delta_h 3.4 kcal

				-gamma  5.4  0.0 

		#Ca+2 + F- = CaF+

		#		-log_k		0.94

		#		-delta_h 4.120		kcal

		#		-Vm  .9846  -5.3773  7.8635  -2.5567  .6911 5.5 # supcrt

		#		-gamma  5.5  0.0 

		Mg+2 + H2O = MgOH+ + H+

				-log_k		-11.44

				-delta_h 15.952 kcal

				-gamma		6.5		0.0

		Mg+2 + CO3-2 = MgCO3

				-log_k		2.98

				-delta_h 2.713		kcal

				-analytic		0.9910		0.00667

				-dw 4.21e-10

				-Vm  -.5837  -9.2067  9.3687  -2.3984  -.0300 # supcrt

		Mg+2 + H+ + CO3-2 = MgHCO3+

				-log_k		11.399

				-delta_h -2.771		kcal

				-analytic		48.6721		0.03252849		-2614.335		-18.00263		563713.9

				-dw 4.78e-10

				-Vm  2.7171  -1.1469  6.2008  -2.7316  .5985 4 # supcrt

				-gamma		4.0		0.0

		Mg+2 + SO4-2 = MgSO4

				-log_k		2.37

				-delta_h 4.550		kcal

				-dw 4.45e-10

				-Vm  2.4  -0.97  6.1  -2.74  # est'd

		Mg+2 + PO4-3 = MgPO4-

				-log_k		6.589

				-delta_h 3.10		kcal

				-gamma		5.4		0.0

		Mg+2 + HPO4-2 = MgHPO4

				-log_k		2.87

				-delta_h 3.3 kcal

		Mg+2 + H2PO4- = MgH2PO4+

				-log_k		1.513

				-delta_h 3.4 kcal

				-gamma		5.4		0.0

		Mg+2 + F- = MgF+

				-log_k		1.82

				-delta_h 3.20		kcal

				-Vm  .6494  -6.1958  8.1852  -2.5229  .9706 4.5 # supcrt

				-gamma		4.5		0.0

				Na+ + OH- = NaOH

				-log_k		-10 # remove this complex

		Na+ + CO3-2 = NaCO3-

				-log_k		1.27

				-delta_h 8.91 kcal

				-dw 5.85e-10

				-Vm  3.99  0  15.3  -8.12  3.11  0  2.7  0  0.026  1

				#-gamma		5.4		0.0

		Na+ + HCO3- = NaHCO3

				-log_k  -0.25

				-delta_h  -1 kcal

				-dw 6.73e-10

				-Vm  0.51

		Na+ + SO4-2 = NaSO4-

				-log_k		0.7

				-delta_h 1.120		kcal

				-dw 6.18e-10

				-Vm  1e-5  19.3  1.07  -2.05  3.41  0  4.7  0  0  0.77 # not in supcrt

				-gamma		5.4		0.0

		Na+ + HPO4-2 = NaHPO4-

				-log_k		0.29

				-gamma		5.4		0.0

		Na+ + F- = NaF

				-log_k		-0.24

				-Vm  2.7483  -1.0708  6.1709  -2.7347  -.030 # supcrt

		K+ + SO4-2 = KSO4-

				-log_k		0.85

				-delta_h 2.250		kcal

				-analytical  3.106  0.0  -673.6

				-dw 7.46e-10

				-gamma		5.4		0.0

		K+ + HPO4-2 = KHPO4-

				-log_k		0.29

				-gamma		5.4		0.0

		Fe+2 + H2O = FeOH+ + H+

				-log_k		-9.5

				-delta_h 13.20		kcal

				-gamma		5.0		0.0

		Fe+2 + 3H2O = Fe(OH)3- + 3H+ 

				-log_k -31.0

				-delta_h 30.3 kcal

				-gamma  5.0 0.0

		Fe+2 + Cl- = FeCl+

				-log_k		0.14

		Fe+2 + CO3-2 = FeCO3

				-log_k		4.38

		Fe+2 + HCO3- = FeHCO3+

				-log_k		2.0

		Fe+2 + SO4-2 = FeSO4

				-log_k		2.25

				-delta_h 3.230		kcal

		Fe+2 + HSO4- = FeHSO4+

				-log_k		1.08

		Fe+2 + 2HS- = Fe(HS)2

				-log_k		8.95

		Fe+2 + 3HS- = Fe(HS)3-

				-log_k		10.987

		Fe+2 + HPO4-2 = FeHPO4

				-log_k		3.6

		Fe+2 + H2PO4- = FeH2PO4+

				-log_k		2.7

				-gamma		5.4		0.0

		Fe+2 + F- = FeF+

				-log_k		1.0

		Fe+2 = Fe+3 + e-

				-log_k		-13.02

				-delta_h 9.680		kcal

				-gamma		9.0		0.0

		Fe+3 + H2O = FeOH+2 + H+

				-log_k		-2.19

				-delta_h 10.4		kcal

				-gamma		5.0		0.0

		Fe+3 + 2 H2O = Fe(OH)2+ + 2 H+

				-log_k		-5.67

				-delta_h 17.1		kcal

				-gamma		5.4		0.0

		Fe+3 + 3 H2O = Fe(OH)3 + 3 H+

				-log_k		-12.56

				-delta_h 24.8		kcal

		Fe+3 + 4 H2O = Fe(OH)4- + 4 H+

				-log_k		-21.6

				-delta_h 31.9		kcal

				-gamma		5.4		0.0

		Fe+2 + 2H2O = Fe(OH)2 + 2H+ 

				-log_k  -20.57

				-delta_h 28.565 kcal  

		2 Fe+3 + 2 H2O = Fe2(OH)2+4 + 2 H+

				-log_k		-2.95

				-delta_h 13.5		kcal

		3 Fe+3 + 4 H2O = Fe3(OH)4+5 + 4 H+

				-log_k		-6.3

				-delta_h 14.3		kcal

		Fe+3 + Cl- = FeCl+2

				-log_k		1.48

				-delta_h 5.6		kcal

				-gamma		5.0		0.0

		Fe+3 + 2 Cl- = FeCl2+

				-log_k		2.13

				-gamma		5.0		0.0

		Fe+3 + 3 Cl- = FeCl3

				-log_k		1.13

		Fe+3 + SO4-2 = FeSO4+

				-log_k		4.04

				-delta_h 3.91		kcal

				-gamma		5.0		0.0

		Fe+3 + HSO4- = FeHSO4+2

				-log_k		2.48

		Fe+3 + 2 SO4-2 = Fe(SO4)2-

				-log_k		5.38

				-delta_h 4.60		kcal

		Fe+3 + HPO4-2 = FeHPO4+

				-log_k		5.43

				-delta_h 5.76		kcal

				-gamma		5.0		0.0

		Fe+3 + H2PO4- = FeH2PO4+2

				-log_k		5.43

				-gamma		5.4		0.0

		Fe+3 + F- = FeF+2

				-log_k		6.2

				-delta_h 2.7		kcal

				-gamma		5.0		0.0

		Fe+3 + 2 F- = FeF2+

				-log_k		10.8

				-delta_h 4.8		kcal

				-gamma		5.0		0.0

		Fe+3 + 3 F- = FeF3

				-log_k		14.0

				-delta_h 5.4		kcal

		Mn+2 + H2O = MnOH+ + H+

				-log_k		-10.59

				-delta_h 14.40		kcal

				-gamma		5.0		0.0

		Mn+2 + 3H2O = Mn(OH)3- + 3H+ 

				-log_k  -34.8

				-gamma		5.0		0.0

		Mn+2 + Cl- = MnCl+

				-log_k		0.61

				-Vm  2.7448  -1.0793  6.1743  -2.7344  .3686 # supcrt

				-gamma		5.0		0.0

		Mn+2 + 2 Cl- = MnCl2

				-log_k		0.25

		Mn+2 + 3 Cl- = MnCl3-

				-log_k		-0.31

				-gamma		5.0		0.0

		Mn+2 + CO3-2 = MnCO3

				-log_k		4.9

		Mn+2 + HCO3- = MnHCO3+

				-log_k		1.95

				-gamma		5.0		0.0

		Mn+2 + SO4-2 = MnSO4

				-log_k		2.25

				-delta_h 3.370		kcal

				-Vm  2.4377  -1.8292  6.4690  -2.7034  -.0300 # supcrt

		Mn+2 + 2 NO3- = Mn(NO3)2

				-log_k		0.6

				-delta_h -0.396		kcal

		Mn+2 + F- = MnF+

				-log_k		0.84

				-gamma		5.0		0.0

		Mn+2 = Mn+3 + e-

				-log_k		-25.51

				-delta_h 25.80		kcal

				-gamma		9.0		0.0

		Al+3 + H2O = AlOH+2 + H+

				-log_k		-5.0

				-delta_h 11.49		kcal

				-analytic		-38.253		0.0		-656.27		14.327

				-Vm  -1.4649  -11.3582  10.2143  -2.3095  1.6668 5.4 # supcrt

				-gamma		5.4		0.0

		Al+3 + 2 H2O = Al(OH)2+ + 2 H+

				-log_k		-10.1

				-delta_h 26.90		kcal

				-analytic		88.50		0.0		-9391.6		-27.121

				-gamma		5.4		0.0

		Al+3 + 3 H2O = Al(OH)3 + 3 H+

				-log_k		-16.9

				-delta_h 39.89		kcal

				-analytic		226.374		0.0		-18247.8		-73.597

		Al+3 + 4 H2O = Al(OH)4- + 4 H+

				-log_k		-22.7

				-delta_h 42.30		kcal

				-analytic		51.578		0.0		-11168.9		-14.865

				-gamma		4.5		0.0

		Al+3 + SO4-2 = AlSO4+

				-log_k		3.5

				-delta_h 2.29 kcal

				-gamma		4.5		0.0

		Al+3 + 2SO4-2 = Al(SO4)2-

				-log_k		5.0

				-delta_h 3.11 kcal

				-gamma		4.5		0.0

		Al+3 + HSO4- = AlHSO4+2

				-log_k		0.46

		Al+3 + F- = AlF+2

				-log_k		7.0

				-delta_h 1.060		kcal

				-gamma		5.4		0.0

		Al+3 + 2 F- = AlF2+

				-log_k		12.7

				-delta_h 1.980		kcal

				-gamma		5.4		0.0

		Al+3 + 3 F- = AlF3

				-log_k		16.8

				-delta_h 2.160		kcal

		Al+3 + 4 F- = AlF4-

				-log_k		19.4

				-delta_h 2.20		kcal

				-gamma		4.5		0.0

		# Al+3 + 5 F- = AlF5-2

				# log_k		20.6

				# delta_h 1.840		kcal

		# Al+3 + 6 F- = AlF6-3

				# log_k		20.6

				# delta_h -1.670		kcal

		H4SiO4 = H3SiO4- + H+

				-log_k		-9.83

				-delta_h 6.12		kcal

				-analytic		-302.3724		-0.050698		15669.69		108.18466		-1119669.0

				-Vm  7.94  1.0881  5.3224  -2.8240  1.4767 # supcrt + H2O in a1

				-gamma		4		0.0

		H4SiO4 = H2SiO4-2 + 2 H+

				-log_k		-23.0

				-delta_h 17.6		kcal

				-analytic		-294.0184		-0.072650		11204.49		108.18466		-1119669.0

				-gamma		5.4		0.0

		H4SiO4 + 4 H+ + 6 F- = SiF6-2 + 4 H2O

				-log_k		30.18

				-delta_h -16.260		kcal

				-Vm  8.5311  13.0492  .6211  -3.3185  2.7716 # supcrt

				-gamma		5.0		0.0

		Ba+2 + H2O = BaOH+ + H+

				-log_k		-13.47

				-gamma		5.0		0.0

		Ba+2 + CO3-2 = BaCO3

				-log_k		2.71

				-delta_h 3.55		kcal

				-analytic		0.113		0.008721

				-Vm  .2907  -7.0717  8.5295  -2.4867  -.0300 # supcrt

		Ba+2 + HCO3- = BaHCO3+

				-log_k		0.982

				-delta_h 5.56 kcal

				-analytical		-3.0938		0.013669		0.0		0.0		0.0

		Ba+2 + SO4-2 = BaSO4

				-log_k		2.7

		Sr+2 + H2O = SrOH+ + H+

				-log_k		-13.29

				-gamma		5.0		0.0

		Sr+2 + CO3-2 + H+ = SrHCO3+

				-log_k		11.509

				-delta_h 2.489		kcal

				-analytic		104.6391		0.04739549		-5151.79		-38.92561		563713.9

				-gamma		5.4		0.0

		Sr+2 + CO3-2 = SrCO3

				-log_k		2.81

				-delta_h 5.22		kcal

				-analytic		-1.019		0.012826

				-Vm  -.1787  -8.2177  8.9799  -2.4393  -.0300 # supcrt

		Sr+2 + SO4-2 = SrSO4

				-log_k		2.29

				-delta_h 2.08		kcal

				-Vm  6.7910  -.9666  6.1300  -2.7390  -.0010 # celestite solubility

		Li+ + SO4-2 = LiSO4-

				-log_k		0.64

				-gamma		5.0		0.0

		Cu+2 + e- = Cu+

				-log_k		2.72

				-delta_h 1.65		kcal

				-gamma		2.5		0.0

		Cu+ + 2Cl- = CuCl2-

				-log_k		  5.50

				-delta_h -0.42 kcal

				-gamma  4.0  0.0

		Cu+ + 3Cl- = CuCl3-2

				-log_k		  5.70

				-delta_h 0.26 kcal

				-gamma  5.0  0.0  

		Cu+2 + CO3-2 = CuCO3 

				-log_k		  6.73

		Cu+2 + 2CO3-2 = Cu(CO3)2-2 

				-log_k		  9.83

				Cu+2 + HCO3- = CuHCO3+

				-log_k		  2.7

		Cu+2 + Cl- = CuCl+ 

				-log_k		  0.43

				-delta_h 8.65 kcal

				-gamma  4.0  0.0

		Cu+2 + 2Cl- = CuCl2 

				-log_k		  0.16

				-delta_h 10.56 kcal

		Cu+2 + 3Cl- = CuCl3-

				-log_k		  -2.29

				-delta_h 13.69 kcal

				-gamma  4.0  0.0

		Cu+2 + 4Cl- = CuCl4-2

				-log_k		  -4.59

				-delta_h 17.78 kcal

				-gamma  5.0  0.0

		Cu+2 + F- = CuF+ 

				-log_k		  1.26

				-delta_h 1.62 kcal

		Cu+2 + H2O = CuOH+ + H+

				-log_k		-8.0

				-gamma		4.0		0.0

		Cu+2 + 2 H2O = Cu(OH)2 + 2 H+

				-log_k		-13.68

		Cu+2 + 3 H2O = Cu(OH)3- + 3 H+

				-log_k		-26.9

		Cu+2 + 4 H2O = Cu(OH)4-2 + 4 H+

				-log_k		-39.6

		2Cu+2 + 2H2O = Cu2(OH)2+2 + 2H+ 

				-log_k  -10.359

				-delta_h 17.539 kcal

				-analytical  2.497  0.0  -3833.0  0.0  0.0

		Cu+2 + SO4-2 = CuSO4

				-log_k		2.31

				-delta_h 1.220		kcal

		Cu+2 + 3HS- = Cu(HS)3-

				-log_k  25.9

		Zn+2 + H2O = ZnOH+ + H+

				-log_k		-8.96

				-delta_h 13.4 kcal

		Zn+2 + 2 H2O = Zn(OH)2 + 2 H+

				-log_k		-16.9

		Zn+2 + 3 H2O = Zn(OH)3- + 3 H+

				-log_k		-28.4

		Zn+2 + 4 H2O = Zn(OH)4-2 + 4 H+

				-log_k		-41.2

		Zn+2 + Cl- = ZnCl+

				-log_k		0.43

				-delta_h 7.79 kcal

				-Vm  1.5844  -3.9128  7.2879  -2.6172  .2025 4

				-gamma  4.0  0.0

		Zn+2 + 2 Cl- = ZnCl2

				-log_k		0.45

				-delta_h 8.5 kcal

				-Vm  5.0570  4.5665  3.9552  -2.9678  -.0010

		Zn+2 + 3Cl- = ZnCl3-

				-log_k		0.5

				-delta_h 9.56 kcal

				-Vm  9.5417  15.5168  -.3487  -3.4205  1.2513

				-gamma  4.0  0.0

		Zn+2 + 4Cl- = ZnCl4-2

				-log_k		0.2

				-delta_h 10.96 kcal

				-Vm  14.6628  28.0213  -5.2636  -3.9374  2.6662

				-gamma  5.0  0.0

		Zn+2 + H2O + Cl- = ZnOHCl + H+ 

				-log_k  -7.48  

		Zn+2 + 2HS- = Zn(HS)2

				-log_k  14.94

		Zn+2 + 3HS- = Zn(HS)3-

				-log_k  16.1  

		Zn+2 + CO3-2 = ZnCO3

				-log_k		5.3

		Zn+2 + 2CO3-2 = Zn(CO3)2-2

				-log_k		9.63

		Zn+2 + HCO3- = ZnHCO3+

				-log_k		2.1

		Zn+2 + SO4-2 = ZnSO4

				-log_k		2.37

				-delta_h 1.36 kcal

		Zn+2 + 2SO4-2 = Zn(SO4)2-2

				-log_k		3.28

		Zn+2 + Br- = ZnBr+ 

				-log_k  -0.58

		Zn+2 + 2Br- = ZnBr2

				-log_k  -0.98

		Zn+2 + F- = ZnF+ 

				-log_k  1.15

				-delta_h 2.22 kcal

		Cd+2 + H2O = CdOH+ + H+

				-log_k		-10.08

				-delta_h 13.1 kcal

		Cd+2 + 2 H2O = Cd(OH)2 + 2 H+

				-log_k		-20.35

		Cd+2 + 3 H2O = Cd(OH)3- + 3 H+

				-log_k		-33.3

		Cd+2 + 4 H2O = Cd(OH)4-2 + 4 H+

				-log_k		-47.35

		2Cd+2 + H2O = Cd2OH+3 + H+ 

				-log_k  -9.39

				-delta_h 10.9 kcal

		Cd+2 + H2O + Cl- = CdOHCl + H+ 

				-log_k  -7.404

				-delta_h 4.355 kcal

		Cd+2 + NO3- = CdNO3+

				-log_k  0.4

				-delta_h -5.2 kcal

		Cd+2 + Cl- = CdCl+

				-log_k		1.98

				-delta_h 0.59 kcal

		Cd+2 + 2 Cl- = CdCl2

				-log_k		2.6

				-delta_h 1.24 kcal

		Cd+2 + 3 Cl- = CdCl3-

				-log_k		2.4

				-delta_h 3.9 kcal

		Cd+2 + CO3-2 = CdCO3

				-log_k		2.9

		Cd+2 + 2CO3-2 = Cd(CO3)2-2

				-log_k		6.4

		Cd+2 + HCO3- = CdHCO3+

				-log_k		1.5

		Cd+2 + SO4-2 = CdSO4

				-log_k		2.46

				-delta_h 1.08 kcal

		Cd+2 + 2SO4-2 = Cd(SO4)2-2

				-log_k		3.5

		Cd+2 + Br- = CdBr+ 

				-log_k  2.17

				-delta_h -0.81 kcal

		Cd+2 + 2Br- = CdBr2

				-log_k  2.9

		Cd+2 + F- = CdF+ 

				-log_k  1.1

		Cd+2 + 2F- = CdF2

				-log_k  1.5  

		Cd+2 + HS- = CdHS+ 

				-log_k  10.17

		Cd+2 + 2HS- = Cd(HS)2 

				-log_k  16.53

		Cd+2 + 3HS- = Cd(HS)3-

				-log_k  18.71

		Cd+2 + 4HS- = Cd(HS)4-2

				-log_k  20.9  

		Pb+2 + H2O = PbOH+ + H+

				-log_k		-7.71

		Pb+2 + 2 H2O = Pb(OH)2 + 2 H+

				-log_k		-17.12

		Pb+2 + 3 H2O = Pb(OH)3- + 3 H+

				-log_k		-28.06

		Pb+2 + 4 H2O = Pb(OH)4-2 + 4 H+

				-log_k		-39.7

		2 Pb+2 + H2O = Pb2OH+3 + H+

				-log_k		-6.36

		Pb+2 + Cl- = PbCl+

				-log_k		1.6

				-delta_h 4.38 kcal

				-Vm  2.8934  -.7165  6.0316  -2.7494  .1281 6

		Pb+2 + 2 Cl- = PbCl2

				-log_k		1.8

				-delta_h 1.08 kcal

				-Vm  6.5402  8.1879  2.5318  -3.1175  -.0300

		Pb+2 + 3 Cl- = PbCl3-

				-log_k		1.7

				-delta_h 2.17 kcal

				-Vm  11.0396  19.1743  -1.7863  -3.5717  .7356

		Pb+2 + 4 Cl- = PbCl4-2

				-log_k		1.38

				-delta_h 3.53 kcal

				-Vm  16.4150  32.2997  -6.9452  -4.1143  2.3118

		Pb+2 + CO3-2 = PbCO3

				-log_k		7.24

		Pb+2 + 2 CO3-2 = Pb(CO3)2-2

				-log_k		10.64

		Pb+2 + HCO3- = PbHCO3+

				-log_k		2.9

		Pb+2 + SO4-2 = PbSO4

				-log_k		2.75

		Pb+2 + 2 SO4-2 = Pb(SO4)2-2

				-log_k		3.47

		Pb+2 + 2HS- = Pb(HS)2 

				-log_k  15.27

		Pb+2 + 3HS- = Pb(HS)3-

				-log_k  16.57

		3Pb+2 + 4H2O = Pb3(OH)4+2 + 4H+ 

				-log_k  -23.88

				-delta_h 26.5 kcal  

		Pb+2 + NO3- = PbNO3+

				-log_k		1.17

		Pb+2 + Br- = PbBr+ 

				-log_k  1.77

				-delta_h 2.88 kcal

		Pb+2 + 2Br- = PbBr2 

				-log_k  1.44

		Pb+2 + F- = PbF+ 

				-log_k  1.25

		Pb+2 + 2F- = PbF2

				-log_k  2.56

		Pb+2 + 3F- = PbF3-

				-log_k  3.42

		Pb+2 + 4F- = PbF4-2

				-log_k  3.1  

		PHASES

		Calcite

				CaCO3 = CO3-2 + Ca+2

				-log_k		-8.48

				-delta_h -2.297 kcal

				-analytic		-171.9065		-0.077993		2839.319		71.595

				-Vm 36.9 cm3/mol # MW (100.09 g/mol) / rho (2.71 g/cm3)

		Aragonite

				CaCO3 = CO3-2 + Ca+2

				-log_k		-8.336

				-delta_h -2.589 kcal

				-analytic		-171.9773		-0.077993		2903.293		71.595

				-Vm 34.04

		# begin modification stimela.dat 

		# adding Vaterite from Aragonite according Standard Methods 2330 (2010) 

		Vaterite

				CaCO3 = CO3-2 + Ca+2

				log_k		   -8.336  # overruled by -analytic

				delta_h -2.589 kcal  # overruled by -analytic

				-analytic       -172.1295     -0.077993      3074.688      71.595

				-Vm 39.41 cm3/mol # MW (100.09 g/mol) / rho (2.54 g/cm3)

		# end modification stimela.dat

		Dolomite

				CaMg(CO3)2 = Ca+2 + Mg+2 + 2 CO3-2

				-log_k		-17.09

				-delta_h  -9.436 kcal

				-Vm 64.5

		Siderite

				FeCO3 = Fe+2 + CO3-2

				-log_k		-10.89

				-delta_h  -2.480 kcal

				-Vm 29.2

		Rhodochrosite

				MnCO3 = Mn+2 + CO3-2

				-log_k		-11.13

				-delta_h  -1.430 kcal

				-Vm 31.1

		Strontianite

				SrCO3 = Sr+2 + CO3-2

				-log_k		-9.271

				-delta_h -0.400 kcal

				-analytic		155.0305		0.0		-7239.594		-56.58638

				-Vm 39.69

		Witherite

				BaCO3 = Ba+2 + CO3-2

				-log_k		-8.562

				-delta_h  0.703 kcal

				-analytic		607.642		0.121098		-20011.25		-236.4948

				-Vm 46

		Gypsum

				CaSO4:2H2O = Ca+2 + SO4-2 + 2 H2O

				-log_k		-4.58

				-delta_h -0.109 kcal

				-analytic		68.2401		0.0		-3221.51		-25.0627

				-Vm 73.9 # 172.18 / 2.33  (Vm H2O = 13.9 cm3/mol)

		Anhydrite

				CaSO4 = Ca+2 + SO4-2

				-log_k		-4.36

				-delta_h -1.710 kcal

				-analytic  84.90  0  -3135.12  -31.79 # 50 - 160oC, 1 - 1e3 atm, anhydrite dissolution, Blount and Dickson, 1973, Am. Mineral. 58, 323.

				-Vm 46.1 # 136.14 / 2.95

		Celestite

				SrSO4 = Sr+2 + SO4-2

				-log_k		-6.63

				-delta_h -4.037 kcal

		#		-analytic		-14805.9622		-2.4660924		756968.533		5436.3588		-40553604.0

				-analytic  -7.14 6.11e-3  75 0 0 -1.79e-5  # Howell et al., 1992, JCED 37, 464.

				-Vm 46.4

		Barite

				BaSO4 = Ba+2 + SO4-2

				-log_k		-9.97

				-delta_h  6.35 kcal

				-analytic		136.035		0.0		-7680.41		-48.595

				-Vm 51.9

		Hydroxyapatite

				Ca5(PO4)3OH + 4 H+ = H2O + 3 HPO4-2 + 5 Ca+2

				-log_k		 -3.421

				-delta_h -36.155 kcal

				-Vm 128.9

		Fluorite

				CaF2 = Ca+2 + 2 F-

				-log_k		-10.6

				-delta_h   4.69 kcal

				-analytic		66.348		0.0		-4298.2		-25.271

				-Vm 15.7

		SiO2(a)

				SiO2 + 2 H2O = H4SiO4

				-log_k		-2.71

				-delta_h  3.340 kcal

				-analytic		-0.26		0.0		-731.0

		Chalcedony

				SiO2 + 2 H2O = H4SiO4

				-log_k		-3.55

				-delta_h  4.720 kcal

				-analytic		-0.09		0.0		-1032.0

				-Vm 23.1

		Quartz

				SiO2 + 2 H2O = H4SiO4

				-log_k		-3.98

				-delta_h  5.990 kcal

				-analytic		0.41		0.0		-1309.0

				-Vm 22.67

		Gibbsite

				Al(OH)3 + 3 H+ = Al+3 + 3 H2O

				-log_k		  8.11

				-delta_h -22.800 kcal

		Al(OH)3(a)

				Al(OH)3 + 3 H+ = Al+3 + 3 H2O

				-log_k		 10.8

				-delta_h -26.500 kcal

		Kaolinite

				Al2Si2O5(OH)4 + 6 H+ = H2O + 2 H4SiO4 + 2 Al+3

				-log_k		  7.435

				-delta_h -35.300 kcal

		Albite

				NaAlSi3O8 + 8 H2O = Na+ + Al(OH)4- + 3 H4SiO4

				-log_k		-18.002

				-delta_h 25.896 kcal

		Anorthite

				CaAl2Si2O8 + 8 H2O = Ca+2 + 2 Al(OH)4- + 2 H4SiO4

				-log_k		-19.714

				-delta_h 11.580 kcal

		K-feldspar

				KAlSi3O8 + 8 H2O = K+ + Al(OH)4- + 3 H4SiO4

				-log_k		-20.573

				-delta_h 30.820		kcal

		K-mica

				KAl3Si3O10(OH)2 + 10 H+ = K+ + 3 Al+3 + 3 H4SiO4

				-log_k		12.703

				-delta_h -59.376 kcal

		Chlorite(14A)

				Mg5Al2Si3O10(OH)8 + 16H+ = 5Mg+2 + 2Al+3 + 3H4SiO4 + 6H2O

				-log_k		68.38

				-delta_h -151.494 kcal

		Ca-Montmorillonite

				Ca0.165Al2.33Si3.67O10(OH)2 + 12 H2O = 0.165Ca+2 + 2.33 Al(OH)4- + 3.67 H4SiO4 + 2 H+

				-log_k		-45.027

				-delta_h 58.373		kcal

		Talc

				Mg3Si4O10(OH)2 + 4 H2O + 6 H+ = 3 Mg+2 + 4 H4SiO4

				-log_k		21.399

				-delta_h -46.352 kcal

		Illite

				K0.6Mg0.25Al2.3Si3.5O10(OH)2 + 11.2H2O = 0.6K+ + 0.25Mg+2 + 2.3Al(OH)4- + 3.5H4SiO4 + 1.2H+

				-log_k		-40.267

				-delta_h 54.684 kcal

		Chrysotile

				Mg3Si2O5(OH)4 + 6 H+ = H2O + 2 H4SiO4 + 3 Mg+2

				-log_k		32.2

				-delta_h -46.800 kcal

				-analytic		13.248		0.0		10217.1		-6.1894

		Sepiolite

				Mg2Si3O7.5OH:3H2O + 4 H+ + 0.5H2O = 2 Mg+2 + 3 H4SiO4

				-log_k		15.760

				-delta_h -10.700 kcal

		Sepiolite(d)

				Mg2Si3O7.5OH:3H2O + 4 H+ + 0.5H2O = 2 Mg+2 + 3 H4SiO4

				-log_k		18.66

		Hematite

				Fe2O3 + 6 H+ = 2 Fe+3 + 3 H2O

				-log_k		-4.008

				-delta_h -30.845 kcal

		Goethite

				FeOOH + 3 H+ = Fe+3 + 2 H2O

				-log_k		-1.0

				-delta_h		 -14.48 kcal

		Fe(OH)3(a)

				Fe(OH)3 + 3 H+ = Fe+3 + 3 H2O

				-log_k		4.891

		Pyrite

				FeS2 + 2 H+ + 2 e- = Fe+2 + 2 HS-

				-log_k		-18.479

				-delta_h 11.300 kcal

		FeS(ppt)

				FeS + H+ = Fe+2 + HS-

				-log_k		-3.915

		Mackinawite

				FeS + H+ = Fe+2 + HS-

				-log_k		-4.648

		Sulfur

				S + 2H+ + 2e- = H2S

				-log_k		4.882

				-delta_h -9.5 kcal

		Vivianite

				Fe3(PO4)2:8H2O = 3 Fe+2 + 2 PO4-3 + 8 H2O

				-log_k		-36.0

		Pyrolusite		# H2O added for surface calc's

				MnO2:H2O + 4 H+ + 2 e- = Mn+2 + 3 H2O

				-log_k		41.38

				-delta_h -65.110 kcal

		Hausmannite

				Mn3O4 + 8 H+ + 2 e- = 3 Mn+2 + 4 H2O

				-log_k		61.03

				-delta_h -100.640 kcal

		Manganite

				MnOOH + 3 H+ + e- = Mn+2 + 2 H2O

				-log_k		25.34

		Pyrochroite

				Mn(OH)2 + 2 H+ = Mn+2 + 2 H2O

				-log_k		15.2

		Halite

				NaCl  =  Cl- + Na+

				log_k		  1.570

				-delta_h  1.37

				#-analytic -713.4616   -.1201241   37302.21    262.4583    -2106915.

				-Vm 27.1

		Sylvite

				KCl  = K+ + Cl-

				log_k		   0.900

				-analytic     3.984     0.0		 -919.55

				Vm 37.5

		CO2(g)

				CO2 = CO2

				-log_k		-1.468

				-delta_h -4.776 kcal

				-analytic  109.534  1.9913e-2  -6986.04  -40.83  669370

				-T_c  304.2 # critical T, K

				-P_c   72.86 # critical P, atm

				-Omega 0.225 # acentric factor

		H2O(g)

				H2O = H2O

				-log_k  1.506; delta_h -44.03 kJ

				-T_c  647.3

				-P_c  217.60

				-Omega 0.344

				-analytic   -16.5066 -2.0013E-3  2710.7  3.7646  0 2.24E-6

		# Gases from LLNL...

		O2(g)

				O2 = O2

				-log_k   -2.8983

				-analytic -7.5001 7.8981e-3 0.0 0.0 2.0027e5

				-T_c  154.6

				-P_c   49.80

				-Omega 0.021

		H2(g)

				H2 = H2

				-log_k		   -3.1050

				-delta_h -4.184  kJ

				-analytic   -9.3114    4.6473e-3   -49.335    1.4341    1.2815e5

				-T_c  33.2

				-P_c   12.80

				-Omega 0.225

		N2(g)

				N2 = N2

				-log_k				 -3.1864

				-analytic -58.453 1.818e-3  3199  17.909 -27460

				-T_c  126.2

				-P_c   33.50

				-Omega 0.039

		H2S(g)

				H2S  =  H+ + HS-

				-log_k		   -7.9759

				-analytic -97.354 -3.1576e-2 1.8285e3 37.44 28.56

				-T_c  373.2

				-P_c  88.20

				-Omega 0.1

		CH4(g)

				CH4 = CH4

				-log_k		   -2.8502

				-analytic -24.027 4.7146e-3 372.27 6.4264 2.3362e5

				-T_c  190.6

				-P_c   45.40

				-Omega 0.008

		NH3(g)

				NH3 = NH3

				-log_k		   1.7966

				-analytic -18.758 3.3670e-4 2.5113e3 4.8619 39.192

				-T_c  405.6

				-P_c   111.3

				-Omega 0.25

		#Amm(g)

		#		Amm = Amm

		#		-log_k		   1.7966

		#		-analytic -18.758 3.3670e-4 2.5113e3 4.8619 39.192

		#		-T_c  405.6

		#		-P_c   111.3

		#		-Omega 0.25

		# redox-uncoupled gases

		Oxg(g)

				Oxg = Oxg

				-analytic -7.5001 7.8981e-3 0.0 0.0 2.0027e5

				-T_c  154.6 ; -P_c   49.80 ; -Omega 0.021

		Hdg(g)

				Hdg = Hdg

				-analytic   -9.3114    4.6473e-3   -49.335    1.4341    1.2815e5

				-T_c  33.2 ; -P_c   12.80 ; -Omega 0.225

		Ntg(g)

				Ntg = Ntg

				-analytic -58.453 1.81800e-3  3199  17.909 -27460

				T_c  126.2 ; -P_c   33.50 ; -Omega 0.039

		Mtg(g)

				Mtg = Mtg

				-analytic -24.027 4.7146e-3 3.7227e2 6.4264 2.3362e5

				-T_c  190.6 ; -P_c   45.40 ; -Omega 0.008

		H2Sg(g)

				H2Sg  =  H+ + HSg-

				-analytic -97.354 -3.1576e-2 1.8285e3 37.44 28.56

				-T_c  373.2 ; -P_c  88.20 ; -Omega 0.1

		# begin modification stimela.dat 

		# uniform notation of elements in redox-uncoupled gases

		[N-3]H3(g)

				[N-3]H3 = [N-3]H3

				-log_k		   1.7966

				-analytic -18.758 3.3670e-4 2.5113e3 4.8619 39.192

				-T_c  405.6

				-P_c   111.3

				-Omega 0.25

		[C-4]H4(g)

				[C-4]H4 = [C-4]H4

				-analytic -24.027 4.7146e-3 3.7227e2 6.4264 2.3362e5

				-T_c  190.6 ; -P_c   45.40 ; -Omega 0.008

		H2[S-2](g)

				H2[S-2]  =  H+ + H[S-2]-

				-analytic -97.354 -3.1576e-2 1.8285e3 37.44 28.56

				-T_c  373.2 ; -P_c  88.20 ; -Omega 0.1

		# end modification stimela.dat

		Melanterite

				FeSO4:7H2O = 7 H2O + Fe+2 + SO4-2

				-log_k		-2.209

				-delta_h 4.910		kcal

				-analytic		1.447		-0.004153		0.0		0.0		-214949.0

		Alunite

				KAl3(SO4)2(OH)6 + 6 H+ = K+ + 3 Al+3 + 2 SO4-2 + 6H2O

				-log_k		-1.4

				-delta_h -50.250 kcal

		Jarosite-K

				KFe3(SO4)2(OH)6 + 6 H+ = 3 Fe+3 + 6 H2O + K+ + 2 SO4-2

				-log_k		-9.21

				-delta_h -31.280 kcal

		Zn(OH)2(e)

				Zn(OH)2 + 2 H+ = Zn+2 + 2 H2O

				-log_k		11.5

		Smithsonite

				ZnCO3 = Zn+2 + CO3-2

				-log_k		-10.0

				-delta_h -4.36		kcal

		Sphalerite

				ZnS + H+ = Zn+2 + HS-

				-log_k		-11.618

				-delta_h 8.250		kcal

		Willemite		289

				Zn2SiO4 + 4H+ = 2Zn+2 + H4SiO4

				-log_k		15.33

				-delta_h -33.37		kcal

		Cd(OH)2

				Cd(OH)2 + 2 H+ = Cd+2 + 2 H2O

				-log_k		13.65

		Otavite		315

				CdCO3 = Cd+2 + CO3-2

				-log_k		-12.1

				-delta_h -0.019		kcal

		CdSiO3		328

				CdSiO3 + H2O + 2H+ = Cd+2 + H4SiO4

				-log_k		9.06

				-delta_h -16.63		kcal

		CdSO4		329

				CdSO4 = Cd+2 + SO4-2

				-log_k		-0.1

				-delta_h -14.74		kcal

		Cerrusite		365

				PbCO3 = Pb+2 + CO3-2

				-log_k		-13.13

				-delta_h 4.86		kcal

		Anglesite		384

				PbSO4 = Pb+2 + SO4-2

				-log_k		-7.79

				-delta_h 2.15		kcal

		Pb(OH)2		389

				Pb(OH)2 + 2H+ = Pb+2 + 2H2O

				-log_k		8.15

				-delta_h -13.99		kcal

		EXCHANGE_MASTER_SPECIES

				X		X-

		EXCHANGE_SPECIES

				X- = X-

				-log_k		0.0

				Na+ + X- = NaX

				-log_k		0.0

				-gamma		4.08 0.082

				K+ + X- = KX

				-log_k		0.7

				-gamma		3.5		0.015

				-delta_h  -4.3		# Jardine & Sparks, 1984

				Li+ + X- = LiX

				-log_k		-0.08

				-gamma		6.0		0.0

				-delta_h  1.4		# Merriam & Thomas, 1956

		# !!!!!

		#		H+ + X- = HX

		#		-log_k		1.0

		#		-gamma		9.0		0.0

				NH4+ + X- = NH4X

				log_k   0.6

				-gamma  2.5     0.0

				delta_h  -2.4   # Laudelout et al., 1968

		#		AmmH+ + X- = AmmHX

		#		-log_k		0.6

		#		-gamma		2.5		0.0

		#		-delta_h  -2.4		# Laudelout et al., 1968

		# begin modification stimela.dat 

				[N-3]H4+ + X- = [N-3]H4X

				-log_k		0.6

				-gamma		2.5		0.0

				-delta_h  -2.4		# Laudelout et al., 1968

		# end modification stimela.dat

				Ca+2 + 2X- = CaX2

				-log_k		0.8

				-gamma		5.0		0.165

				-delta_h  7.2    # Van Bladel & Gheyl, 1980

				Mg+2 + 2X- = MgX2

				-log_k		0.6

				-gamma		5.5		0.2

				-delta_h  7.4		# Laudelout et al., 1968

				Sr+2 + 2X- = SrX2

				-log_k		0.91

				-gamma		5.26		0.121

				-delta_h  5.5		# Laudelout et al., 1968

				Ba+2 + 2X- = BaX2

				-log_k		0.91

				-gamma		5.0		0.0

				-delta_h  4.5		# Laudelout et al., 1968

				Mn+2 + 2X- = MnX2

				-log_k		0.52

				-gamma		6.0		0.0

				Fe+2 + 2X- = FeX2

				-log_k		0.44

				-gamma		6.0		0.0

				Cu+2 + 2X- = CuX2

				-log_k		0.6

				-gamma		6.0		0.0

				Zn+2 + 2X- = ZnX2

				-log_k		0.8

				-gamma		5.0		0.0

				Cd+2 + 2X- = CdX2

				-log_k		0.8

				-gamma 0.0  0.0

				Pb+2 + 2X- = PbX2

				-log_k		1.05

				-gamma 0.0  0.0

				Al+3 + 3X- = AlX3

				-log_k		0.41

				-gamma		9.0		0.0

				AlOH+2 + 2X- = AlOHX2

				-log_k		0.89

				-gamma		0.0		0.0

		SURFACE_MASTER_SPECIES

				Hfo_s		Hfo_sOH

				Hfo_w		Hfo_wOH

		SURFACE_SPECIES

		# All surface data from

		# Dzombak and Morel, 1990

		#

		#

		# Acid-base data from table 5.7

		#

		# strong binding site--Hfo_s,

				Hfo_sOH = Hfo_sOH

				-log_k		0.0

				Hfo_sOH		+ H+ = Hfo_sOH2+

				-log_k		7.29		# = pKa1,int

				Hfo_sOH = Hfo_sO- + H+

				-log_k		-8.93		# = -pKa2,int

		# weak binding site--Hfo_w

				Hfo_wOH = Hfo_wOH

				-log_k		0.0

				Hfo_wOH		+ H+ = Hfo_wOH2+

				-log_k		7.29		# = pKa1,int

				Hfo_wOH = Hfo_wO- + H+

				-log_k		-8.93		# = -pKa2,int

		###############################################

		# CATIONS #

		###############################################

		#

		# Cations from table 10.1 or 10.5

		#

		# Calcium

				Hfo_sOH + Ca+2 = Hfo_sOHCa+2

				-log_k		4.97

				Hfo_wOH + Ca+2 = Hfo_wOCa+ + H+

				-log_k -5.85

		# Strontium

				Hfo_sOH + Sr+2 = Hfo_sOHSr+2

				-log_k		5.01

				Hfo_wOH + Sr+2 = Hfo_wOSr+ + H+

				-log_k -6.58

				Hfo_wOH + Sr+2 + H2O = Hfo_wOSrOH + 2H+

				-log_k -17.6

		# Barium

				Hfo_sOH + Ba+2 = Hfo_sOHBa+2

				-log_k		5.46

				Hfo_wOH + Ba+2 = Hfo_wOBa+ + H+

				-log_k		-7.2		# table 10.5

		#

		# Cations from table 10.2

		#

		# Cadmium

				Hfo_sOH + Cd+2 = Hfo_sOCd+ + H+

				-log_k		0.47

				Hfo_wOH + Cd+2 = Hfo_wOCd+ + H+

				-log_k		-2.91

		# Zinc

				Hfo_sOH + Zn+2 = Hfo_sOZn+ + H+

				-log_k		0.99

				Hfo_wOH + Zn+2 = Hfo_wOZn+ + H+

				-log_k		-1.99

		# Copper

				Hfo_sOH + Cu+2 = Hfo_sOCu+ + H+

				-log_k		2.89

				Hfo_wOH + Cu+2 = Hfo_wOCu+ + H+

				-log_k		0.6		# table 10.5

		# Lead

				Hfo_sOH + Pb+2 = Hfo_sOPb+ + H+

				-log_k		4.65

				Hfo_wOH + Pb+2 = Hfo_wOPb+ + H+

				-log_k		0.3		# table 10.5

		#

		# Derived constants table 10.5

		#

		# Magnesium

				Hfo_wOH + Mg+2 = Hfo_wOMg+ + H+

				-log_k -4.6

		# Manganese

				Hfo_sOH + Mn+2 = Hfo_sOMn+ + H+

				-log_k		-0.4		# table 10.5

				Hfo_wOH + Mn+2 = Hfo_wOMn+ + H+

				-log_k -3.5		# table 10.5

		# Iron, strong site: Appelo, Van der Weiden, Tournassat & Charlet, EST 36, 3096

				Hfo_sOH + Fe+2 = Hfo_sOFe+ + H+

				-log_k		-0.95

		# Iron, weak site: Liger et al., GCA 63, 2939, re-optimized for D&M

				Hfo_wOH + Fe+2 = Hfo_wOFe+ + H+

				-log_k -2.98

				Hfo_wOH + Fe+2 + H2O = Hfo_wOFeOH + 2H+

				-log_k -11.55

		###############################################

		# ANIONS #

		###############################################

		#

		# Anions from table 10.6

		#

		# Phosphate

				Hfo_wOH + PO4-3 + 3H+ = Hfo_wH2PO4 + H2O

				-log_k		31.29

				Hfo_wOH + PO4-3 + 2H+ = Hfo_wHPO4- + H2O

				-log_k		25.39

				Hfo_wOH + PO4-3 + H+ = Hfo_wPO4-2 + H2O

				-log_k		17.72

		#

		# Anions from table 10.7

		#

		# Borate

				Hfo_wOH + H3BO3 = Hfo_wH2BO3 + H2O

				-log_k		0.62

		#

		# Anions from table 10.8

		#

		# Sulfate

				Hfo_wOH + SO4-2 + H+ = Hfo_wSO4- + H2O

				-log_k		7.78

				Hfo_wOH + SO4-2 = Hfo_wOHSO4-2

				-log_k		0.79

		#

		# Derived constants table 10.10

		#

				Hfo_wOH + F- + H+ = Hfo_wF + H2O

				-log_k		8.7

				Hfo_wOH + F- = Hfo_wOHF-

				-log_k		1.6

		#

		# Carbonate: Van Geen et al., 1994 reoptimized for D&M model

		#

				Hfo_wOH + CO3-2 + H+ = Hfo_wCO3- + H2O

				-log_k		12.56

				Hfo_wOH + CO3-2 + 2H+= Hfo_wHCO3 + H2O

				-log_k		20.62

		RATES

		#######

		# Example of quartz kinetic rates block:

		#KINETICS

		#Quartz

		#-m0  158.8		    # 90 % Qu

		#-parms 23.13  1.5

		#-step 3.1536e8 in 10

		#-tol 1e-12

		# Rate definition:

		 Quartz

		  -start

		 #1 rem Specific rate k from Rimstidt and Barnes, 1980, GCA 44,1683

		 #2 rem  k = 10^-13.7 mol/m2/s (25 C), Ea = 90 kJ/mol

		 #2 rem  sp. rate * parm(2) due to salts (Dove and Rimstidt, MSA Rev. 29, 259)

		 #4 rem  parm(1) = A (m2) recalc's to mol/s

		 #5 rem  parm(2) salt correction: (1 + 1.5 * c_Na (mM)), < 35

		 10 dif_temp = 1/TK - 1/298

		  20 pk_w = 13.7 + 4700.4 * dif_temp

		  40 moles = parm(1) * parm(2) * (m/m0)^0.67 * 10^-pk_w * (1 -  SR("Quartz"))

		#						 Integrate...

		  50 save moles * time

		  -end

		###########

		#K-feldspar

		###########

		# Example of KINETICS data block for K-feldspar rate:

		#		KINETICS 1

		#		K-feldspar

		#				-m0 2.16  # 10% K-fsp, 0.1 mm cubes

		#				-m  1.94

		#				-parms 1.36e4  0.1

		K-feldspar

		      -start

		#1 rem specific rate from Sverdrup, 1990, in kmol/m2/s

		#2 rem parm(1) = 10 * (A/V, 1/dm) (recalc's sp. rate to mol/kgw)

		#3 rem parm(2) = corrects for field rate relative to lab rate

		#4 rem temp corr: from p. 162. E (kJ/mol) / R / 2.303 = H in H*(1/T-1/298)

		10    dif_temp = 1/TK - 1/298

		20    pk_H = 12.5 + 3134 * dif_temp

		30    pk_w = 15.3 + 1838 * dif_temp

		40    pk_OH = 14.2 + 3134 * dif_temp

		50    pk_CO2 = 14.6 + 1677 * dif_temp

		#60   pk_org = 13.9 + 1254 * dif_temp  # rate increase with DOC

		70    rate = 10^-pk_H * ACT("H+")^0.5 + 10^-pk_w + 10^-pk_OH * ACT("OH-")^0.3

		71    rate = rate + 10^-pk_CO2 * (10^SI("CO2(g)"))^0.6

		#72   rate = rate + 10^-pk_org * TOT("DOC")^0.4

		80    moles = parm(1) * parm(2) * rate * (1 - SR("K-feldspar")) * time

		81 rem decrease rate on precipitation

		90    if SR("K-feldspar") > 1 then moles = moles * 0.1

		100   save moles

		      -end

		###########

		#Albite

		###########

		# Example of KINETICS data block for Albite rate:

		#		KINETICS 1

		#		Albite

		#				-m0 0.43  # 2% Albite, 0.1 mm cubes

		#				-parms 2.72e3  0.1

		Albite

		      -start

		#1 rem specific rate from Sverdrup, 1990, in kmol/m2/s

		#2 rem parm(1) = 10 * (A/V, 1/dm) (recalc's sp. rate to mol/kgw)

		#3 rem parm(2) = corrects for field rate relative to lab rate

		#4 rem temp corr: from p. 162. E (kJ/mol) / R / 2.303 = H in H*(1/T-1/298)

		10    dif_temp = 1/TK - 1/298

		20    pk_H = 12.5 + 3359 * dif_temp

		30    pk_w = 14.8 + 2648 * dif_temp

		40    pk_OH = 13.7 + 3359 * dif_temp

		#41 rem		 ^12.9 in Sverdrup, but larger than for oligoclase...

		50    pk_CO2 = 14.0 + 1677 * dif_temp

		#60   pk_org = 12.5 + 1254 * dif_temp # ...rate increase for DOC

		70    rate = 10^-pk_H * ACT("H+")^0.5 + 10^-pk_w + 10^-pk_OH * ACT("OH-")^0.3

		71    rate = rate + 10^-pk_CO2 * (10^SI("CO2(g)"))^0.6

		#72   rate = rate + 10^-pk_org * TOT("DOC")^0.4

		80    moles = parm(1) * parm(2) * rate * (1 - SR("Albite")) * time

		81 rem decrease rate on precipitation

		90    if SR("Albite") > 1 then moles = moles * 0.1

		100   save moles

		      -end

		########

		#Calcite

		########

		# Example of KINETICS data block for calcite rate:

		#		KINETICS 1

		#		Calcite

		#				-tol    1e-8

		#				-m0		 3.e-3

		#				-m		3.e-3

		#				-parms		50		  0.6

		Calcite

		  -start

		   1 rem		parm(1) = A/V, 1/dm		parm(2) = exponent for m/m0

		   10 si_cc = si("Calcite")

		   20 if (m <= 0  and si_cc < 0) then goto 200

		   30  k1 = 10^(0.198 - 444.0 / (273.16 + tc) )

		   40  k2 = 10^(2.84 - 2177.0 / (273.16 + tc) )

		   50  if tc <= 25 then k3 = 10^(-5.86 - 317.0 / (273.16 + tc) )

		   60  if tc > 25 then k3 = 10^(-1.1 - 1737.0 / (273.16 + tc) )

		   70   t = 1

		   80   if m0 > 0 then t = m/m0

		   90   if t = 0 then t = 1

		   100   moles = parm(1) * 0.1 * (t)^parm(2)

		   110   moles = moles * (k1 * act("H+") + k2 * act("CO2") + k3 * act("H2O"))

		   120   moles = moles * (1 - 10^(2/3*si_cc))

		   130   moles = moles * time

		   140  if (moles > m) then moles = m

		   150 if (moles >= 0) then goto 200

		   160  temp = tot("Ca")

		   170  mc  = tot("C(4)")

		   180  if mc < temp then temp = mc

		   190  if -moles > temp then moles = -temp

		   200 save moles

		  -end

		#######

		#Pyrite

		#######

		# Example of KINETICS data block for pyrite rate:

		#		KINETICS 1

		#		Pyrite

		#				-tol    1e-8

		#				-m0		 5.e-4

		#				-m		5.e-4

		#				-parms -5.0		 0.1		 .5		 -0.11

		Pyrite

		  -start

		   1 rem		parm(1) = log10(A/V, 1/dm)		parm(2) = exp for (m/m0)

		   2 rem		parm(3) = exp for O2				parm(4) = exp for H+

		   10 if (m <= 0) then goto 200

		   20 if (si("Pyrite") >= 0) then goto 200

		   30  rate = -10.19 + parm(1) + parm(3)*lm("O2") + parm(4)*lm("H+") + parm(2)*log10(m/m0)

		   40  moles = 10^rate * time

		   50 if (moles > m) then moles = m

		   60 if (moles >= (mol("O2")/3.5)) then moles = mol("O2")/3.5

		   200 save moles

		  -end

		##########

		#Organic_C

		##########

		# Example of KINETICS data block for Organic_C rate:

		#		KINETICS 1

		#		Organic_C

		#				-tol		1e-8

		#		      # m in mol/kgw

		#				-m0		5e-3

		#				-m		5e-3

		Organic_C

		  -start

		   10 if (m <= 0) then goto 200

		   20  mO2 = mol("O2")

		   30  mNO3 = tot("N(5)")

		   40  mSO4 = tot("S(6)")

		   50   rate = 1.57e-9*mO2/(2.94e-4 + mO2) + 1.67e-11*mNO3/(1.55e-4 + mNO3)

		   60   rate = rate + 1.e-13*mSO4/(1.e-4 + mSO4)

		   70  moles = rate * m * (m/m0) * time

		   80 if (moles > m) then moles = m

		   200 save moles

		  -end

		###########

		#Pyrolusite

		###########

		#

		# Postma, and Appelo., GCA 64, 1237

		#

		# Example of KINETICS data block for Pyrolusite

		#       KINETICS 1-12

		#       Pyrolusite

		#		       -tol    1.e-7

		#		       -m0     0.1

		#		       -m      0.1

		Pyrolusite

		  -start

		   5		if (m <= 0.0) then goto 200

		   7		sr_pl = sr("Pyrolusite")

		   9		if abs(1 - sr_pl) < 0.1 then goto 200

		   10		if (sr_pl > 1.0) then goto 100

		   #20 rem		initially 1 mol Fe+2 = 0.5 mol pyrolusite. k*A/V = 1/time (3 cells)

		   #22 rem       time (3 cells) = 1.432e4.  1/time = 6.98e-5

		   30		Fe_t = tot("Fe(2)")

		   32		if Fe_t < 1.e-8 then goto 200

		   40		moles =  6.98e-5 * Fe_t  * (m/m0)^0.67 * time * (1 - sr_pl)

		   50		if moles > Fe_t / 2 then moles = Fe_t / 2

		   70		if moles > m then moles = m

		   90		goto 200

		   100		Mn_t = tot("Mn")

		   110		moles = 2e-3 * 6.98e-5 * (1-sr_pl) * time

		   120		if moles <= -Mn_t then moles = -Mn_t

		   200		save moles

		  -end

		END

		# For the reaction aA + bB = cC + dD,

		#   with delta_v = c*Vm(C) + d*Vm(D) - a*Vm(A) - b*Vm(B),

		# PHREEQC adds the pressure term to log_k: -= delta_v * (P - 1) / (2.3RT).

		#   Vm(A) is volume of A, cm3/mol, P is pressure, atm, R is the gas constant, T is Kelvin.

		# Gas-pressures and fugacity coefficients are calculated with Peng-Robinson's EOS.

		#   Binary interaction coefficients from Soreide and Whitson, 1992, FPE 77, 217 are

		#    hard-coded in calc_PR():

		#    kij    CH4    CO2    H2S    N2

		#    H2O    0.49   0.19   0.19   0.49

		# =============================================================================================

		# The molar volumes of solids are entered with

		#                         -Vm vm cm3/mol

		#    vm is the molar volume, cm3/mol (default), but dm3/mol and m3/mol are permitted.

		# Data for minerals' vm (= MW (g/mol) / rho (g/cm3)) are defined using rho from

		#   Deer, Howie and Zussman, The rock-forming minerals, Longman.

		#                           --------------------

		# Temperature- and pressure-dependent volumina of aqueous species are calculated with a Redlich-

		#   type equation (cf. Redlich and Meyer, Chem. Rev. 64, 221), from parameters entered with 

		#                        -Vm a1 a2 a3 a4 W a0 i1 i2 i3 i4

		# The volume (cm3/mol) is

		#    Vm(T, pb, I) = 41.84 * (a1 * 0.1 + a2 * 100 / (2600 + pb)  + a3 / (T - 228) +

		#                            a4 * 1e4 / (2600 + pb) / (T - 228) - W * QBrn)

		#                   + z^2 / 2 * Av * f(I^0.5)

		#                   + (i1 + i2 / (T - 228) + i3 * (T - 228)) * I^i4

		#   Volumina at I = 0 are obtained using supcrt92 formulas (Johnson et al., 1992, CG 18, 899).

		#   41.84 transforms cal/bar/mol into cm3/mol.

		#   pb is pressure in bar.

		#   W * QBrn is the energy of solvation, calculated from W and the pressure dependence of the 

		#     Born equation (i.e. of the dielectric constant of water (f(P, T), see below).

		#   z is charge of the solute species.

		#   Av is the Debye-Hueckel limiting slope.

		#   a0 is the ion-size parameter in the extended Debye-Hueckel equation:

		#     f(I^0.5) = I^0.5) / (1 + a0 * DH_B * I^0.5),

		#     a0 = -gamma x for cations, = 0 for anions.

		# Av (P, T) is calculated using the dielectric constant of water from Bradley and Pitzer, 1979, JPC 83, 1599,

		#   and the compressibility of pure water.

		# The density of pure water at water saturation pressure is calculated with eqn 2.6 from

		#   Wagner and Pruss, 2002, J. Phys. Chem. Ref. Data 31, 387. At higher P,T with polynomials

		#   interpolated from IAPWS table 3 (2007).

		#

		# Data for species' parameters, commented with ‘# supcrt modified’, were fitted from data

		#   compiled by Laliberte, 2009, J. Chem. Eng. Data 54, 1725, + additions, see Appelo, Parkhurst and Post (in prep.)

		# H+ has the reference volume of 0 at all P, T and I.

		# For Cl-, parameters were obtained from densities of HCl solutions up to 176 oC, 1 - 280 atm.

		# The numbers for cations were extracted from the densities of cation-Cl-solutions.

		# Other anions and OH- then follow from the measured densities of cation-anion solutions.

		# Water dissociation was fitted from Bandura and Lvov, 2006, J. Phys. Chem. Ref. Data, 35, 15, 0-200 oC, 1-2000 atm.

		#                           --------------------

		# If -Vm is not defined, the a-f values from -Millero a b c d e f (if available) will be used for calculating

		#   Vm(t, I) = a + b * t + c * t^2 + z^2 / 2 * Av * I^0.5 + (d + e * t + f * t^2) * I

		#   t is temperature in oC.

		#

		# redox-uncoupled gases have been added for H2 (Hdg), O2 (Oxg), CH4 (Mtg), N2 (Ntg),

		#   H2S (H2Sg, species HSg-, etc.).

		#

		# =============================================================================================

		# It remains the responsibility of the user to check the calculated results, for example with

		#   measured solubilities as a function of (P, T).
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AquaticChemistry

		AQUATIC CHEMISTRY for Engineers









		Module		Biodegradation (Monod kinetics)

				O2, NO3 and SO4 consumption in biodegradation of organic matter



		Phreeqc		Input for all stimela.dat parameters, for aerobic and anaerobic water



		Sample description		Drinking water Principles and Practices - Surface water par. 4.4												Assumption:

																mg/L =mg/kgs =mg/kgw

		Basic data		Temperature		t		0C				10.0

				Oxygen		O2		mg/L				11.0				0.34		mmol/kgw

				pH		pH		- 				8.00

				Methane		CH4		mg/L								0.00		mmol/kgw

				Sulfide		H2S		mg/L								0.00		mmol/kgw

				pe (electron activity)		pe		- 

				Conductivity (measured, at t 0C)		EC		mS/m								0		µS/cm

				Total dissolved solids (residue)		TDS		mg/L

		Cations		Calcium		Ca		mg/L				40.0				1.00		mmol/kgw

				Magnesium		Mg		mg/L								0.00		mmol/kgw

				Sodium		Na		mg/L								0.00		mmol/kgw

				Potassium		K		mg/L								0.00		mmol/kgw

				Iron		Fe		mg/L								0.000		mmol/kgw

				Manganese		Mn		mg/L								0.000		mmol/kgw

				Ammonium (inert)		NH4		mg/L								0.000		mmol/kgw

				Aluminium		Al		μg/L								0.00		mmol/kgw

				Barium		Ba		μg/L								0.00		mmol/kgw

				Cadmium		Cd		μg/L								0.00		mmol/kgw

				Copper		Cu		μg/L								0.00		mmol/kgw

				Lead		Pb		μg/L								0.00		mmol/kgw

				Lithium		Li		μg/L								0.00		mmol/kgw

				Strontium		Sr		μg/L								0.00		mmol/kgw

				Zinc		Zn		μg/L								0.00		mmol/kgw

		Anions		Hydrogen carbonate (as Alkalinty)		HCO3		mg/L				122				2.00		mmol/kgw

				Chloride		Cl		mg/L								0.00		mmol/kgw

				Nitrate		NO3		mg/L				6.2				0.10		mmol/kgw

				Sulfate		SO4		mg/L				9.6				0.10		mmol/kgw

				Fluoride		F 		mg/L								0.00		mmol/kgw

				Bromide		Br		mg/L								0.00		mmol/kgw

				Phosphate		PO4		mg/L								0.00		mmol/kgw

				Nitrite		NO2		mg/L								0.00		mmol/kgw

				Silicate		Si		mg/L								0.00		mmol/kgw

				Boron		B 		μg/L								0.00		mmol/kgw



		Organic carbon		Organic carbon content		S		mol				0.1









		Overall parameters		Cations				meq/kgw				1.95

				Anions				meq/kgw				2.26

				Conductivity (calculated, at t 0C)		EC		mS/m				14.3				143		μS/cm

				Total dissolved solids		TDS		mg/L				178

				Ionic strength		IS		mmol/kgw				3.2

				Total hardness		TH		mmol/kgw				1.00				5.6		0D

				Vapor pressure water		pa		atm				0.01

				Density		rho		kg/L				1.000

		Redox conditions		Oxygen		O2		mmol/kgw				0.34				0.20		atm

				pe (electron activity)		pe		-				13.96

				Redox potential		Eh		mV				784

		Correctness checks		Charge difference				meq/kgw				-0.30

				Percentage error (100*(Cat-|An|)/(Cat+|An|)								-7.2%

				EC ratio, calculated/measured 				-				-

				TDS ratio, measured/calculated 				-				-

				Oxygen saturation (with air at sea level)				atm/atm				97.7%

				pH change by electron balancing (Phreeqc)				-				0.00

				pe change by electron balancing (Phreeqc)				-				-

		Carbon equilibrium		pH (Hydrogen activity)   		pH   		-				8.00

				Alkalinity		m		meq/kgw				2.00

				Total Inorganic Carbon (TIC)		TIC		mmol/kgw				2.04				24		mg/L C

				CO2		CO2		mmol/kgw				0.05				0.00		atm

				HCO3 -		HCO3		mmol/kgw				1.96				119		mg/L

				CO3 2-		CO3		mmol/kgw				0.01				0		mg/L

				dpH by 0.1 mmol HCl / kgw		pH		-				-0.45

				Buffer capacity		BI		mmol/kgw /pH				0.16

		Calcite equilibrium		SI (calcite)		SI-c		-				0.07

				Equilibrium-pH (pHs or pH-Langelier)		pH-L		-				7.93

				Calcite Precipitation Potential		CPP		mmol/kgw				0.01				1		mg/L CaCO3

				Calcite Precipitation Potential at 60 C		CPP-60		mmol/kgw				0.10				10		mg/L CaCO3

				Calcite Precipitation Potential at 90 C		CPP-90		mmol/kgw				0.22				22		mg/L CaCO3

		Other scaling solids		Aragonite		SI 		CaCO3				-0.08

				Gypsum		SI		CaSO4.2H2O				-2.67

				Anhydrite 		SI		CaSO4				-3.14

				Dolomite		SI		CaMg(CO3)2				-

				Hydroxyapatite		SI		Ca5(PO4)3OH				-

		Redox scaling solids		Pyrite		SI		FeS				-

				Siderite		SI		FeCO3				-

				Hematite		SI		Fe2O3				-

				Rhodochrosite		SI		MnCO3				-

				Vivianite		SI		Fe3(PO4)2:8H2O				-

		Elements / Species		C				mmol/kgw				2.04

				CO2								2.6%				2		mg/L

				HCO3 -								96.0%

				CO3 2-								0.4%

				CH4 				mmol/kgw				0.00				0.00		mg/L

				Ca				mmol/kgw				1.00

				Ca 2+								97.1%

				CaHCO3 +								1.4%

				CaCO3								0.6%

				CaSO4								0.9%

				Mg				mmol/kgw				0.00

				Mg 2+								-

				MgHCO3 +								-

				MgCO3								-

				MgSO4								-

				Fe				mmol/kgw				0.000

				Fe 2+								-

				Fe 3+								-

				Mn				mmol/kgw				0.000

				Mn 2+								-

				Mn 3+								-

				S (in SO4)				mmol/kgw				0.10

				SO4 2-								91.3%

				CaSO4								8.7%

				MgSO4								0.0%

				S (in S 2-)				mmol/kgw				0.000				0.00		mg/L

				P				mmol/kgw				0.000

				H+				mmol/kgw				0.000

				OH-				mmol/kgw				0.000



												For further details see PHREEQC.OUT







O2	0	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	16	17	18	19	20	21	22	23	24	25	26	27	28	29	30	31	32	33	34	35	36	37	38	39	40	41	42	43	44	45	46	47	48	49	50	51	52	53	54	55	56	57	58	59	60	61	62	63	64	65	66	67	68	69	70	71	72	73	74	75	76	77	78	79	80	81	82	83	84	85	86	87	88	89	90	91	92	93	94	95	96	97	98	99	100	101	102	103	104	105	106	107	108	109	110	111	112	113	114	115	116	117	118	119	120	121	122	123	124	125	126	127	128	129	130	131	132	133	134	135	136	137	138	139	140	141	142	143	144	145	146	147	148	149	150	151	152	153	154	155	156	157	158	159	160	161	162	163	164	165	166	167	168	169	170	171	172	173	174	175	176	177	178	179	180	181	182	183	184	185	186	187	188	189	190	191	192	193	194	195	196	197	198	199	200	201	202	203	204	205	206	207	208	209	210	211	212	213	214	215	216	217	218	219	220	221	222	223	224	225	226	227	228	229	230	231	232	233	234	235	236	237	238	239	240	241	242	243	244	245	246	247	248	249	250	251	252	253	254	255	256	257	258	259	260	261	262	263	264	265	266	267	268	269	270	271	272	273	274	275	276	277	278	279	280	281	282	283	284	285	286	287	288	289	290	291	292	293	294	295	296	297	298	299	300	0.34381491505845274	0.33648255552921053	0.32922444223416852	0.32204149051907865	0.31493461212232937	0.30790471395041386	0.3009526967527778	0.29407945377412398	0.28728586927132244	0.28057281703363307	0.27394115879389208	0.26739174259350279	0.26092540105967899	0.25454294965137592	0.24824518484495739	0.24203288224884903	0.23590679468721368	0.22986765022174566	0.22391615011978069	0.21805296691634862	0.21227874226030341	0.20659409859839459	0.20099959584596719	0.19549577049230404	0.19008311983376056	0.18476209985818282	0.17953312323333986	0.17439655728442502	0.16935272207409655	0.1644018885081111	0.15954427651102993	0.15478005332936534	0.15010933189358475	0.14553216931826815	0.14104856550688688	0.13665846193612649	0.13236174052940974	0.12815822272906296	0.12404766873856736	0.12002977691259403	0.11610418340147044	0.11227046187847708	0.10852812360542015	0.10487661758413634	0.10131533097749995	9.7843589751390445E-2	9.4460659485474135E-2	9.1165746439342582E-2	8.7957998768933343E-2	8.4836507990842011E-2	8.1800310648621019E-2	7.8848390107411653E-2	7.597967859019987E-2	7.3193059356961493E-2	7.0487369028830432E-2	6.7861400086242252E-2	6.5313903453129957E-2	6.2843591208824823E-2	6.0449139439053223E-2	5.8129191097978955E-2	5.5882358991251789E-2	5.3707228771644973E-2	5.160236199405293E-2	4.9566299160330722E-2	4.7597562783648649E-2	4.5694660421440061E-2	4.3856087651980659E-2	4.2080331081118992E-2	4.0365871211618914E-2	3.8711185271893489E-2	3.7114749957485961E-2	3.5575044071570382E-2	3.4090551083118543E-2	3.2659761559743893E-2	3.1281175465395057E-2	2.9953304369608125E-2	2.8674673497327469E-2	2.7443823685754518E-2	2.625931315198719E-2	2.5119719168366139E-2	2.4023639616316237E-2	2.2969694339813787E-2	2.1956526439873166E-2	2.0982803396133169E-2	2.0047218071581878E-2	1.9148489596619203E-2	1.8285364122723909E-2	1.7456615470977391E-2	1.6654494799560163E-2	1.5884881817908172E-2	1.5146612519457243E-2	1.4438552626641975E-2	1.3759597740550003E-2	1.3108713494250496E-2	1.2484812523569085E-2	1.1886880492315084E-2	1.1313932828931417E-2	1.0765014562543702E-2	1.0239200023506888E-2	9.7355925433282708E-3	9.2533240841087949E-3	8.791554824264013E-3	8.3493855266909695E-3	7.9261251749129635E-3	7.5210154305844299E-3	7.1333241794580273E-3	6.7623450173620028E-3	6.4073966195873052E-3	6.0678221669009675E-3	5.7429887483406656E-3	5.4322867267007332E-3	5.1351291194268031E-3	4.8509509894139689E-3	4.5792087917258598E-3	4.3193797671524699E-3	4.0709612815244068E-3	3.8334702610534226E-3	3.6064425437574107E-3	3.3894322461530818E-3	3.1792583438320391E-3	2.9785049169135025E-3	2.7867621165889056E-3	2.6036368568915897E-3	2.4287522030147172E-3	2.2617468186286989E-3	2.1022743897179713E-3	1.9500030695261744E-3	1.804614955370012E-3	1.6658055577713346E-3	1.5332832879463834E-3	1.4067689994717578E-3	1.2859954616815216E-3	1.1707069394940909E-3	1.0606587590247176E-3	9.5561686133800944E-4	8.5535745792660327E-4	7.5966662121344265E-4	6.6834002149420595E-4	5.8118273488213027E-4	4.9800914333264317E-4	4.1864330668535215E-4	3.429201331178919E-4	2.7068889289603298E-4	2.0182448562300069E-4	1.3627034070785027E-4	7.4270470168784214E-5	1.47402099730077E-5	3.3992700208385497E-7	2.427790179498477E-7	2.0268372828349474E-7	1.7902598448448985E-7	1.6284645583820846E-7	1.5083204621274068E-7	1.4142706782459228E-7	1.3378879348134272E-7	1.2741459146478125E-7	1.2198306433066304E-7	1.1727755226305736E-7	1.1314581334127054E-7	1.0947721800839409E-7	1.0618912389679874E-7	1.0321834389045516E-7	1.0051560121274618E-7	9.8041806273425739E-8	9.5765487276801438E-8	9.3660929290542308E-8	9.1707003602588066E-8	8.9886044538154564E-8	8.8183186317821204E-8	8.6585814741381421E-8	8.5083144109035456E-8	8.3665888649195241E-8	8.2326002386178718E-8	8.1056473552530686E-8	7.9851158339904537E-8	7.8704647041494244E-8	7.7612154366750347E-8	7.6569428888126294E-8	7.5572678562602521E-8	7.4618508631784131E-8	7.3703868901977665E-8	7.282601037125285E-8	7.1982447250609649E-8	7.1170925674878016E-8	7.0389396155265589E-8	6.9635990299666167E-8	6.8909000484154224E-8	6.8206862777119879E-8	6.752814120612281E-8	6.6871514967754547E-8	6.6235766153549679E-8	6.5619770173352083E-8	6.502248648552098E-8	6.4442950639107251E-8	6.3880267114850669E-8	6.3333603316116421E-8	6.2802183763888429E-8	6.2285285088060874E-8	6.1782231898577716E-8	6.1292392284033384E-8	6.0815174702296167E-8	6.0350024384499147E-8	5.989642056860182E-8	5.9453873792747817E-8	5.9021923638713051E-8	5.8600136245582544E-8	5.8188102722717671E-8	5.7785437041847955E-8	5.73917744813948E-8	5.700677027515753E-8	5.6630098007395011E-8	5.6261448506584876E-8	5.5900528569438281E-8	5.5547060065637596E-8	5.5200778774119995E-8	5.4861433689340175E-8	5.4528785945347127E-8	5.4202608272495588E-8	5.388268417827145E-8	5.356880735453324E-8	5.326078090757462E-8	5.295841709921426E-8	5.2661536423580196E-8	5.2369967536754632E-8	5.2083546472281821E-8	5.1802116468790908E-8	5.1525527388748986E-8	5.1253635446856926E-8	5.0986302901513677E-8	5.0723397508701248E-8	5.0464792590787682E-8	5.0210366492916644E-8	4.9960002440989949E-8	4.9713588115114291E-8	4.9471015666705703E-8	4.9232181353024587E-8	4.8996985397654815E-8	4.8765331675858239E-8	4.8537127735523869E-8	4.8312284457799206E-8	4.809071597462984E-8	4.7872339488259807E-8	4.7657075172790971E-8	4.744484599606705E-8	4.7235577594171121E-8	4.7029198233956953E-8	4.6825638494494171E-8	4.6624831446267188E-8	4.6426712305370528E-8	4.6231218446528779E-8	4.6038289336283417E-8	4.5847866344126403E-8	4.565989281293312E-8	4.5474313792140479E-8	4.5291076151534726E-8	4.5110128397996793E-8	4.4931420586858005E-8	4.475490433105015E-8	4.4580532762495079E-8	4.4408260380430138E-8	4.4238043067157E-8	4.4069838000941429E-8	4.3903603584875069E-8	4.3739299488612833E-8	4.3576886545912394E-8	4.3416326647469835E-8	4.3257582840491029E-8	4.3100619159769212E-8	4.2945400675621941E-8	4.2791893405027233E-8	4.2640064339045336E-8	4.2489881297495279E-8	4.2341313049851428E-8	4.2194329143552619E-8	4.2048899936455055E-8	4.1904996617187125E-8	4.1762591090456601E-8	4.1621656010115026E-8	4.1482164716575891E-8	4.1344091241878869E-8	4.1207410259551632E-8	4.1072097145306298E-8	4.093812781874477E-8	4.0805478806894101E-8	4.0674127268826957E-8	4.0544050852533611E-8	4.0415227801630312E-8	4.028763686745593E-8	4.0161257318989455E-8	4.0036068909966381E-8	3.9912051839071109E-8	3.9789186836170325E-8	3.9667455038828371E-8	3.9546838029251612E-8	3.9427317813011199E-8	3.9308876806448692E-8	3.9191497816684173E-8	3.9075164053931332E-8	3.8959859104003441E-8	3.884556690197786E-8	3.8732271760803891E-8	Contact time (days)

mmol/kgw

pH	0	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	16	17	18	19	20	21	22	23	24	25	26	27	28	29	30	31	32	33	34	35	36	37	38	39	40	41	42	43	44	45	46	47	48	49	50	51	52	53	54	55	56	57	58	59	60	61	62	63	64	65	66	67	68	69	70	71	72	73	74	75	76	77	78	79	80	81	82	83	84	85	86	87	88	89	90	91	92	93	94	95	96	97	98	99	100	101	102	103	104	105	106	107	108	109	110	111	112	113	114	115	116	117	118	119	120	121	122	123	124	125	126	127	128	129	130	131	132	133	134	135	136	137	138	139	140	141	142	143	144	145	146	147	148	149	150	151	152	153	154	155	156	157	158	159	160	161	162	163	164	165	166	167	168	169	170	171	172	173	174	175	176	177	178	179	180	181	182	183	184	185	186	187	188	189	190	191	192	193	194	195	196	197	198	199	200	201	202	203	204	205	206	207	208	209	210	211	212	213	214	215	216	217	218	219	220	221	222	223	224	225	226	227	228	229	230	231	232	233	234	235	236	237	238	239	240	241	242	243	244	245	246	247	248	249	250	251	252	253	254	255	256	257	258	259	260	261	262	263	264	265	266	267	268	269	270	271	272	273	274	275	276	277	278	279	280	281	282	283	284	285	286	287	288	289	290	291	292	293	294	295	296	297	298	299	300	8.0000000000000018	7.9548857739263275	7.9130711620970038	7.8743175692578466	7.8383647164847927	7.8049543176344738	7.7738428324327247	7.7448073076693005	7.7176471613560125	7.6921837525156382	7.6682588536673491	7.6457326706554172	7.6244817644545222	7.6043970577375468	7.5853820107927703	7.5673509969491448	7.5502278788545416	7.5339447727665529	7.5184409819013291	7.5036620787687971	7.4895591157849468	7.476087902067297	7.4632085616495587	7.4508848784918928	7.4390839160689888	7.427775640840049	7.4169325954748988	7.4065296145369883	7.3965435764600302	7.3869531866190901	7.3777387871044562	7.3688821894832879	7.3603665274049694	7.3521761263803969	7.3442963884664003	7.3367136899197005	7.3294152901700258	7.3223892506964159	7.3156243625919304	7.3091100817725145	7.3028364709257554	7.2967941474227533	7.290974236511893	7.2853683292091906	7.2799684443700139	7.2747669944923672	7.2697567548590083	7.2649308356703051	7.2602826568637564	7.2558059253479614	7.2514946144103458	7.2473429450867926	7.2433453692999823	7.2394965545960064	7.2357913703259493	7.2322248751328528	7.2287923056204164	7.2254890660898727	7.2223107192406619	7.2192529777439951	7.2163116966024443	7.213482866219076	7.2107626061045123	7.2081471591580382	7.2056328864630652	7.2032162625434513	7.2008938710324539	7.1986624007065085	7.1965186418456453	7.1944594828823973	7.1924819073054769	7.1905829907879362	7.1887598985113836	7.1870098826619611	7.1853302800765588	7.1837185100180569	7.1821720720630502	7.1806885440850428	7.1792655803214966	7.1779009095112434	7.1765923330910883	7.1753377234453977	7.1741350221981977	7.1729822385428479	7.1718774476035971	7.1708187888244943	7.1698044643825014	7.1688327376216003	7.1678942749868151	7.1669957262802022	7.1661354961727852	7.1653120456460018	7.1645238904952055	7.1637696461829004	7.1630478838347784	7.162357275034684	7.1616965403286157	7.1610644478018681	7.1604598116732214	7.1598814909076163	7.1593283878476521	7.1587994468653733	7.1582935533208891	7.1578098391107048	7.1573473663755953	7.1569052341322914	7.1564825770392595	7.1560785641876343	7.1556923979189024	7.1553233126682061	7.1549705738347127	7.1546334766796225	7.1543113452512213	7.1540035313378416	7.1537094134488468	7.1534283958238118	7.1531599074692407	7.1529034012223507	7.1526583528439867	7.1524211538567748	7.1521947059187418	7.1519785304960379	7.1517721695967467	7.151575184952863	7.1513871572304488	7.1512076852651916	7.151036385324721	7.150872890396788	7.1507168495018538	7.1505679270306448	7.1504258021058993	7.1502901679656619	7.1501607313717797	7.1500372120382716	7.1499193420804517	7.1498068654854583	7.1496995375992149	7.1495971246331047	7.1494994031830599	7.1494061597575005	7.1493171903094321	7.149232299748693	7.149151301393486	7.149074016241463	7.1490002716647663	7.148929897927526	7.1488627158210507	7.148844361553337	7.1488413029237403	7.1488383063545591	7.148835328386828	7.1488323594228804	7.1488293959060671	7.1488264361628362	7.1488234792990726	7.1488205247666476	7.1488175722119758	7.1488146214204935	7.1488116722052224	7.1488087244656278	7.1488057781047667	7.1488028330504401	7.1487998892492453	7.1487969466663239	7.1487940052674688	7.1487910650208963	7.1487881259036206	7.1487851878925213	7.1487822509789316	7.1487793151452257	7.148776380383369	7.1487734466717896	7.1487705140091897	7.148767582384032	7.1487646517970935	7.1487617222423605	7.1487587937069499	7.1487558661898873	7.1487529396907323	7.1487500141980904	7.1487470897198904	7.1487441662416726	7.1487412437681659	7.1487383222892635	7.1487354018026075	7.1487324823060572	7.1487295638089829	7.1487266462982513	7.1487237297797392	7.148720814236766	7.1487178996868312	7.1487149861248147	7.148712073545691	7.1487091619445327	7.1487062513278232	7.1487033416869945	7.1487004330210855	7.1486975253405793	7.1486946186294897	7.1486917129021794	7.1486888081465469	7.1486859043656681	7.1486830015588918	7.1486800997293551	7.148677198865129	7.1486742989807786	7.1486714000643925	7.1486685021192571	7.1486656051524315	7.1486627091521164	7.1486598141216318	7.1486569200567809	7.1486540269646843	7.1486511348374098	7.1486482436821275	7.1486453534871464	7.1486424642634336	7.1486395760068868	7.1486366887171684	7.1486338023864073	7.1486309170294167	7.1486280326269993	7.148625149201556	7.1486222667376911	7.1486193852464721	7.1486165047162942	7.1486136251506958	7.1486107465494229	7.1486078689008847	7.1486049922313395	7.1486021165254146	7.1485992417829021	7.1485963679922229	7.14859349517209	7.1485906233147256	7.1485877524199291	7.1485848824799456	7.1485820135097162	7.1485791454976839	7.1485762784474627	7.1485734123588669	7.148570547235507	7.1485676830734075	7.1485648198724068	7.1485619576361259	7.1485590963492607	7.1485562360343389	7.1485533766723064	7.1485505182705635	7.1485476608327172	7.1485448043510846	7.1485419488368214	7.1485390942746685	7.1485362406796114	7.1485333880401489	7.1485305363523821	7.1485276856274762	7.1485248358690994	7.1485219870657488	7.1485191392210909	7.1485162923311965	7.1485134463959419	7.1485106014265378	7.1485077574152767	7.1485049143544757	7.1485020722591308	7.1484992311177713	7.1484963909378374	7.1484935517154184	7.1484907134541684	7.1484878761426174	7.1484850397957675	7.1484822043983804	7.1484793699579035	7.148476536481768	7.1484737039585227	7.1484708723918233	7.1484680417777886	7.1484652121200574	7.1484623834185399	7.1484595556806445	7.1484567288873997	7.1484539030500054	7.1484510781759125	7.1484482542499146	7.1484454312869774	7.148442609279452	7.1484397882272246	7.1484369681264193	7.1484341489769117	7.1484313307937022	7.1484285135615977	7.1484256972842326	7.1484228819615225	7.1484200675933476	7.1484172541796065	7.1484144417239683	7.1484116302225598	7.1484088196714906	7.1484060100744298	7.1484032014237258	Contact time (days)

SO4	0	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	16	17	18	19	20	21	22	23	24	25	26	27	28	29	30	31	32	33	34	35	36	37	38	39	40	41	42	43	44	45	46	47	48	49	50	51	52	53	54	55	56	57	58	59	60	61	62	63	64	65	66	67	68	69	70	71	72	73	74	75	76	77	78	79	80	81	82	83	84	85	86	87	88	89	90	91	92	93	94	95	96	97	98	99	100	101	102	103	104	105	106	107	108	109	110	111	112	113	114	115	116	117	118	119	120	121	122	123	124	125	126	127	128	129	130	131	132	133	134	135	136	137	138	139	140	141	142	143	144	145	146	147	148	149	150	151	152	153	154	155	156	157	158	159	160	161	162	163	164	165	166	167	168	169	170	171	172	173	174	175	176	177	178	179	180	181	182	183	184	185	186	187	188	189	190	191	192	193	194	195	196	197	198	199	200	201	202	203	204	205	206	207	208	209	210	211	212	213	214	215	216	217	218	219	220	221	222	223	224	225	226	227	228	229	230	231	232	233	234	235	236	237	238	239	240	241	242	243	244	245	246	247	248	249	250	251	252	253	254	255	256	257	258	259	260	261	262	263	264	265	266	267	268	269	270	271	272	273	274	275	276	277	278	279	280	281	282	283	284	285	286	287	288	289	290	291	292	293	294	295	296	297	298	299	300	9.9952248733728252E-2	9.9952237959890819E-2	9.9952226933980065E-2	9.9952215730642377E-2	9.9952204410275247E-2	9.9952193021325852E-2	9.9952181602587509E-2	9.9952170185207426E-2	9.9952158794338164E-2	9.9952147450443701E-2	9.9952136170317327E-2	9.9952124967867248E-2	9.9952113854720526E-2	9.995210284068741E-2	9.9952091934120316E-2	9.9952081142190813E-2	9.9952070471106255E-2	9.9952059926278411E-2	9.9952049512455704E-2	9.9952039233828963E-2	9.9952029094113798E-2	9.995201909668977E-2	9.9952009245981105E-2	9.9951999542779196E-2	9.9951989989501527E-2	9.9951980588299891E-2	9.9951971341086604E-2	9.9951962249555257E-2	9.9951953315195907E-2	9.9951944539307822E-2	9.9951935923011506E-2	9.995192746725555E-2	9.9951919172824866E-2	9.9951911040345634E-2	9.9951903070289699E-2	9.9951895262978596E-2	9.9951887618587601E-2	9.9951880137148022E-2	9.9951872818549004E-2	9.9951865662541439E-2	9.995185866873868E-2	9.9951851836619976E-2	9.9951845165531947E-2	9.9951838654691413E-2	9.995183230318784E-2	9.9951826109985792E-2	9.9951820073928013E-2	9.9951814193738317E-2	9.9951808468025219E-2	9.9951802895285782E-2	9.9951797473908338E-2	9.9951792202177731E-2	9.995178707827955E-2	9.9951782100304046E-2	9.9951777266250388E-2	9.9951772574033718E-2	9.9951768021488877E-2	9.9951763606374811E-2	9.995175932638227E-2	9.9951755179137652E-2	9.9951751162209057E-2	9.9951747273112027E-2	9.9951743509315502E-2	9.9951739868247708E-2	9.9951736347301354E-2	9.9951732943839439E-2	9.9951729655200217E-2	9.9951726478704414E-2	9.9951723411659574E-2	9.9951720451364107E-2	9.9951717595114606E-2	9.9951714840208858E-2	9.9951712183951977E-2	9.9951709623659596E-2	9.9951707156662919E-2	9.9951704780312969E-2	9.9951702491983485E-2	9.9951700289075116E-2	9.9951698169018277E-2	9.9951696129277082E-2	9.9951694167351002E-2	9.9951692280778617E-2	9.9951690467138934E-2	9.9951688724054008E-2	9.9951687049190732E-2	9.9951685440262075E-2	9.9951683895029036E-2	9.9951682411301868E-2	9.9951680975211246E-2	9.9951679597288901E-2	9.9951678275454592E-2	9.9951677007681622E-2	9.9951675791995778E-2	9.9951674626548137E-2	9.9951673509394823E-2	9.9951672438722133E-2	9.9951671412769588E-2	9.9951670429829373E-2	9.9951669488246242E-2	9.9951668586415826E-2	9.9951667722785631E-2	9.995166689585358E-2	9.9951666104010684E-2	9.995166534602043E-2	9.9951664620526431E-2	9.9951663926218723E-2	9.9951663261832954E-2	9.9951662626149934E-2	9.99516620179942E-2	9.9951661436233116E-2	9.9951660879775403E-2	9.9951660347570706E-2	9.9951659838607432E-2	9.9951659351912941E-2	9.9951658886551373E-2	9.9951658441622987E-2	9.9951658016262879E-2	9.995165760964006E-2	9.9951657220956239E-2	9.9951656844513903E-2	9.9951656484941878E-2	9.9951656141506376E-2	9.9951655813503862E-2	9.9951655500259223E-2	9.9951655201124992E-2	9.9951654915481469E-2	9.9951654642734145E-2	9.9951654382313848E-2	9.995165413367528E-2	9.9951653896295983E-2	9.9951653669675997E-2	9.9951653453336481E-2	9.9951653246819192E-2	9.9951653049685521E-2	9.9951652861515458E-2	9.9951652681908032E-2	9.9951652510479119E-2	9.9951652346860681E-2	9.995165219070179E-2	9.9951652041666214E-2	9.9951651899432004E-2	9.9951651763691529E-2	9.9951651634149818E-2	9.9951651510524417E-2	9.9951651392541876E-2	9.9951651279933551E-2	9.9951651172412434E-2	9.9951651100224539E-2	9.9951651038915151E-2	9.9951650977667839E-2	9.995165091645089E-2	9.9951650855257757E-2	9.9951650794084912E-2	9.9951650732931066E-2	9.9951650671795858E-2	9.9951650610678927E-2	9.9951650549579607E-2	9.995165048849794E-2	9.9951650427433467E-2	9.995165036638666E-2	9.9951650305357007E-2	9.9951650244344478E-2	9.9951650183349255E-2	9.9951650122371102E-2	9.9951650061410019E-2	9.9951650000466102E-2	9.9951649939539131E-2	9.9951649878629312E-2	9.9951649817736382E-2	9.995164975686037E-2	9.9951649696001302E-2	9.995164963515929E-2	9.9951649574334112E-2	9.9951649513526267E-2	9.99516494527352E-2	9.9951649391961023E-2	9.9951649331203776E-2	9.9951649270463419E-2	9.9951649209740132E-2	9.9951649149033733E-2	9.9951649088344072E-2	9.995164902767141E-2	9.9951648967015597E-2	9.9951648906376825E-2	9.995164884575497E-2	9.9951648785149991E-2	9.9951648724562026E-2	9.995164866399095E-2	9.9951648603436707E-2	9.9951648542899341E-2	9.9951648482378766E-2	9.9951648421875275E-2	9.9951648361388645E-2	9.9951648300918891E-2	9.9951648240466068E-2	9.9951648180030092E-2	9.99516481196112E-2	9.9951648059209031E-2	9.9951647998823875E-2	9.9951647938455748E-2	9.9951647878104358E-2	9.9951647817769954E-2	9.9951647757452383E-2	9.995164769715166E-2	9.9951647636867702E-2	9.9951647576601133E-2	9.995164751635123E-2	9.9951647456118189E-2	9.9951647395902066E-2	9.9951647335702803E-2	9.9951647275520555E-2	9.9951647215355002E-2	9.9951647155206394E-2	9.9951647095074619E-2	9.9951647034959845E-2	9.995164697486203E-2	9.9951646914781103E-2	9.9951646854717149E-2	9.9951646794670071E-2	9.9951646734639896E-2	9.995164667462661E-2	9.9951646614630338E-2	9.9951646554651039E-2	9.9951646494688406E-2	9.9951646434742678E-2	9.9951646374814102E-2	9.9951646314902345E-2	9.9951646255007395E-2	9.9951646195129584E-2	9.9951646135268649E-2	9.9951646075424519E-2	9.995164601559739E-2	9.995164595578715E-2	9.9951645895994035E-2	9.9951645836217878E-2	9.9951645776458292E-2	9.9951645716715748E-2	9.9951645656990287E-2	9.9951645597281591E-2	9.9951645537589812E-2	9.9951645477914866E-2	9.9951645418256962E-2	9.995164535861599E-2	9.9951645298991934E-2	9.9951645239384809E-2	9.9951645179794407E-2	9.9951645120221214E-2	9.9951645060664757E-2	9.9951645001125466E-2	9.9951644941602941E-2	9.995164488209729E-2	9.9951644822608654E-2	9.9951644763137185E-2	9.9951644703682466E-2	9.9951644644244761E-2	9.9951644584823918E-2	9.9951644525420186E-2	9.9951644466033315E-2	9.9951644406663445E-2	9.9951644347310381E-2	9.9951644287974428E-2	9.9951644228655392E-2	9.9951644169353232E-2	9.9951644110068003E-2	9.9951644050799704E-2	9.9951643991548378E-2	9.995164393231401E-2	9.995164387309656E-2	9.9951643813896068E-2	9.995164375471241E-2	9.9951643695545822E-2	9.9951643636396095E-2	9.9951643577263577E-2	9.9951643518147837E-2	9.9951643459049069E-2	9.9951643399967399E-2	9.9951643340902646E-2	9.9951643281854824E-2	9.9951643222823822E-2	9.9951643163810208E-2	9.9951643104813234E-2	9.9951643045833219E-2	9.9951642986870162E-2	9.9951642927924217E-2	9.9951642868995161E-2	9.9951642810083119E-2	9.995164275118798E-2	9.9951642692309953E-2	9.9951642633448759E-2	9.9951642574604579E-2	9.9951642515777414E-2	9.9951642456967124E-2	9.9951642398173612E-2	9.9951642339397448E-2	9.9951642280637867E-2	9.9951642221895579E-2	9.9951642163170137E-2	9.9951642104461849E-2	9.9951642045770506E-2	9.9951641987096163E-2	9.9951641928438542E-2	CO2	0	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	16	17	18	19	20	21	22	23	24	25	26	27	28	29	30	31	32	33	34	35	36	37	38	39	40	41	42	43	44	45	46	47	48	49	50	51	52	53	54	55	56	57	58	59	60	61	62	63	64	65	66	67	68	69	70	71	72	73	74	75	76	77	78	79	80	81	82	83	84	85	86	87	88	89	90	91	92	93	94	95	96	97	98	99	100	101	102	103	104	105	106	107	108	109	110	111	112	113	114	115	116	117	118	119	120	121	122	123	124	125	126	127	128	129	130	131	132	133	134	135	136	137	138	139	140	141	142	143	144	145	146	147	148	149	150	151	152	153	154	155	156	157	158	159	160	161	162	163	164	165	166	167	168	169	170	171	172	173	174	175	176	177	178	179	180	181	182	183	184	185	186	187	188	189	190	191	192	193	194	195	196	197	198	199	200	201	202	203	204	205	206	207	208	209	210	211	212	213	214	215	216	217	218	219	220	221	222	223	224	225	226	227	228	229	230	231	232	233	234	235	236	237	238	239	240	241	242	243	244	245	246	247	248	249	250	251	252	253	254	255	256	257	258	259	260	261	262	263	264	265	266	267	268	269	270	271	272	273	274	275	276	277	278	279	280	281	282	283	284	285	286	287	288	289	290	291	292	293	294	295	296	297	298	299	300	5.3616864637216599E-2	5.9567705256524862E-2	6.5663720563912717E-2	7.1862454400404577E-2	7.8129565958571873E-2	8.443751743987242E-2	9.0764265640970759E-2	9.7092117218940177E-2	0.10340678969589741	0.10969666724067081	0.11595222145562674	0.12216556456760881	0.12833010579952622	0.13444028699063909	0.14049137865415759	0.14647932203807268	0.15240060624360882	0.15825217214381623	0.16403133691190522	0.1697357343048542	0.17536326745968062	0.18091208999936403	0.18638051719308146	0.19176706311923938	0.19707039973463045	0.20228934120504491	0.20742283124892141	0.21246993289947022	0.21742982021401433	0.22230177155221398	0.22708516411863894	0.23177946952323758	0.23638425015731446	0.24089915621937799	0.24532392325317695	0.24965837008430211	0.25390239705866174	0.25805598450295908	0.26211919133943273	0.26609215379689877	0.26997508417094834	0.27376826959026218	0.27747207075732022	0.28108692063277102	0.28461332304093567	0.28805185117790072	0.29140314600648493	0.29466791452791796	0.29784692792133211	0.3009410195474882	0.30395108281534527	0.3068780689109995	0.30972298439376383	0.31248688866448393	0.315170891313242	0.31777614935649284	0.32030386437329555	0.32275527955291089	0.32513167666802845	0.32743437298567163	0.32966471813169618	0.331824090922889	0.33391389618255418	0.33593556155396054	0.33789053432716276	0.33978027829336799	0.34160627064003896	0.34336999890242786	0.34507295798197118	0.34671664724395734	0.34830256770517237	0.34983221932099962	0.35130709838117496	0.35272869502130277	0.35409849085583756	0.35541795673882887	0.3566885506555707	0.35791171574934905	0.35908887848344989	0.36022144694062413	0.36131080926063885	0.36235833221280683	0.3633653599041205	0.36433321261940271	0.36526318579065126	0.36615654909205386	0.36701454565621905	0.36783839140738617	0.36863578709477723	0.36940088512086139	0.37013484030032651	0.37083877812993665	0.37151379459106959	0.3721609162520344	0.37278122251383017	0.37337572035310779	0.37394538727968002	0.37449117152735678	0.37501399230514265	0.37551474010275437	0.37599427704592298	0.37645343729587305	0.37689311420144794	0.37731399411428551	0.37771683042631676	0.37810235050059982	0.3784712562246223	0.37882422458254722	0.37916190824215118	0.37948493615472756	0.3797939141641602	0.3800894256222811	0.38037203200879421	0.38064227355291813	0.38090066985469412	0.381147720503964	0.38138390569591013	0.38160968684197016	0.38182550717282665	0.38203453037253077	0.38223418614489657	0.38242488195189001	0.38260700861111607	0.382780940882194	0.3829470380399001	0.38310564443565831	0.38325709004524716	0.38340169100272814	0.38353975012112007	0.38367155739862746	0.38379739051050099	0.3839175152882246	0.38403218618231766	0.38414164671292889	0.38424612990699297	0.38434585872095806	0.38444104645311405	0.38453189714223174	0.38461860595868991	0.38470135959095281	0.38478033663127537	0.38485570798178081	0.38492763731694984	0.38499628170882438	0.38506179276667873	0.38512431971760769	0.38518402082179448	0.38520694618230256	0.38521837943583431	0.3852297633871013	0.38524113080028882	0.38525248893919412	0.38526384050562434	0.38527518677549588	0.38528652843316946	0.38529786589930554	0.38530919944608605	0.38532052923983717	0.38533185542478299	0.38534317807967439	0.38535449727978155	0.3853658130813542	0.38537712552618247	0.38538843464189382	0.38539974045534026	0.38541104299134721	0.38542234226799155	0.38543363830330601	0.38544493110442929	0.38545622068505758	0.38546750705165905	0.3854787902207048	0.38549007019350301	0.38550134697891647	0.3855126205765988	0.38552389099120832	0.38553515823248924	0.38554642230127234	0.38555768319796618	0.38556894093110733	0.38558019549481698	0.38559144689986558	0.38560269514272044	0.38561394023087586	0.38562518216603803	0.38563642094973621	0.38564765657491151	0.38565888905126189	0.38567011837430604	0.38568134455635938	0.38569256758426596	0.38570378746170891	0.38571500419229743	0.38572621777955401	0.38573742821850215	0.38574863551537003	0.38575983967070515	0.38577104067653134	0.38578223854458432	0.38579343326399118	0.38580462484357725	0.38581581328086983	0.38582699857616626	0.3858381807269271	0.38584935974185675	0.38586053560989297	0.38587170833971512	0.38588287792866388	0.38589404437127106	0.38590520767612668	0.38591636784053729	0.3859275248674221	0.38593867875125137	0.38594982949772799	0.38596097710128047	0.38597212157040678	0.38598326289670842	0.38599440108301863	0.38600553612936483	0.38601666804138673	0.38602779680781335	0.38603892244273086	0.38605004492920353	0.38606116427848253	0.38607228048208225	0.38608339354842214	0.3860945034746352	0.38610561026067219	0.38611671391494234	0.38612781441763028	0.38613891177996129	0.38615000600185234	0.38616109709170904	0.38617218503533307	0.38618326983828438	0.38619435150047682	0.38620543002745811	0.38621650540783853	0.38622757765000471	0.38623864675101283	0.38624971271077102	0.38626077552633964	0.38627183520044361	0.3862828917329606	0.38629394512094961	0.38630499537558827	0.38631604247982404	0.38632708644763925	0.38633812727326294	0.38634916495376348	0.38636019949463113	0.38637123088729725	0.38638225914291086	0.38639328425004188	0.38640430621703536	0.38641532504655896	0.38642634073003113	0.38643735326447681	0.38644836265823684	0.38645936890833371	0.3864703720174571	0.38648137198546001	0.38649236880372739	0.38650336247776762	0.38651435301308362	0.386525340398229	0.3865363246415322	0.3865473057371922	0.38655828368788941	0.38656925849064921	0.38658023015379639	0.38659119866588887	0.38660216403806386	0.38661312626452082	0.38662408533946352	0.38663504127120768	0.38664599405677996	0.38665694369884046	0.38666789019442949	0.38667883354337534	0.38668977373990254	0.3867007107979431	0.38671164470889119	0.38672257546694011	0.38673350308321547	0.38674442754629196	0.38675534886164264	0.38676626702911882	0.38677718205138173	0.38678809392827529	0.3867990026483632	0.38680990822275613	0.38682081064849894	0.38683170992541904	0.38684260605336829	0.38685349903218713	0.38686438885889279	0.3868752755361497	0.38688615906662455	0.3868970394473395	0.38690791668377944	Contact time (days)

mmol/kgw 

Nitrate (NO3)

NO3	0	1	2	3	4	5	6	7	8	9	10	11	12	13	14	15	16	17	18	19	20	21	22	23	24	25	26	27	28	29	30	31	32	33	34	35	36	37	38	39	40	41	42	43	44	45	46	47	48	49	50	51	52	53	54	55	56	57	58	59	60	61	62	63	64	65	66	67	68	69	70	71	72	73	74	75	76	77	78	79	80	81	82	83	84	85	86	87	88	89	90	91	92	93	94	95	96	97	98	99	100	101	102	103	104	105	106	107	108	109	110	111	112	113	114	115	116	117	118	119	120	121	122	123	124	125	126	127	128	129	130	131	132	133	134	135	136	137	138	139	140	141	142	143	144	145	146	147	148	149	150	151	152	153	154	155	156	157	158	159	160	161	162	163	164	165	166	167	168	169	170	171	172	173	174	175	176	177	178	179	180	181	182	183	184	185	186	187	188	189	190	191	192	193	194	195	196	197	198	199	200	201	202	203	204	205	206	207	208	209	210	211	212	213	214	215	216	217	218	219	220	221	222	223	224	225	226	227	228	229	230	231	232	233	234	235	236	237	238	239	240	241	242	243	244	245	246	247	248	249	250	251	252	253	254	255	256	257	258	259	260	261	262	263	264	265	266	267	268	269	270	271	272	273	274	275	276	277	278	279	280	281	282	283	284	285	286	287	288	289	290	291	292	293	294	295	296	297	298	299	300	0.10000807624184714	0.10000806546199294	0.10000805442992378	0.1000080432203284	0.10000803189363802	0.10000802049832744	0.10000800907321092	0.10000799764945374	0.10000798625222206	0.10000797490199145	0.10000796361556473	0.10000795240685766	0.10000794128750379	0.10000793026731888	0.10000791935465997	0.10000790855670282	0.10000789787965794	0.10000788732894028	0.10000787690930114	0.10000786662493319	0.10000785647955444	0.10000784647647373	0.10000783661909922	0.10000782690952767	0.10000781735013535	0.1000078079430418	0.10000779869013469	0.10000778959308688	0.10000778065337308	0.1000077718722798	0.1000077632509172	0.10000775479022593	0.10000774649098428	0.10000773835381245	0.10000773037917825	0.10000772256739987	0.1000077149186491	0.10000770743295449	0.10000770011020306	0.10000769295014357	0.10000768595238793	0.10000767911641352	0.10000767244156553	0.10000766592705986	0.10000765957198418	0.10000765337530196	0.10000764733585471	0.10000764145236524	0.10000763572344119	0.10000763014757788	0.10000762472316285	0.10000761944847973	0.1000076143217126	0.10000760934095043	0.10000760450419183	0.10000759980934998	0.10000759525425844	0.10000759083667525	0.10000758655428914	0.10000758240472558	0.10000757838555109	0.10000757449428012	0.10000757072838014	0.10000756708527739	0.10000756356236318	0.10000756015699896	0.10000755686652206	0.10000755368825155	0.10000755061949279	0.10000754765754337	0.10000754479969803	0.10000754204325309	0.10000753938551199	0.1000075368237892	0.10000753435541453	0.10000753197773707	0.10000752968812901	0.10000752748398996	0.10000752536274862	0.10000752332186788	0.10000752135884582	0.10000751947121947	0.10000751765656657	0.10000751591250794	0.10000751423670895	0.10000751262688139	0.10000751108078509	0.10000750959622892	0.10000750815933605	0.10000750678064382	0.10000750545807109	0.10000750418958967	0.10000750297322446	0.10000750180712549	0.10000750068934786	0.10000749961807678	0.10000749859155078	0.10000749760806137	0.10000749666595155	0.10000749576361713	0.10000749489950442	0.10000749407211008	0.10000749327982444	0.10000749252141058	0.10000749179551092	0.10000749110081487	0.10000749043605765	0.10000748980001893	0.10000748919152294	0.10000748860943624	0.10000748805266711	0.10000748752016435	0.1000074870109162	0.10000748652394913	0.10000748605832678	0.10000748561314896	0.1000074851875503	0.10000748478069942	0.10000748439179741	0.10000748401514356	0.10000748365536932	0.10000748331174059	0.10000748298355285	0.10000748267013075	0.10000748237082707	0.1000074820850211	0.10000748181211815	0.10000748155154852	0.10000748130276613	0.1000074810652482	0.10000748083849409	0.10000748062202434	0.10000748041537962	0.10000748021812009	0.1000074800298244	0.10000747985008834	0.10000747967852361	0.10000747951475621	0.10000747935842312	0.10000747920916656	0.10000747906662116	0.10000747893038256	0.1000074787999076	0.10000747867414021	0.10000747854953124	0.10000747840136877	0.1000074759048688	9.9973154729103869E-2	9.9927928339622399E-2	9.9882672289301103E-2	9.9837416983658556E-2	9.9792168991340857E-2	9.9746930693956487E-2	9.9701703187865323E-2	9.9656487044488234E-2	9.9611282608076473E-2	9.9566090096246895E-2	9.9520909634648866E-2	9.9475741336565254E-2	9.9430585256270923E-2	9.938544144959402E-2	9.9340309956965217E-2	9.9295190807144634E-2	9.9250084016865206E-2	9.9204989603867991E-2	9.915990758529096E-2	9.9114837972655065E-2	9.9069780778386157E-2	9.9024736004749245E-2	9.8979703661291329E-2	9.8934683750857677E-2	9.8889676286857298E-2	9.8844681267845694E-2	9.879969870035836E-2	9.8754728581972928E-2	9.8709770915587206E-2	9.8664825709464832E-2	9.8619892963112882E-2	9.8574972675802383E-2	9.853006485516394E-2	9.848516949445954E-2	9.8440286603870539E-2	9.8395416179279632E-2	9.8350558227797341E-2	9.8305712750802132E-2	9.8260879749588748E-2	9.8216059216877927E-2	9.817125116235427E-2	9.8126455581485611E-2	9.8081672486724725E-2	9.8036901864921852E-2	9.7992143719945093E-2	9.7947398055638554E-2	9.7902664875808648E-2	9.785794417573393E-2	9.7813235962027151E-2	9.7768540235609283E-2	9.7723856988847391E-2	9.7679186234006204E-2	9.7634527960592021E-2	9.7589882177993387E-2	9.7545248884232522E-2	9.7500628080152016E-2	9.7456019763753274E-2	9.7411423944394185E-2	9.7366840611528532E-2	9.732226977452009E-2	9.7277711431331848E-2	9.7233165577101904E-2	9.7188632221157673E-2	9.7144111361463323E-2	9.7099603001659179E-2	9.7055107136876873E-2	9.701062377358248E-2	9.6966152906888134E-2	9.6921694546098822E-2	9.6877248683495454E-2	9.6832815322693749E-2	9.6788394464488586E-2	9.6743986115337119E-2	9.6699590264658783E-2	9.6655206927439521E-2	9.6610836087406782E-2	9.6566477756702088E-2	9.6522131927582508E-2	9.6477798609342955E-2	9.6433477799914555E-2	9.6389169500069677E-2	9.6344873719109214E-2	9.6300590437896252E-2	9.6256319668581974E-2	9.6212061411920652E-2	9.616781567722256E-2	9.6123582451029851E-2	9.6079361739794769E-2	9.6035153544282825E-2	9.5990957870937907E-2	9.5946774709143437E-2	9.5902604068208067E-2	9.5858445946031073E-2	9.5814300343381231E-2	9.5770167258162633E-2	9.5726046693991665E-2	9.5681938651614673E-2	9.5637843128943287E-2	9.5593760138109482E-2	9.5549689662804332E-2	9.5505631717992701E-2	9.5461586298734233E-2	9.5417553402951008E-2	9.5373533037057562E-2	9.5329525193299014E-2	9.5285529883785913E-2	9.5241547097884974E-2	9.5197576844880158E-2	9.5153619128343039E-2	9.5109673940502917E-2	9.5065741279251034E-2	9.5021821153867328E-2	9.4977913562238184E-2	9.4934018507950635E-2	9.4890135991738067E-2	9.4846266005801413E-2	9.4802408556578469E-2	9.4758563650487626E-2	9.4714731276881028E-2	9.4670911445028136E-2	9.4627104149966473E-2	9.4583309395274456E-2	9.4539527178835514E-2	9.44957575099174E-2	9.4452000377869869E-2	9.4408255794788273E-2	9.4364523755705948E-2	9.4320804255660154E-2	9.4277097303908278E-2	9.4233402898326532E-2	9.4189721042467325E-2	9.4146051734223676E-2	9.4102394974292944E-2	9.405875075772778E-2	9.4015119099438563E-2	9.3971499991619037E-2	9.3927893429288853E-2	9.3884299424525905E-2	9.3840717966684625E-2	9.3797149062148408E-2	9.3753592711629807E-2	9.371004891867174E-2	9.366651768397892E-2	9.3622998996888876E-2	9.3579492869456896E-2	9.3535999299562841E-2	9.3492518287894719E-2	9.3449049835154646E-2	9.3405593942038442E-2	9.3362150606393121E-2	9.3318719831755395E-2	9.3275301621666293E-2	9.323189597396922E-2	9.3188502895039466E-2	Contact time (days)

mmol/kgw



Run_Control

		Run Control 		PHREEQC for Excel



		Input file 						PHREEQC input file												SELECTED_OUTPUT have to include data, if not: an ERROR-message appears



		Database file						PHREEQC database file												Have to be a readable and proper Phreeqc databases file; if not: an ERROR-message appears

								Default path: Current map .xls file



				stimela.dat







































Input

		PRINT 

				-alkalinity				true     								# prints species that contribute to alkalinity. Default: false 

		SELECTED_OUTPUT

		# Tip: use in/excluding # as line start for switching (defaults = true)

				-file				selected.out.txt								# file name for tabulated output

		#		-selected_out				false   								# set printing to the selected-output file on/off

				-reset				false    								# overwrites the default true values

				-simulation				true     								# prints simulation number

				-state				true     								# prints the type of calculation performed

				-solution				true  								# prints solution number

				-step				true  								# prints reaction step number for batch-reaction 

				-pH				true  								# prints pH

				-pe				true  								# prints pe

				-temperature				true  								# prints temperature (Celsius). 

				-alkalinity				true  								# prints alkalinity (eq/kgw) 

		#		-percent_error				true  								# prints percent error in charge balance

				-totals				C  C(4) C(-4)  Ca Mg Fe Fe(2) Fe(3) Mn Mn(2) Mn(3)  S S(6) S(-2) P Na Cl  N(5)              								# element total concentration (mol/kgw) (name from 1st column under _MASTER_SPECIES)

				-molalities				O2  CO2  HCO3-  CO3-2  CH4  Ca+2  CaHCO3+  CaCO3  CaSO4  Mg+2  MgHCO3+ MgCO3 MgSO4 SO4-2 H+ OH- 								# species concentration (mol/kgw) (name follows =-sign under SPECIES)

				-saturation_indices				Calcite Aragonite  Gypsum  Anhydrite  Dolomite Hydroxyapatite  Pyrite  Siderite  Hematite  Rhodochrosite  Vivianite  O2(g)  CO2(g)  H2O(g)  CH4(g)  H2S(g)  								# SI-values for PHASES



		USER_PUNCH

				-headings				Ion_Str  Conduct  Rho   Charge_Err   Charge_Bal   TotWat  Cation  Anion Tot_time

				-start

						10		PUNCH MU

						20		PUNCH SC

						25		PUNCH RHO

						30		PUNCH PERCENT_ERROR

						40 		PUNCH CHARGE_BALANCE 										# equal to TOTMOLE("charge")

						50		PUNCH TOT("water")

						60		PUNCH CALC_VALUE("Anion") + TOT("charge")										# Cation = Anion + ChargeBalans

						70		PUNCH CALC_VALUE("Anion") 

						80		PUNCH TOTAL_TIME/86400

				-end

		CALCULATE_VALUES 						# declaration of procedures (functions)

		Anion						# Calculate Anion concentration from Charge Balance (=Cat-An) and Error (=(Cat-An)/(Cat+An)) 

				-start

						10		DELTA = TOT("charge")										# Charge Balance as Concentration (equal to CHARGE_BALANCE / TOT("water")  )

						20		ERROR = PERCENT_ERROR/100										# Error as Fraction

						30		AN = (DELTA/ERROR - DELTA)/2										# Calculate by substitution

						40		SAVE AN										# Algorithm less reliable at very small ERROR value

				-end

		# END 		# with an END statement the declarations above are regarded as "Simulation 1"

		SOLUTION				1

				-units 				mg/kgs

				-redox				O(-2)/O(0)						#  if O2>0 then "O(-2)/O(0)" else if CH4>0 then "C(-4)/C(4)" else "pe"

				-density 				1

				-water    				1

				-pe				4.00						#  if pe = empty then pe = 4

				temp		10.0

				O(0)		11.0

				pH		8.00

				C(-4)		0.00		as CH4

				S(-2)		0.00		as H2S

				Ca		40.00

				Mg		0.00

				Na		0.00

				K		0.00

				Fe		0.00

				Mn		0.00

				[N-3]		0.00		as NH4

		#		N(-3)		0.00		as NH4

				Al		0.00		ug/kgs

				Ba		0.00		ug/kgs

				Cd		0.00		ug/kgs

				Cu		0.00		ug/kgs

				Pb		0.00		ug/kgs

				Li		0.00		ug/kgs

				Sr		0.00		ug/kgs

				Zn		0.00		ug/kgs

				Alkalinity		122.00		as HCO3

				Cl		0.00

				N(+5)		6.20		as NO3

				S(+6)		9.60		as SO4

				F 		0.00

				Br		0.00

				P 		0.00		as PO4

				N(+3)		0.00		as NO2

		#		N(0)		1		N2(g) -0,1079						# SI[N2(g)] = log(pa) = log(0.78) = -0.1079

		#		Nga		1		Nga2(g) -0,1079						# SI[Nga2(g)] = log(pa) = log(0.78) = -0.1079

				Si		0.00		as Si

				B		0.00		ug/kgs as B

		END		# Simulation 1





		TITLE		Simulation for calculating pe (redox equilibrium)

		USE solution 1

		EQUILIBRIUM_PHASE												# dummy to start final calculation, with identical water quality

		SAVE SOLUTION 1

		END		# Simulation 2

		TITLE		Simulation for calculating CalciumCarbonate Precipitation Potential

		USE solution 1

		EQUILIBRIUM_PHASE

				Calcite

		END		# Simulation 3



		TITLE		Simulation for calculating Buffer Capacity (dpH after 0.01 mmol/kgw HCl) and pH stability (dpH after 0.1 mmol/kgw HCl)

		USE solution 1

		REACTION

				HCl

				0.01   0.10  millimoles										# solution composition after 2 dosing steps

				INCREMENTAL_REACTIONS false

		END		# Simulation 4

		TITLE		Simulation for calculating CalciumCarbonate Precipitation Potential at 60 and 90 C

		USE solution 1

		REACTION_TEMPERATURE 

				60  90 										# solution composition is calculated for the 2 listed temperatures (C) 

		EQUILIBRIUM_PHASE

				Calcite

		END		# Simulation 5

		# Kinetics Organic_C

		USE solution 1;

		KINETICS 1

				Organic_C								# rate name (must be defined in RATES)

				 -formula CH2O 1.0								# reactant's elements and stoichiometric factor (default 1.0) 

				 -m0 		0.10						# initial reactant moles (constant). Default: 1.0 mole														#		0.005		0.5 ok

				 -m 		0.10						# reactant moles at the start (changes with reaction time). Default: 1.0														#		0.005		0.5 ok

				 -tol 1e-8								# Tolerance for integration procedure (moles). Default: 1e-8 moles.

				 -step		0		 300*86400				# Time steps over which to integrate the rate expressions (seconds)

		INCREMENTAL_REACTIONS						TRUE

		END		# Simulation 6										# last END is optional (EndOfFile=END)









Output

		sim		state		soln		step		pH		pe		temp(C)		Alk(eq/kgw)		C(mol/kgw)		C(4)(mol/kgw)		C(-4)(mol/kgw)		Ca(mol/kgw)		Mg(mol/kgw)		Fe(mol/kgw)		Fe(2)(mol/kgw)		Fe(3)(mol/kgw)		Mn(mol/kgw)		Mn(2)(mol/kgw)		Mn(3)(mol/kgw)		S(mol/kgw)		S(6)(mol/kgw)		S(-2)(mol/kgw)		P(mol/kgw)		Na(mol/kgw)		Cl(mol/kgw)		N(5)(mol/kgw)		m_O2(mol/kgw)		m_CO2(mol/kgw)		m_HCO3-(mol/kgw)		m_CO3-2(mol/kgw)		m_CH4(mol/kgw)		m_Ca+2(mol/kgw)		m_CaHCO3+(mol/kgw)		m_CaCO3(mol/kgw)		m_CaSO4(mol/kgw)		m_Mg+2(mol/kgw)		m_MgHCO3+(mol/kgw)		m_MgCO3(mol/kgw)		m_MgSO4(mol/kgw)		m_SO4-2(mol/kgw)		m_H+(mol/kgw)		m_OH-(mol/kgw)		si_Calcite		si_Aragonite		si_Gypsum		si_Anhydrite		si_Dolomite		si_Hydroxyapatite		si_Pyrite		si_Siderite		si_Hematite		si_Rhodochrosite		si_Vivianite		si_O2(g)		si_CO2(g)		si_H2O(g)		si_CH4(g)		si_H2S(g)		Ion_Str		Conduct		Rho		Charge_Err		Charge_Bal		TotWat		Cation		Anion		Tot_time		pH		O2		NO3		SO4		CO2

		1		i_soln		1		-99		8.00		4.00		10.0		2.00E-03		2.04E-03		2.04E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		3.44E-04		5.36E-05		1.96E-03		7.59E-06		0.00E+00		9.69E-04		1.39E-05		6.28E-06		8.71E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		1.06E-08		3.13E-07		0.07		-0.08		-2.67		-3.14		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-3.00		-1.91		-1000.00		-1000.00		0.0031722314		143.3572371415		0.9998464989		-7.2067777834		-0.0003032792		1		0.0019524852		0.0022557644		0		8.00		0.34		0.10		0.10		0.05

		2		react		1		1		8.00		13.96		10.0		2.00E-03		2.04E-03		2.04E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		3.44E-04		5.36E-05		1.96E-03		7.59E-06		0.00E+00		9.69E-04		1.39E-05		6.28E-06		8.71E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		1.06E-08		3.13E-07		0.07		-0.08		-2.67		-3.14		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-3.00		-1.91		-150.78		-151.83		0.0031722314		143.3572371415		0.9998464989		-7.2067777834		-0.0003032792		1		0.0019524852		0.0022557644		0		8.00		0.34		0.10		0.10		0.05

		3		react		1		1		7.93		14.03		10.0		1.98E-03		2.03E-03		2.03E-03		0.00E+00		9.88E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		3.44E-04		6.19E-05		1.94E-03		6.47E-06		0.00E+00		9.60E-04		1.37E-05		5.31E-06		8.65E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.13E-05		1.23E-08		2.69E-07		0.00		-0.16		-2.67		-3.14		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-2.94		-1.91		-150.71		-151.69		0.0031434705		142.1426249911		0.9998452189		-7.2708417112		-0.0003032792		1.0000001499		0.0019339453		0.0022372244		0		7.93		0.34		0.10		0.10		0.06

		4		react		1		1		7.94		14.02		10.0		1.99E-03		2.04E-03		2.04E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		1.00E-05		1.00E-04		3.44E-04		6.17E-05		1.95E-03		6.56E-06		0.00E+00		9.70E-04		1.39E-05		5.43E-06		8.71E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		1.22E-08		2.71E-07		0.01		-0.15		-2.67		-3.14		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-2.94		-1.91		-150.71		-151.70		0.0031737936		143.6436895674		0.9998464105		-7.2008745166		-0.0003032792		1.0000001462		0.0019542098		0.002257489		0		7.94		0.34		0.10		0.10		0.06

		4		react		1		2		7.55		14.41		10.0		1.90E-03		2.04E-03		2.04E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		1.00E-04		1.00E-04		3.44E-04		1.44E-04		1.88E-03		2.59E-06		0.00E+00		9.74E-04		1.34E-05		2.15E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		2.97E-08		1.11E-07		-0.39		-0.55		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-2.57		-1.91		-150.35		-150.93		0.003180539		145.8571940779		0.9998455859		-7.1770061335		-0.0003032792		1.0000016369		0.0019612103		0.002264489		0		7.55		0.34		0.10		0.10		0.14

		5		react		1		1		7.34		10.72		60.0		1.81E-03		1.94E-03		1.94E-03		0.00E+00		9.02E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		3.44E-04		1.49E-04		1.76E-03		3.30E-06		0.00E+00		8.63E-04		2.02E-05		7.78E-06		1.06E-05		0.00E+00		0.00E+00		0.00E+00		0.00E+00		8.94E-05		4.89E-08		2.23E-06		0.00		-0.12		-2.67		-2.62		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.40		-2.06		-0.71		-125.34		-126.35		0.0028541437		361.610660045		0.9833180218		-7.9882636374		-0.0003032792		1.0000016864		0.0017466373		0.002049916		0		7.34		0.34		0.10		0.10		0.15

		5		react		1		2		7.10		9.14		90.0		1.56E-03		1.82E-03		1.82E-03		0.00E+00		7.79E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		3.44E-04		2.74E-04		1.52E-03		1.67E-06		0.00E+00		7.42E-04		1.79E-05		8.53E-06		1.07E-05		0.00E+00		0.00E+00		0.00E+00		0.00E+00		8.92E-05		8.51E-08		5.22E-06		-0.00		-0.11		-2.60		-2.28		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.35		-1.64		-0.16		-113.81		-114.52		0.0024869631		469.6919833444		0.9654218598		-9.1684336552		-0.0003032792		1.0000038757		0.0015022859		0.0018055639		0		7.10		0.34		0.10		0.10		0.27

		6		react		1		1		8.00		13.96		10.0		2.00E-03		2.04E-03		2.04E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		3.44E-04		5.36E-05		1.96E-03		7.59E-06		0.00E+00		9.69E-04		1.39E-05		6.28E-06		8.71E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		1.06E-08		3.13E-07		0.07		-0.08		-2.67		-3.14		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-3.00		-1.91		-150.78		-151.83		0.0031722314		143.3572371415		0.9998464989		-7.2067777834		-0.0003032792		1		0.0019524852		0.0022557644		0		8.00		0.34		0.10		0.10		0.05

		6		react		1		2		7.95		14.01		10.0		2.00E-03		2.05E-03		2.05E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		3.36E-04		5.96E-05		1.96E-03		6.85E-06		0.00E+00		9.70E-04		1.40E-05		5.67E-06		8.71E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		1.17E-08		2.82E-07		0.03		-0.13		-2.67		-3.14		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.71		-2.96		-1.91		-150.71		-151.72		0.0031732503		143.4081960253		0.9998465566		-7.2027239354		-0.0003032792		1.0000001078		0.0019536692		0.0022569484		1		7.95		0.34		0.10		0.10		0.06

		6		react		1		3		7.91		14.04		10.0		2.00E-03		2.05E-03		2.05E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		3.29E-04		6.57E-05		1.96E-03		6.23E-06		0.00E+00		9.70E-04		1.40E-05		5.16E-06		8.71E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		1.29E-08		2.56E-07		-0.01		-0.17		-2.67		-3.14		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.72		-2.92		-1.91		-150.65		-151.61		0.0031741084		143.4511571215		0.9998466132		-7.199315372		-0.0003032792		1.0000002181		0.0019546658		0.0022579449		2		7.91		0.33		0.10		0.10		0.07

		6		react		1		4		7.87		14.08		10.0		2.00E-03		2.06E-03		2.06E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		3.22E-04		7.19E-05		1.96E-03		5.71E-06		0.00E+00		9.71E-04		1.40E-05		4.72E-06		8.72E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		1.41E-08		2.34E-07		-0.05		-0.21		-2.67		-3.14		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.73		-2.88		-1.91		-150.59		-151.52		0.0031748359		143.4876209873		0.9998466687		-7.196429556		-0.0003032792		1.0000003302		0.0019555102		0.0022587893		3		7.87		0.32		0.10		0.10		0.07

		6		react		1		5		7.84		14.11		10.0		2.00E-03		2.07E-03		2.07E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		3.15E-04		7.81E-05		1.97E-03		5.26E-06		0.00E+00		9.71E-04		1.40E-05		4.35E-06		8.72E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		1.53E-08		2.15E-07		-0.09		-0.24		-2.67		-3.14		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.74		-2.84		-1.91		-150.54		-151.43		0.0031754572		143.5187993459		0.9998467232		-7.1939679981		-0.0003032792		1.0000004434		0.001956231		0.00225951		4		7.84		0.31		0.10		0.10		0.08

		6		react		1		6		7.80		14.15		10.0		2.00E-03		2.08E-03		2.08E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		3.08E-04		8.44E-05		1.97E-03		4.87E-06		0.00E+00		9.71E-04		1.40E-05		4.04E-06		8.72E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		1.66E-08		1.99E-07		-0.12		-0.27		-2.67		-3.14		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.75		-2.81		-1.91		-150.48		-151.34		0.0031759918		143.5456601014		0.9998467768		-7.1918523125		-0.0003032792		1.0000005574		0.0019568508		0.0022601299		5		7.80		0.31		0.10		0.10		0.08

		6		react		1		7		7.77		14.17		10.0		2.00E-03		2.08E-03		2.08E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		3.01E-04		9.08E-05		1.97E-03		4.54E-06		0.00E+00		9.72E-04		1.40E-05		3.76E-06		8.72E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		1.78E-08		1.86E-07		-0.15		-0.30		-2.67		-3.14		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.76		-2.77		-1.91		-150.43		-151.26		0.0031764551		143.5689733302		0.9998468295		-7.1900203158		-0.0003032792		1.0000006716		0.0019573878		0.0022606668		6		7.77		0.30		0.10		0.10		0.09

		6		react		1		8		7.74		14.20		10.0		2.00E-03		2.09E-03		2.09E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		2.94E-04		9.71E-05		1.97E-03		4.25E-06		0.00E+00		9.72E-04		1.40E-05		3.52E-06		8.73E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		1.90E-08		1.74E-07		-0.18		-0.33		-2.67		-3.14		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.77		-2.75		-1.91		-150.38		-151.18		0.0031768594		143.5893520186		0.9998468815		-7.1884226272		-0.0003032792		1.0000007859		0.0019578564		0.0022611353		7		7.74		0.29		0.10		0.10		0.10

		6		react		1		9		7.72		14.23		10.0		2.00E-03		2.10E-03		2.10E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		2.87E-04		1.03E-04		1.97E-03		3.99E-06		0.00E+00		9.72E-04		1.41E-05		3.31E-06		8.73E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		2.03E-08		1.63E-07		-0.21		-0.36		-2.67		-3.14		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.78		-2.72		-1.91		-150.33		-151.10		0.0031772146		143.607285738		0.9998469326		-7.1870198857		-0.0003032792		1.0000008998		0.0019582679		0.0022615468		8		7.72		0.29		0.10		0.10		0.10

		6		react		1		10		7.69		14.25		10.0		2.00E-03		2.10E-03		2.10E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		2.81E-04		1.10E-04		1.97E-03		3.76E-06		0.00E+00		9.72E-04		1.41E-05		3.12E-06		8.73E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		2.15E-08		1.54E-07		-0.23		-0.39		-2.67		-3.14		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.79		-2.69		-1.91		-150.29		-151.03		0.0031775286		143.6231674839		0.999846983		-7.1857805478		-0.0003032792		1.0000010133		0.0019586315		0.0022619104		9		7.69		0.28		0.10		0.10		0.11

		6		react		1		11		7.67		14.27		10.0		2.00E-03		2.11E-03		2.11E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		2.74E-04		1.16E-04		1.97E-03		3.56E-06		0.00E+00		9.72E-04		1.41E-05		2.96E-06		8.73E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		2.27E-08		1.46E-07		-0.25		-0.41		-2.67		-3.14		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.80		-2.67		-1.91		-150.24		-150.96		0.0031778078		143.6373146544		0.9998470327		-7.1846791737		-0.0003032792		1.0000011262		0.0019589548		0.0022622337		10		7.67		0.27		0.10		0.10		0.12

		6		react		1		12		7.65		14.29		10.0		2.00E-03		2.12E-03		2.12E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		2.67E-04		1.22E-04		1.97E-03		3.39E-06		0.00E+00		9.73E-04		1.41E-05		2.81E-06		8.73E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		2.39E-08		1.38E-07		-0.28		-0.43		-2.67		-3.14		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.81		-2.65		-1.91		-150.20		-150.90		0.0031780573		143.6499852961		0.9998470817		-7.1836951064		-0.0003032792		1.0000012383		0.0019592437		0.0022625225		11		7.65		0.27		0.10		0.10		0.12

		6		react		1		13		7.62		14.31		10.0		2.00E-03		2.12E-03		2.12E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		2.61E-04		1.28E-04		1.97E-03		3.22E-06		0.00E+00		9.73E-04		1.41E-05		2.68E-06		8.73E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		2.51E-08		1.32E-07		-0.30		-0.45		-2.67		-3.14		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.82		-2.62		-1.91		-150.16		-150.83		0.0031782814		143.661390642		0.9998471299		-7.1828114542		-0.0003032792		1.0000013494		0.0019595032		0.002262782		12		7.62		0.26		0.10		0.10		0.13

		6		react		1		14		7.60		14.33		10.0		2.00E-03		2.13E-03		2.13E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		2.55E-04		1.34E-04		1.97E-03		3.08E-06		0.00E+00		9.73E-04		1.41E-05		2.56E-06		8.73E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		2.63E-08		1.26E-07		-0.32		-0.47		-2.67		-3.14		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.83		-2.60		-1.91		-150.12		-150.77		0.0031784837		143.6717047919		0.9998471775		-7.1820143078		-0.0003032792		1.0000014596		0.0019597373		0.002263016		13		7.60		0.25		0.10		0.10		0.13

		6		react		1		15		7.59		14.34		10.0		2.00E-03		2.13E-03		2.13E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		2.48E-04		1.40E-04		1.97E-03		2.95E-06		0.00E+00		9.73E-04		1.41E-05		2.45E-06		8.73E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		2.75E-08		1.20E-07		-0.34		-0.49		-2.67		-3.14		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.84		-2.58		-1.91		-150.07		-150.71		0.003178667		143.6810722091		0.9998472243		-7.1812921355		-0.0003032792		1.0000015687		0.0019599494		0.0022632281		14		7.59		0.25		0.10		0.10		0.14

		6		react		1		16		7.57		14.36		10.0		2.00E-03		2.14E-03		2.14E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		2.42E-04		1.46E-04		1.98E-03		2.83E-06		0.00E+00		9.73E-04		1.41E-05		2.35E-06		8.73E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		2.86E-08		1.15E-07		-0.35		-0.51		-2.67		-3.14		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.85		-2.57		-1.91		-150.03		-150.66		0.0031788337		143.6896135497		0.9998472705		-7.1806353126		-0.0003032792		1.0000016767		0.0019601423		0.002263421		15		7.57		0.24		0.10		0.10		0.15

		6		react		1		17		7.55		14.37		10.0		2.00E-03		2.15E-03		2.15E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		2.36E-04		1.52E-04		1.98E-03		2.72E-06		0.00E+00		9.73E-04		1.41E-05		2.26E-06		8.73E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		2.98E-08		1.11E-07		-0.37		-0.53		-2.67		-3.14		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.86		-2.55		-1.91		-150.00		-150.60		0.003178986		143.6974302208		0.999847316		-7.1800357553		-0.0003032792		1.0000017835		0.0019603185		0.0022635971		16		7.55		0.24		0.10		0.10		0.15

		6		react		1		18		7.53		14.38		10.0		2.00E-03		2.15E-03		2.15E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		2.30E-04		1.58E-04		1.98E-03		2.62E-06		0.00E+00		9.73E-04		1.41E-05		2.18E-06		8.73E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		3.09E-08		1.07E-07		-0.39		-0.54		-2.67		-3.14		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.87		-2.53		-1.91		-149.96		-150.54		0.0031791254		143.7046079649		0.9998473607		-7.1794866327		-0.0003032792		1.000001889		0.0019604798		0.0022637584		17		7.53		0.23		0.10		0.10		0.16

		6		react		1		19		7.52		14.40		10.0		2.00E-03		2.16E-03		2.16E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		2.24E-04		1.64E-04		1.98E-03		2.53E-06		0.00E+00		9.73E-04		1.41E-05		2.10E-06		8.73E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		3.20E-08		1.03E-07		-0.40		-0.56		-2.67		-3.14		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.88		-2.52		-1.91		-149.92		-150.49		0.0031792536		143.7112196955		0.9998474048		-7.1789821387		-0.0003032792		1.0000019932		0.001960628		0.0022639066		18		7.52		0.22		0.10		0.10		0.16

		6		react		1		20		7.50		14.41		10.0		2.00E-03		2.16E-03		2.16E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		2.18E-04		1.70E-04		1.98E-03		2.45E-06		0.00E+00		9.73E-04		1.41E-05		2.03E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		3.31E-08		9.97E-08		-0.42		-0.57		-2.67		-3.14		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.90		-2.50		-1.91		-149.88		-150.44		0.0031793716		143.7173277552		0.9998474483		-7.1785173114		-0.0003032792		1.000002096		0.0019607646		0.0022640432		19		7.50		0.22		0.10		0.10		0.17

		6		react		1		21		7.49		14.42		10.0		2.00E-03		2.17E-03		2.17E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		2.12E-04		1.75E-04		1.98E-03		2.37E-06		0.00E+00		9.73E-04		1.41E-05		1.97E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		3.42E-08		9.65E-08		-0.43		-0.59		-2.67		-3.14		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.91		-2.49		-1.91		-149.84		-150.39		0.0031794807		143.7229857245		0.999847491		-7.1780878882		-0.0003032792		1.0000021975		0.0019608908		0.0022641693		20		7.49		0.21		0.10		0.10		0.18

		6		react		1		22		7.48		14.43		10.0		2.00E-03		2.18E-03		2.18E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		2.07E-04		1.81E-04		1.98E-03		2.30E-06		0.00E+00		9.73E-04		1.41E-05		1.91E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		3.53E-08		9.35E-08		-0.44		-0.60		-2.67		-3.14		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.92		-2.48		-1.91		-149.81		-150.34		0.0031795818		143.7282399355		0.999847533		-7.1776901978		-0.0003032792		1.0000022975		0.0019610076		0.0022642861		21		7.48		0.21		0.10		0.10		0.18

		6		react		1		23		7.46		14.44		10.0		2.00E-03		2.18E-03		2.18E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		2.01E-04		1.86E-04		1.98E-03		2.23E-06		0.00E+00		9.73E-04		1.41E-05		1.85E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		3.64E-08		9.08E-08		-0.46		-0.61		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.93		-2.46		-1.91		-149.77		-150.29		0.0031796756		143.7331304771		0.9998475744		-7.177321037		-0.0003032792		1.000002396		0.0019611161		0.0022643946		22		7.46		0.20		0.10		0.10		0.19

		6		react		1		24		7.45		14.45		10.0		2.00E-03		2.19E-03		2.19E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.95E-04		1.92E-04		1.98E-03		2.17E-06		0.00E+00		9.74E-04		1.41E-05		1.80E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		3.74E-08		8.83E-08		-0.47		-0.63		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.94		-2.45		-1.91		-149.73		-150.24		0.0031797628		143.7376923454		0.999847615		-7.1769776256		-0.0003032792		1.0000024931		0.001961217		0.0022644954		23		7.45		0.20		0.10		0.10		0.19

		6		react		1		25		7.44		14.46		10.0		2.00E-03		2.19E-03		2.19E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.90E-04		1.97E-04		1.98E-03		2.11E-06		0.00E+00		9.74E-04		1.41E-05		1.75E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		3.85E-08		8.59E-08		-0.48		-0.64		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.95		-2.44		-1.91		-149.70		-150.19		0.0031798442		143.7419561708		0.999847655		-7.1766575306		-0.0003032792		1.0000025887		0.0019613111		0.0022645895		24		7.44		0.19		0.10		0.10		0.20

		6		react		1		26		7.43		14.47		10.0		2.00E-03		2.20E-03		2.20E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.85E-04		2.02E-04		1.98E-03		2.05E-06		0.00E+00		9.74E-04		1.41E-05		1.71E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		3.95E-08		8.37E-08		-0.49		-0.65		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.97		-2.43		-1.91		-149.66		-150.14		0.0031799201		143.745948868		0.9998476943		-7.1763586146		-0.0003032792		1.0000026828		0.0019613989		0.0022646773		25		7.43		0.18		0.10		0.10		0.20

		6		react		1		27		7.42		14.48		10.0		2.00E-03		2.20E-03		2.20E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.80E-04		2.07E-04		1.98E-03		2.00E-06		0.00E+00		9.74E-04		1.41E-05		1.66E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		4.05E-08		8.16E-08		-0.50		-0.66		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.98		-2.42		-1.91		-149.62		-150.10		0.0031799912		143.749694176		0.9998477329		-7.1760789929		-0.0003032792		1.0000027753		0.001961481		0.0022647594		26		7.42		0.18		0.10		0.10		0.21

		6		react		1		28		7.41		14.48		10.0		2.00E-03		2.21E-03		2.21E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.74E-04		2.12E-04		1.98E-03		1.96E-06		0.00E+00		9.74E-04		1.41E-05		1.62E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		4.15E-08		7.97E-08		-0.51		-0.67		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.99		-2.41		-1.91		-149.59		-150.05		0.0031800578		143.7532131092		0.9998477707		-7.1758169977		-0.0003032792		1.0000028663		0.001961558		0.0022648363		27		7.41		0.17		0.10		0.10		0.21

		6		react		1		29		7.40		14.49		10.0		2.00E-03		2.21E-03		2.21E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.69E-04		2.17E-04		1.98E-03		1.91E-06		0.00E+00		9.74E-04		1.41E-05		1.59E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		4.24E-08		7.79E-08		-0.52		-0.68		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.01		-2.40		-1.91		-149.55		-150.00		0.0031801203		143.7565243335		0.9998478079		-7.1755711479		-0.0003032792		1.0000029557		0.0019616302		0.0022649085		28		7.40		0.17		0.10		0.10		0.22

		6		react		1		30		7.39		14.50		10.0		2.00E-03		2.22E-03		2.22E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.64E-04		2.22E-04		1.98E-03		1.87E-06		0.00E+00		9.74E-04		1.41E-05		1.55E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		4.34E-08		7.62E-08		-0.53		-0.69		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.02		-2.39		-1.91		-149.52		-149.96		0.003180179		143.7596444835		0.9998478444		-7.1753401238		-0.0003032792		1.0000030435		0.0019616981		0.0022649764		29		7.39		0.16		0.10		0.10		0.22

		6		react		1		31		7.38		14.50		10.0		2.00E-03		2.22E-03		2.22E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.60E-04		2.27E-04		1.98E-03		1.83E-06		0.00E+00		9.74E-04		1.41E-05		1.52E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		4.43E-08		7.46E-08		-0.54		-0.70		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.03		-2.38		-1.91		-149.48		-149.91		0.0031802342		143.7625884301		0.9998478802		-7.1751227463		-0.0003032792		1.0000031297		0.001961762		0.0022650402		30		7.38		0.16		0.10		0.10		0.23

		6		react		1		32		7.37		14.51		10.0		2.00E-03		2.23E-03		2.23E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.55E-04		2.32E-04		1.98E-03		1.80E-06		0.00E+00		9.74E-04		1.41E-05		1.49E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		4.52E-08		7.31E-08		-0.55		-0.71		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.04		-2.37		-1.91		-149.45		-149.87		0.0031802862		143.7653695078		0.9998479153		-7.174917958		-0.0003032792		1.0000032143		0.0019618221		0.0022651003		31		7.37		0.15		0.10		0.10		0.23

		6		react		1		33		7.36		14.51		10.0		2.00E-03		2.23E-03		2.23E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.50E-04		2.36E-04		1.98E-03		1.76E-06		0.00E+00		9.74E-04		1.41E-05		1.46E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		4.61E-08		7.17E-08		-0.56		-0.72		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.06		-2.36		-1.91		-149.41		-149.83		0.0031803353		143.7679997071		0.9998479497		-7.1747248088		-0.0003032792		1.0000032973		0.0019618789		0.0022651571		32		7.36		0.15		0.10		0.10		0.24

		6		react		1		34		7.35		14.52		10.0		2.00E-03		2.24E-03		2.24E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.46E-04		2.41E-04		1.98E-03		1.73E-06		0.00E+00		9.74E-04		1.41E-05		1.43E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		4.70E-08		7.03E-08		-0.57		-0.72		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.07		-2.35		-1.91		-149.38		-149.78		0.0031803817		143.7704898408		0.9998479834		-7.174542442		-0.0003032792		1.0000033786		0.0019619324		0.0022652106		33		7.35		0.15		0.10		0.10		0.24

		6		react		1		35		7.34		14.52		10.0		2.00E-03		2.24E-03		2.24E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.41E-04		2.45E-04		1.98E-03		1.70E-06		0.00E+00		9.74E-04		1.41E-05		1.41E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		4.78E-08		6.91E-08		-0.58		-0.73		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.08		-2.34		-1.91		-149.34		-149.74		0.0031804255		143.7728496849		0.9998480165		-7.1743700833		-0.0003032792		1.0000034584		0.001961983		0.0022652612		34		7.34		0.14		0.10		0.10		0.25

		6		react		1		36		7.34		14.53		10.0		2.00E-03		2.25E-03		2.25E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.37E-04		2.50E-04		1.98E-03		1.67E-06		0.00E+00		9.74E-04		1.41E-05		1.38E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		4.87E-08		6.79E-08		-0.58		-0.74		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.10		-2.34		-1.91		-149.31		-149.70		0.0031804669		143.7750881009		0.9998480488		-7.1742070313		-0.0003032792		1.0000035365		0.0019620309		0.0022653091		35		7.34		0.14		0.10		0.10		0.25

		6		react		1		37		7.33		14.53		10.0		2.00E-03		2.25E-03		2.25E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.32E-04		2.54E-04		1.98E-03		1.64E-06		0.00E+00		9.74E-04		1.41E-05		1.36E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		4.95E-08		6.67E-08		-0.59		-0.75		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.11		-2.33		-1.91		-149.27		-149.66		0.0031805061		143.7772131415		0.9998480804		-7.1740526488		-0.0003032792		1.000003613		0.0019620763		0.0022653544		36		7.33		0.13		0.10		0.10		0.25

		6		react		1		38		7.32		14.53		10.0		2.00E-03		2.25E-03		2.25E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.28E-04		2.58E-04		1.98E-03		1.61E-06		0.00E+00		9.74E-04		1.41E-05		1.34E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		5.03E-08		6.57E-08		-0.60		-0.75		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.13		-2.32		-1.91		-149.24		-149.61		0.0031805433		143.7792321417		0.9998481113		-7.1739063559		-0.0003032792		1.0000036878		0.0019621192		0.0022653973		37		7.32		0.13		0.10		0.10		0.26

		6		react		1		39		7.32		14.54		10.0		2.00E-03		2.26E-03		2.26E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.24E-04		2.62E-04		1.98E-03		1.59E-06		0.00E+00		9.74E-04		1.41E-05		1.32E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		5.11E-08		6.46E-08		-0.60		-0.76		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.14		-2.31		-1.91		-149.20		-149.57		0.0031805785		143.7811517979		0.9998481416		-7.1737676232		-0.0003032792		1.0000037611		0.00196216		0.002265438		38		7.32		0.12		0.10		0.10		0.26

		6		react		1		40		7.31		14.54		10.0		2.00E-03		2.26E-03		2.26E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.20E-04		2.66E-04		1.98E-03		1.56E-06		0.00E+00		9.74E-04		1.41E-05		1.30E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		5.19E-08		6.37E-08		-0.61		-0.77		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.15		-2.31		-1.91		-149.17		-149.53		0.003180612		143.7829782381		0.9998481712		-7.1736359668		-0.0003032792		1.0000038326		0.0019621986		0.0022654766		39		7.31		0.12		0.10		0.10		0.27

		6		react		1		41		7.30		14.54		10.0		2.00E-03		2.27E-03		2.27E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.16E-04		2.70E-04		1.98E-03		1.54E-06		0.00E+00		9.74E-04		1.41E-05		1.28E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		5.26E-08		6.28E-08		-0.62		-0.77		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.17		-2.30		-1.91		-149.13		-149.49		0.0031806437		143.7847170813		0.9998482		-7.1735109432		-0.0003032792		1.0000039026		0.0019622353		0.0022655133		40		7.30		0.12		0.10		0.10		0.27

		6		react		1		42		7.30		14.54		10.0		2.00E-03		2.27E-03		2.27E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.12E-04		2.74E-04		1.98E-03		1.52E-06		0.00E+00		9.74E-04		1.41E-05		1.26E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		5.34E-08		6.19E-08		-0.62		-0.78		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.18		-2.30		-1.91		-149.10		-149.45		0.0031806739		143.7863734916		0.9998482282		-7.1733921453		-0.0003032792		1.000003971		0.0019622702		0.0022655482		41		7.30		0.11		0.10		0.10		0.27

		6		react		1		43		7.29		14.55		10.0		2.00E-03		2.27E-03		2.27E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.09E-04		2.77E-04		1.98E-03		1.50E-06		0.00E+00		9.74E-04		1.41E-05		1.25E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		5.41E-08		6.11E-08		-0.63		-0.78		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.20		-2.29		-1.91		-149.06		-149.41		0.0031807026		143.7879522241		0.9998482558		-7.1732791984		-0.0003032792		1.0000040377		0.0019623033		0.0022655813		42		7.29		0.11		0.10		0.10		0.28

		6		react		1		44		7.29		14.55		10.0		2.00E-03		2.28E-03		2.28E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.05E-04		2.81E-04		1.98E-03		1.48E-06		0.00E+00		9.74E-04		1.42E-05		1.23E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		5.48E-08		6.03E-08		-0.63		-0.79		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.21		-2.28		-1.91		-149.03		-149.37		0.0031807299		143.7894576665		0.9998482826		-7.1731717572		-0.0003032792		1.0000041029		0.0019623349		0.0022656128		43		7.29		0.10		0.10		0.10		0.28

		6		react		1		45		7.28		14.55		10.0		2.00E-03		2.28E-03		2.28E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.01E-04		2.85E-04		1.98E-03		1.46E-06		0.00E+00		9.74E-04		1.42E-05		1.22E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		5.55E-08		5.96E-08		-0.64		-0.80		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.23		-2.28		-1.91		-148.99		-149.32		0.0031807558		143.7908938751		0.9998483088		-7.1730695029		-0.0003032792		1.0000041664		0.0019623649		0.0022656428		44		7.28		0.10		0.10		0.10		0.28

		6		react		1		46		7.27		14.55		10.0		2.00E-03		2.29E-03		2.29E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		9.78E-05		2.88E-04		1.98E-03		1.45E-06		0.00E+00		9.74E-04		1.42E-05		1.20E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		5.61E-08		5.88E-08		-0.65		-0.80		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.24		-2.27		-1.91		-148.95		-149.28		0.0031807806		143.792264607		0.9998483343		-7.1729721405		-0.0003032792		1.0000042284		0.0019623935		0.0022656714		45		7.27		0.10		0.10		0.10		0.29

		6		react		1		47		7.27		14.55		10.0		2.00E-03		2.29E-03		2.29E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		9.45E-05		2.91E-04		1.98E-03		1.43E-06		0.00E+00		9.74E-04		1.42E-05		1.19E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		5.68E-08		5.82E-08		-0.65		-0.81		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.26		-2.27		-1.91		-148.92		-149.24		0.0031808041		143.7935733488		0.9998483592		-7.1728793966		-0.0003032792		1.0000042888		0.0019624207		0.0022656986		46		7.27		0.09		0.10		0.10		0.29

		6		react		1		48		7.26		14.55		10.0		2.00E-03		2.29E-03		2.29E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		9.12E-05		2.95E-04		1.98E-03		1.41E-06		0.00E+00		9.74E-04		1.42E-05		1.17E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		5.74E-08		5.75E-08		-0.65		-0.81		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.27		-2.26		-1.91		-148.88		-149.20		0.0031808266		143.7948233416		0.9998483834		-7.1727910175		-0.0003032792		1.0000043476		0.0019624466		0.0022657245		47		7.26		0.09		0.10		0.10		0.29

		6		react		1		49		7.26		14.55		10.0		2.00E-03		2.30E-03		2.30E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		8.80E-05		2.98E-04		1.98E-03		1.40E-06		0.00E+00		9.74E-04		1.42E-05		1.16E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		5.81E-08		5.69E-08		-0.66		-0.81		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.29		-2.26		-1.91		-148.85		-149.16		0.0031808479		143.7960176037		0.999848407		-7.1727067671		-0.0003032792		1.0000044049		0.0019624713		0.0022657492		48		7.26		0.09		0.10		0.10		0.30

		6		react		1		50		7.26		14.55		10.0		2.00E-03		2.30E-03		2.30E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		8.48E-05		3.01E-04		1.98E-03		1.38E-06		0.00E+00		9.74E-04		1.42E-05		1.15E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		5.87E-08		5.63E-08		-0.66		-0.82		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.31		-2.25		-1.91		-148.81		-149.12		0.0031808683		143.7971589509		0.9998484299		-7.1726264259		-0.0003032792		1.0000044606		0.0019624949		0.0022657727		49		7.26		0.08		0.10		0.10		0.30

		6		react		1		51		7.25		14.56		10.0		2.00E-03		2.30E-03		2.30E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		8.18E-05		3.04E-04		1.98E-03		1.37E-06		0.00E+00		9.74E-04		1.42E-05		1.14E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		5.92E-08		5.58E-08		-0.67		-0.82		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.32		-2.25		-1.91		-148.78		-149.08		0.0031808878		143.7982500141		0.9998484523		-7.1725497889		-0.0003032792		1.0000045149		0.0019625174		0.0022657952		50		7.25		0.08		0.10		0.10		0.30

		6		react		1		52		7.25		14.56		10.0		2.00E-03		2.30E-03		2.30E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		7.88E-05		3.07E-04		1.98E-03		1.36E-06		0.00E+00		9.74E-04		1.42E-05		1.13E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		5.98E-08		5.52E-08		-0.67		-0.83		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.34		-2.25		-1.91		-148.74		-149.04		0.0031809064		143.7992932555		0.999848474		-7.1724766646		-0.0003032792		1.0000045676		0.0019625388		0.0022658166		51		7.25		0.08		0.10		0.10		0.31

		6		react		1		53		7.24		14.56		10.0		2.00E-03		2.31E-03		2.31E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		7.60E-05		3.10E-04		1.98E-03		1.35E-06		0.00E+00		9.74E-04		1.42E-05		1.12E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		6.04E-08		5.47E-08		-0.68		-0.83		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.35		-2.24		-1.91		-148.70		-149.00		0.0031809241		143.8002909833		0.999848495		-7.1724068741		-0.0003032792		1.0000046189		0.0019625593		0.0022658371		52		7.24		0.08		0.10		0.10		0.31

		6		react		1		54		7.24		14.56		10.0		2.00E-03		2.31E-03		2.31E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		7.32E-05		3.12E-04		1.98E-03		1.33E-06		0.00E+00		9.74E-04		1.42E-05		1.11E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		6.09E-08		5.43E-08		-0.68		-0.84		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.37		-2.24		-1.91		-148.67		-148.96		0.003180941		143.8012453641		0.9998485155		-7.1723402495		-0.0003032792		1.0000046687		0.0019625788		0.0022658566		53		7.24		0.07		0.10		0.10		0.31

		6		react		1		55		7.24		14.55		10.0		2.00E-03		2.31E-03		2.31E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		7.05E-05		3.15E-04		1.98E-03		1.32E-06		0.00E+00		9.74E-04		1.42E-05		1.10E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		6.14E-08		5.38E-08		-0.68		-0.84		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.39		-2.23		-1.91		-148.63		-148.92		0.0031809571		143.8021584352		0.9998485354		-7.1722766337		-0.0003032792		1.000004717		0.0019625975		0.0022658753		54		7.24		0.07		0.10		0.10		0.32

		6		react		1		56		7.23		14.55		10.0		2.00E-03		2.32E-03		2.32E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		6.79E-05		3.18E-04		1.98E-03		1.31E-06		0.00E+00		9.74E-04		1.42E-05		1.09E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		6.19E-08		5.34E-08		-0.69		-0.84		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.40		-2.23		-1.91		-148.59		-148.88		0.0031809725		143.8030321144		0.9998485547		-7.1722158787		-0.0003032792		1.000004764		0.0019626153		0.0022658931		55		7.23		0.07		0.10		0.10		0.32

		6		react		1		57		7.23		14.55		10.0		2.00E-03		2.32E-03		2.32E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		6.53E-05		3.20E-04		1.98E-03		1.30E-06		0.00E+00		9.74E-04		1.42E-05		1.08E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		6.24E-08		5.29E-08		-0.69		-0.85		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.42		-2.23		-1.91		-148.56		-148.84		0.0031809873		143.80386821		0.9998485734		-7.1721578458		-0.0003032792		1.0000048095		0.0019626323		0.0022659101		56		7.23		0.07		0.10		0.10		0.32

		6		react		1		58		7.23		14.55		10.0		2.00E-03		2.32E-03		2.32E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		6.28E-05		3.23E-04		1.98E-03		1.29E-06		0.00E+00		9.74E-04		1.42E-05		1.07E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		6.29E-08		5.25E-08		-0.69		-0.85		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.44		-2.22		-1.91		-148.52		-148.80		0.0031810013		143.8046684288		0.9998485916		-7.172102404		-0.0003032792		1.0000048537		0.0019626486		0.0022659263		57		7.23		0.06		0.10		0.10		0.32

		6		react		1		59		7.22		14.55		10.0		2.00E-03		2.32E-03		2.32E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		6.04E-05		3.25E-04		1.98E-03		1.28E-06		0.00E+00		9.74E-04		1.42E-05		1.07E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		6.34E-08		5.21E-08		-0.70		-0.85		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.45		-2.22		-1.91		-148.48		-148.76		0.0031810148		143.8054343841		0.9998486092		-7.1720494301		-0.0003032792		1.0000048965		0.0019626641		0.0022659418		58		7.22		0.06		0.10		0.10		0.33

		6		react		1		60		7.22		14.55		10.0		2.00E-03		2.32E-03		2.32E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		5.81E-05		3.27E-04		1.98E-03		1.27E-06		0.00E+00		9.74E-04		1.42E-05		1.06E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		6.38E-08		5.18E-08		-0.70		-0.86		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.47		-2.22		-1.91		-148.45		-148.72		0.0031810276		143.8061676029		0.9998486262		-7.1719988078		-0.0003032792		1.000004938		0.001962679		0.0022659567		59		7.22		0.06		0.10		0.10		0.33

		6		react		1		61		7.22		14.55		10.0		2.00E-03		2.33E-03		2.33E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		5.59E-05		3.30E-04		1.98E-03		1.26E-06		0.00E+00		9.74E-04		1.42E-05		1.05E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		6.42E-08		5.14E-08		-0.70		-0.86		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.49		-2.21		-1.91		-148.41		-148.68		0.0031810399		143.8068695316		0.9998486427		-7.171950427		-0.0003032792		1.0000049782		0.0019626932		0.0022659708		60		7.22		0.06		0.10		0.10		0.33

		6		react		1		62		7.21		14.55		10.0		2.00E-03		2.33E-03		2.33E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		5.37E-05		3.32E-04		1.98E-03		1.26E-06		0.00E+00		9.74E-04		1.42E-05		1.04E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		6.47E-08		5.11E-08		-0.71		-0.86		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.50		-2.21		-1.91		-148.37		-148.64		0.0031810516		143.8075415421		0.9998486587		-7.171904184		-0.0003032792		1.0000050171		0.0019627067		0.0022659844		61		7.21		0.05		0.10		0.10		0.33

		6		react		1		63		7.21		14.55		10.0		2.00E-03		2.33E-03		2.33E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		5.16E-05		3.34E-04		1.98E-03		1.25E-06		0.00E+00		9.74E-04		1.42E-05		1.04E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		6.51E-08		5.08E-08		-0.71		-0.86		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.52		-2.21		-1.91		-148.33		-148.60		0.0031810628		143.808184937		0.9998486742		-7.1718599803		-0.0003032792		1.0000050548		0.0019627197		0.0022659973		62		7.21		0.05		0.10		0.10		0.33

		6		react		1		64		7.21		14.54		10.0		2.00E-03		2.33E-03		2.33E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		4.96E-05		3.36E-04		1.98E-03		1.24E-06		0.00E+00		9.74E-04		1.42E-05		1.03E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		6.55E-08		5.05E-08		-0.71		-0.87		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.54		-2.21		-1.91		-148.30		-148.56		0.0031810736		143.8088009542		0.9998486891		-7.1718177227		-0.0003032792		1.0000050912		0.0019627321		0.0022660097		63		7.21		0.05		0.10		0.10		0.34

		6		react		1		65		7.21		14.54		10.0		2.00E-03		2.34E-03		2.34E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		4.76E-05		3.38E-04		1.98E-03		1.23E-06		0.00E+00		9.74E-04		1.42E-05		1.03E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		6.58E-08		5.02E-08		-0.71		-0.87		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.56		-2.20		-1.91		-148.26		-148.52		0.0031810838		143.8093907712		0.9998487036		-7.1717773228		-0.0003032792		1.0000051264		0.0019627439		0.0022660215		64		7.21		0.05		0.10		0.10		0.34

		6		react		1		66		7.20		14.54		10.0		2.00E-03		2.34E-03		2.34E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		4.57E-05		3.40E-04		1.98E-03		1.23E-06		0.00E+00		9.74E-04		1.42E-05		1.02E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		6.62E-08		4.99E-08		-0.72		-0.87		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.57		-2.20		-1.91		-148.22		-148.48		0.0031810936		143.8099555092		0.9998487175		-7.1717386968		-0.0003032792		1.0000051605		0.0019627552		0.0022660328		65		7.20		0.05		0.10		0.10		0.34

		6		react		1		67		7.20		14.54		10.0		2.00E-03		2.34E-03		2.34E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		4.39E-05		3.42E-04		1.98E-03		1.22E-06		0.00E+00		9.74E-04		1.42E-05		1.01E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		6.66E-08		4.96E-08		-0.72		-0.87		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.59		-2.20		-1.91		-148.18		-148.44		0.003181103		143.8104962363		0.9998487311		-7.1717017651		-0.0003032792		1.0000051934		0.001962766		0.0022660437		66		7.20		0.04		0.10		0.10		0.34

		6		react		1		68		7.20		14.54		10.0		2.00E-03		2.34E-03		2.34E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		4.21E-05		3.43E-04		1.98E-03		1.21E-06		0.00E+00		9.74E-04		1.42E-05		1.01E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		6.69E-08		4.94E-08		-0.72		-0.88		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.61		-2.20		-1.91		-148.14		-148.40		0.0031811119		143.8110139711		0.9998487441		-7.171666452		-0.0003032792		1.0000052252		0.0019627764		0.002266054		67		7.20		0.04		0.10		0.10		0.34

		6		react		1		69		7.20		14.53		10.0		2.00E-03		2.34E-03		2.34E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		4.04E-05		3.45E-04		1.98E-03		1.21E-06		0.00E+00		9.74E-04		1.42E-05		1.00E-06		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		6.72E-08		4.91E-08		-0.72		-0.88		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.63		-2.19		-1.91		-148.11		-148.36		0.0031811205		143.8115096857		0.9998487567		-7.1716326854		-0.0003032792		1.0000052559		0.0019627863		0.0022660639		68		7.20		0.04		0.10		0.10		0.35

		6		react		1		70		7.19		14.53		10.0		2.00E-03		2.34E-03		2.34E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		3.87E-05		3.47E-04		1.98E-03		1.20E-06		0.00E+00		9.74E-04		1.42E-05		9.99E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		6.76E-08		4.89E-08		-0.73		-0.88		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.65		-2.19		-1.91		-148.07		-148.32		0.0031811287		143.811984308		0.9998487688		-7.1716003968		-0.0003032792		1.0000052855		0.0019627957		0.0022660733		69		7.19		0.04		0.10		0.10		0.35

		6		react		1		71		7.19		14.53		10.0		2.00E-03		2.35E-03		2.35E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		3.71E-05		3.48E-04		1.98E-03		1.20E-06		0.00E+00		9.74E-04		1.42E-05		9.95E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		6.79E-08		4.87E-08		-0.73		-0.88		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.66		-2.19		-1.91		-148.03		-148.28		0.0031811365		143.8124387249		0.9998487806		-7.171569521		-0.0003032792		1.000005314		0.0019628048		0.0022660824		70		7.19		0.04		0.10		0.10		0.35

		6		react		1		72		7.19		14.53		10.0		2.00E-03		2.35E-03		2.35E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		3.56E-05		3.50E-04		1.98E-03		1.19E-06		0.00E+00		9.74E-04		1.42E-05		9.90E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		6.82E-08		4.85E-08		-0.73		-0.88		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.68		-2.19		-1.91		-147.99		-148.24		0.003181144		143.8128737838		0.9998487919		-7.1715399959		-0.0003032792		1.0000053416		0.0019628134		0.002266091		71		7.19		0.04		0.10		0.10		0.35

		6		react		1		73		7.19		14.52		10.0		2.00E-03		2.35E-03		2.35E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		3.41E-05		3.51E-04		1.98E-03		1.19E-06		0.00E+00		9.74E-04		1.42E-05		9.86E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		6.84E-08		4.83E-08		-0.73		-0.89		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.70		-2.19		-1.91		-147.95		-148.20		0.0031811512		143.8132902954		0.9998488028		-7.1715117622		-0.0003032792		1.0000053682		0.0019628217		0.0022660993		72		7.19		0.03		0.10		0.10		0.35

		6		react		1		74		7.19		14.52		10.0		2.00E-03		2.35E-03		2.35E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		3.27E-05		3.53E-04		1.98E-03		1.18E-06		0.00E+00		9.74E-04		1.42E-05		9.82E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		6.87E-08		4.81E-08		-0.73		-0.89		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.72		-2.19		-1.91		-147.91		-148.16		0.003181158		143.8136890355		0.9998488133		-7.1714847633		-0.0003032792		1.0000053938		0.0019628296		0.0022661072		73		7.19		0.03		0.10		0.10		0.35

		6		react		1		75		7.19		14.52		10.0		2.00E-03		2.35E-03		2.35E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		3.13E-05		3.54E-04		1.98E-03		1.18E-06		0.00E+00		9.74E-04		1.42E-05		9.78E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		6.90E-08		4.79E-08		-0.73		-0.89		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.74		-2.18		-1.91		-147.87		-148.11		0.0031811646		143.8140707465		0.9998488234		-7.1714589454		-0.0003032792		1.0000054185		0.0019628372		0.0022661147		74		7.19		0.03		0.10		0.10		0.35

		6		react		1		76		7.18		14.51		10.0		2.00E-03		2.35E-03		2.35E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		3.00E-05		3.55E-04		1.98E-03		1.17E-06		0.00E+00		9.74E-04		1.42E-05		9.75E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		6.92E-08		4.77E-08		-0.74		-0.89		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.76		-2.18		-1.91		-147.83		-148.07		0.0031811708		143.8144361395		0.9998488332		-7.1714342569		-0.0003032792		1.0000054423		0.0019628444		0.002266122		75		7.18		0.03		0.10		0.10		0.36

		6		react		1		77		7.18		14.51		10.0		2.00E-03		2.35E-03		2.35E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		2.87E-05		3.57E-04		1.98E-03		1.17E-06		0.00E+00		9.74E-04		1.42E-05		9.71E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		6.95E-08		4.75E-08		-0.74		-0.89		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.78		-2.18		-1.91		-147.80		-148.03		0.0031811768		143.8147858955		0.9998488425		-7.1714106487		-0.0003032792		1.0000054652		0.0019628513		0.0022661289		76		7.18		0.03		0.10		0.10		0.36

		6		react		1		78		7.18		14.51		10.0		2.00E-03		2.36E-03		2.36E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		2.74E-05		3.58E-04		1.98E-03		1.17E-06		0.00E+00		9.74E-04		1.42E-05		9.68E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		6.97E-08		4.74E-08		-0.74		-0.89		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.80		-2.18		-1.91		-147.76		-147.99		0.0031811825		143.8151206671		0.9998488516		-7.1713880739		-0.0003032792		1.0000054872		0.001962858		0.0022661355		77		7.18		0.03		0.10		0.10		0.36

		6		react		1		79		7.18		14.50		10.0		2.00E-03		2.36E-03		2.36E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		2.63E-05		3.59E-04		1.98E-03		1.16E-06		0.00E+00		9.74E-04		1.42E-05		9.65E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.00E-08		4.72E-08		-0.74		-0.90		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.81		-2.18		-1.91		-147.72		-147.95		0.003181188		143.8154410797		0.9998488603		-7.1713664876		-0.0003032792		1.0000055084		0.0019628643		0.0022661418		78		7.18		0.03		0.10		0.10		0.36

		6		react		1		80		7.18		14.50		10.0		2.00E-03		2.36E-03		2.36E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		2.51E-05		3.60E-04		1.98E-03		1.16E-06		0.00E+00		9.74E-04		1.42E-05		9.62E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.02E-08		4.71E-08		-0.74		-0.90		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.83		-2.18		-1.91		-147.68		-147.91		0.0031811932		143.8157477329		0.9998488687		-7.1713458469		-0.0003032792		1.0000055288		0.0019628703		0.0022661478		79		7.18		0.03		0.10		0.10		0.36

		6		react		1		81		7.18		14.50		10.0		2.00E-03		2.36E-03		2.36E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		2.40E-05		3.61E-04		1.98E-03		1.15E-06		0.00E+00		9.74E-04		1.42E-05		9.59E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.04E-08		4.69E-08		-0.74		-0.90		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.85		-2.17		-1.91		-147.64		-147.87		0.0031811982		143.8160412016		0.9998488767		-7.1713261108		-0.0003032792		1.0000055484		0.0019628761		0.0022661536		80		7.18		0.02		0.10		0.10		0.36

		6		react		1		82		7.18		14.49		10.0		2.00E-03		2.36E-03		2.36E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		2.30E-05		3.62E-04		1.98E-03		1.15E-06		0.00E+00		9.74E-04		1.42E-05		9.56E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.06E-08		4.68E-08		-0.74		-0.90		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.87		-2.17		-1.91		-147.60		-147.83		0.003181203		143.8163220369		0.9998488844		-7.1713072401		-0.0003032792		1.0000055673		0.0019628816		0.0022661591		81		7.18		0.02		0.10		0.10		0.36

		6		react		1		83		7.17		14.49		10.0		2.00E-03		2.36E-03		2.36E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		2.20E-05		3.63E-04		1.98E-03		1.15E-06		0.00E+00		9.74E-04		1.42E-05		9.54E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.08E-08		4.67E-08		-0.75		-0.90		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.89		-2.17		-1.91		-147.56		-147.78		0.0031812076		143.8165907676		0.9998488919		-7.1712891973		-0.0003032792		1.0000055855		0.0019628869		0.0022661644		82		7.17		0.02		0.10		0.10		0.36

		6		react		1		84		7.17		14.49		10.0		2.00E-03		2.36E-03		2.36E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		2.10E-05		3.64E-04		1.98E-03		1.14E-06		0.00E+00		9.74E-04		1.42E-05		9.51E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.10E-08		4.66E-08		-0.75		-0.90		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.91		-2.17		-1.91		-147.51		-147.74		0.003181212		143.8168479008		0.999848899		-7.1712719466		-0.0003032792		1.0000056029		0.001962892		0.0022661695		83		7.17		0.02		0.10		0.10		0.36

		6		react		1		85		7.17		14.48		10.0		2.00E-03		2.36E-03		2.36E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		2.00E-05		3.65E-04		1.98E-03		1.14E-06		0.00E+00		9.74E-04		1.42E-05		9.49E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.12E-08		4.64E-08		-0.75		-0.90		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.93		-2.17		-1.91		-147.47		-147.70		0.0031812161		143.8170939229		0.9998489059		-7.1712554537		-0.0003032792		1.0000056197		0.0019628968		0.0022661743		84		7.17		0.02		0.10		0.10		0.37

		6		react		1		86		7.17		14.48		10.0		2.00E-03		2.36E-03		2.36E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.91E-05		3.66E-04		1.98E-03		1.14E-06		0.00E+00		9.74E-04		1.42E-05		9.46E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.13E-08		4.63E-08		-0.75		-0.90		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.95		-2.17		-1.91		-147.43		-147.66		0.0031812201		143.8173293004		0.9998489125		-7.1712396857		-0.0003032792		1.0000056358		0.0019629014		0.0022661789		85		7.17		0.02		0.10		0.10		0.37

		6		react		1		87		7.17		14.47		10.0		2.00E-03		2.36E-03		2.36E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.83E-05		3.67E-04		1.98E-03		1.14E-06		0.00E+00		9.74E-04		1.42E-05		9.44E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.15E-08		4.62E-08		-0.75		-0.90		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.97		-2.17		-1.91		-147.39		-147.62		0.003181224		143.8175544811		0.9998489188		-7.1712246112		-0.0003032792		1.0000056512		0.0019629058		0.0022661833		86		7.17		0.02		0.10		0.10		0.37

		6		react		1		88		7.17		14.47		10.0		2.00E-03		2.37E-03		2.37E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.75E-05		3.68E-04		1.98E-03		1.13E-06		0.00E+00		9.74E-04		1.42E-05		9.42E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.17E-08		4.61E-08		-0.75		-0.91		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1.99		-2.17		-1.91		-147.35		-147.57		0.0031812276		143.8177698944		0.9998489249		-7.1712102001		-0.0003032792		1.0000056661		0.00196291		0.0022661875		87		7.17		0.02		0.10		0.10		0.37

		6		react		1		89		7.17		14.47		10.0		2.00E-03		2.37E-03		2.37E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.67E-05		3.69E-04		1.98E-03		1.13E-06		0.00E+00		9.74E-04		1.42E-05		9.40E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.18E-08		4.60E-08		-0.75		-0.91		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.01		-2.17		-1.91		-147.31		-147.53		0.0031812311		143.8179776461		0.9998489308		-7.1711963106		-0.0003032792		1.0000056804		0.0019629141		0.0022661916		88		7.17		0.02		0.10		0.10		0.37

		6		react		1		90		7.17		14.46		10.0		2.00E-03		2.37E-03		2.37E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.59E-05		3.69E-04		1.98E-03		1.13E-06		0.00E+00		9.74E-04		1.42E-05		9.38E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.20E-08		4.59E-08		-0.75		-0.91		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.03		-2.17		-1.91		-147.27		-147.49		0.0031812345		143.8181762979		0.9998489365		-7.1711830376		-0.0003032792		1.0000056942		0.001962918		0.0022661955		89		7.17		0.02		0.10		0.10		0.37

		6		react		1		91		7.17		14.46		10.0		2.00E-03		2.37E-03		2.37E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.51E-05		3.70E-04		1.98E-03		1.13E-06		0.00E+00		9.74E-04		1.42E-05		9.36E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.21E-08		4.58E-08		-0.75		-0.91		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.05		-2.16		-1.91		-147.22		-147.45		0.0031812377		143.818366237		0.9998489419		-7.1711703543		-0.0003032792		1.0000057074		0.0019629217		0.0022661992		90		7.17		0.02		0.10		0.10		0.37

		6		react		1		92		7.17		14.45		10.0		2.00E-03		2.37E-03		2.37E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.44E-05		3.71E-04		1.98E-03		1.12E-06		0.00E+00		9.74E-04		1.42E-05		9.34E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.22E-08		4.57E-08		-0.75		-0.91		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.07		-2.16		-1.91		-147.18		-147.40		0.0031812408		143.818547835		0.9998489471		-7.1711582349		-0.0003032792		1.0000057201		0.0019629253		0.0022662027		91		7.17		0.01		0.10		0.10		0.37

		6		react		1		93		7.16		14.45		10.0		2.00E-03		2.37E-03		2.37E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.38E-05		3.72E-04		1.98E-03		1.12E-06		0.00E+00		9.74E-04		1.42E-05		9.33E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.24E-08		4.57E-08		-0.76		-0.91		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.10		-2.16		-1.91		-147.14		-147.36		0.0031812437		143.8187214479		0.9998489521		-7.1711466548		-0.0003032792		1.0000057323		0.0019629287		0.0022662061		92		7.16		0.01		0.10		0.10		0.37

		6		react		1		94		7.16		14.44		10.0		2.00E-03		2.37E-03		2.37E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.31E-05		3.72E-04		1.98E-03		1.12E-06		0.00E+00		9.74E-04		1.42E-05		9.31E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.25E-08		4.56E-08		-0.76		-0.91		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.12		-2.16		-1.91		-147.10		-147.32		0.0031812465		143.8188874073		0.9998489568		-7.171135591		-0.0003032792		1.0000057439		0.0019629319		0.0022662093		93		7.16		0.01		0.10		0.10		0.37

		6		react		1		95		7.16		14.44		10.0		2.00E-03		2.37E-03		2.37E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.25E-05		3.73E-04		1.98E-03		1.12E-06		0.00E+00		9.74E-04		1.42E-05		9.30E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.26E-08		4.55E-08		-0.76		-0.91		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.14		-2.16		-1.91		-147.05		-147.27		0.0031812492		143.8190460518		0.9998489614		-7.1711250202		-0.0003032792		1.0000057551		0.001962935		0.0022662124		94		7.16		0.01		0.10		0.10		0.37

		6		react		1		96		7.16		14.43		10.0		2.00E-03		2.37E-03		2.37E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.19E-05		3.73E-04		1.98E-03		1.12E-06		0.00E+00		9.74E-04		1.42E-05		9.28E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.27E-08		4.54E-08		-0.76		-0.91		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.16		-2.16		-1.91		-147.01		-147.23		0.0031812517		143.8191976954		0.9998489658		-7.1711149207		-0.0003032792		1.0000057658		0.0019629379		0.0022662154		95		7.16		0.01		0.10		0.10		0.37

		6		react		1		97		7.16		14.43		10.0		2.00E-03		2.37E-03		2.37E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.13E-05		3.74E-04		1.98E-03		1.12E-06		0.00E+00		9.74E-04		1.42E-05		9.27E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.28E-08		4.54E-08		-0.76		-0.91		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.18		-2.16		-1.91		-146.97		-147.18		0.0031812542		143.8193426393		0.99984897		-7.171105272		-0.0003032792		1.0000057761		0.0019629408		0.0022662182		96		7.16		0.01		0.10		0.10		0.37

		6		react		1		98		7.16		14.43		10.0		2.00E-03		2.37E-03		2.37E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.08E-05		3.74E-04		1.98E-03		1.11E-06		0.00E+00		9.74E-04		1.42E-05		9.25E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.30E-08		4.53E-08		-0.76		-0.91		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.20		-2.16		-1.91		-146.92		-147.14		0.0031812565		143.8194811724		0.999848974		-7.1710960541		-0.0003032792		1.0000057859		0.0019629435		0.0022662209		97		7.16		0.01		0.10		0.10		0.37

		6		react		1		99		7.16		14.42		10.0		2.00E-03		2.37E-03		2.37E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.02E-05		3.75E-04		1.98E-03		1.11E-06		0.00E+00		9.74E-04		1.42E-05		9.24E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.31E-08		4.52E-08		-0.76		-0.91		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.22		-2.16		-1.91		-146.88		-147.09		0.0031812588		143.8196135712		0.9998489779		-7.1710872481		-0.0003032792		1.0000057954		0.001962946		0.0022662235		98		7.16		0.01		0.10		0.10		0.38

		6		react		1		100		7.16		14.42		10.0		2.00E-03		2.37E-03		2.37E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		9.74E-06		3.76E-04		1.98E-03		1.11E-06		0.00E+00		9.74E-04		1.42E-05		9.23E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.31E-08		4.52E-08		-0.76		-0.91		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.25		-2.16		-1.91		-146.83		-147.05		0.0031812609		143.8197401013		0.9998489816		-7.1710788359		-0.0003032792		1.0000058044		0.0019629485		0.0022662259		99		7.16		0.01		0.10		0.10		0.38

		6		react		1		101		7.16		14.41		10.0		2.00E-03		2.37E-03		2.37E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		9.25E-06		3.76E-04		1.98E-03		1.11E-06		0.00E+00		9.74E-04		1.42E-05		9.22E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.32E-08		4.51E-08		-0.76		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.27		-2.16		-1.91		-146.79		-147.00		0.0031812629		143.8198610169		0.9998489851		-7.1710708002		-0.0003032792		1.000005813		0.0019629509		0.0022662283		100		7.16		0.01		0.10		0.10		0.38

		6		react		1		102		7.16		14.41		10.0		2.00E-03		2.37E-03		2.37E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		8.79E-06		3.76E-04		1.98E-03		1.11E-06		0.00E+00		9.74E-04		1.42E-05		9.21E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.33E-08		4.51E-08		-0.76		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.29		-2.16		-1.91		-146.74		-146.96		0.0031812649		143.8199765616		0.9998489885		-7.1710631242		-0.0003032792		1.0000058213		0.0019629531		0.0022662305		101		7.16		0.01		0.10		0.10		0.38

		6		react		1		103		7.16		14.40		10.0		2.00E-03		2.37E-03		2.37E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		8.35E-06		3.77E-04		1.98E-03		1.11E-06		0.00E+00		9.74E-04		1.42E-05		9.20E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.34E-08		4.50E-08		-0.76		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.31		-2.16		-1.91		-146.70		-146.91		0.0031812667		143.8200869907		0.9998489918		-7.1710557908		-0.0003032792		1.0000058292		0.0019629553		0.0022662327		102		7.16		0.01		0.10		0.10		0.38

		6		react		1		104		7.16		14.40		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		7.93E-06		3.77E-04		1.98E-03		1.11E-06		0.00E+00		9.74E-04		1.42E-05		9.18E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.35E-08		4.50E-08		-0.76		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.33		-2.16		-1.91		-146.65		-146.87		0.0031812685		143.8201925044		0.9998489949		-7.1710487861		-0.0003032792		1.0000058368		0.0019629573		0.0022662347		103		7.16		0.01		0.10		0.10		0.38

		6		react		1		105		7.16		14.39		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		7.52E-06		3.78E-04		1.98E-03		1.10E-06		0.00E+00		9.74E-04		1.42E-05		9.18E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.36E-08		4.49E-08		-0.76		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.36		-2.16		-1.91		-146.61		-146.82		0.0031812702		143.8202933173		0.9998489979		-7.1710420958		-0.0003032792		1.0000058441		0.0019629593		0.0022662367		104		7.16		0.01		0.10		0.10		0.38

		6		react		1		106		7.16		14.38		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		7.13E-06		3.78E-04		1.98E-03		1.10E-06		0.00E+00		9.74E-04		1.42E-05		9.17E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.37E-08		4.49E-08		-0.76		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.38		-2.15		-1.91		-146.56		-146.77		0.0031812718		143.8203896347		0.9998490007		-7.1710357058		-0.0003032792		1.000005851		0.0019629611		0.0022662386		105		7.16		0.01		0.10		0.10		0.38

		6		react		1		107		7.16		14.38		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		6.76E-06		3.78E-04		1.98E-03		1.10E-06		0.00E+00		9.74E-04		1.42E-05		9.16E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.37E-08		4.48E-08		-0.76		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.40		-2.15		-1.91		-146.51		-146.73		0.0031812734		143.8204816534		0.9998490034		-7.1710296029		-0.0003032792		1.0000058576		0.0019629629		0.0022662403		106		7.16		0.01		0.10		0.10		0.38

		6		react		1		108		7.16		14.37		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		6.41E-06		3.79E-04		1.98E-03		1.10E-06		0.00E+00		9.74E-04		1.42E-05		9.15E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.38E-08		4.48E-08		-0.76		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.43		-2.15		-1.91		-146.47		-146.68		0.0031812748		143.8205695617		0.999849006		-7.1710237742		-0.0003032792		1.000005864		0.0019629646		0.002266242		107		7.16		0.01		0.10		0.10		0.38

		6		react		1		109		7.16		14.37		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		6.07E-06		3.79E-04		1.98E-03		1.10E-06		0.00E+00		9.74E-04		1.42E-05		9.14E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.39E-08		4.47E-08		-0.76		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.45		-2.15		-1.91		-146.42		-146.63		0.0031812763		143.8206535401		0.9998490085		-7.1710182077		-0.0003032792		1.0000058701		0.0019629663		0.0022662437		108		7.16		0.01		0.10		0.10		0.38

		6		react		1		110		7.16		14.36		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		5.74E-06		3.79E-04		1.98E-03		1.10E-06		0.00E+00		9.74E-04		1.42E-05		9.13E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.39E-08		4.47E-08		-0.76		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.47		-2.15		-1.91		-146.37		-146.58		0.0031812776		143.8207337613		0.9998490109		-7.1710128917		-0.0003032792		1.0000058759		0.0019629678		0.0022662452		109		7.16		0.01		0.10		0.10		0.38

		6		react		1		111		7.15		14.36		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		5.43E-06		3.80E-04		1.98E-03		1.10E-06		0.00E+00		9.74E-04		1.42E-05		9.13E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.40E-08		4.47E-08		-0.76		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.50		-2.15		-1.91		-146.32		-146.53		0.0031812789		143.8208103906		0.9998490132		-7.1710078149		-0.0003032792		1.0000058815		0.0019629693		0.0022662467		110		7.15		0.01		0.10		0.10		0.38

		6		react		1		112		7.15		14.35		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		5.14E-06		3.80E-04		1.98E-03		1.10E-06		0.00E+00		9.74E-04		1.42E-05		9.12E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.40E-08		4.46E-08		-0.76		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.52		-2.15		-1.91		-146.27		-146.48		0.0031812801		143.8208835866		0.9998490154		-7.1710029668		-0.0003032792		1.0000058868		0.0019629707		0.0022662481		111		7.15		0.01		0.10		0.10		0.38

		6		react		1		113		7.15		14.35		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		4.85E-06		3.80E-04		1.98E-03		1.10E-06		0.00E+00		9.74E-04		1.42E-05		9.11E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.41E-08		4.46E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.55		-2.15		-1.91		-146.22		-146.43		0.0031812813		143.8209535005		0.9998490175		-7.1709983371		-0.0003032792		1.0000058919		0.0019629721		0.0022662495		112		7.15		0.00		0.10		0.10		0.38

		6		react		1		114		7.15		14.34		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		4.58E-06		3.81E-04		1.98E-03		1.10E-06		0.00E+00		9.74E-04		1.42E-05		9.11E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.41E-08		4.46E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.57		-2.15		-1.91		-146.17		-146.38		0.0031812824		143.8210202776		0.9998490195		-7.1709939162		-0.0003032792		1.0000058968		0.0019629734		0.0022662508		113		7.15		0.00		0.10		0.10		0.38

		6		react		1		115		7.15		14.33		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		4.32E-06		3.81E-04		1.98E-03		1.10E-06		0.00E+00		9.74E-04		1.42E-05		9.10E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.42E-08		4.45E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.60		-2.15		-1.91		-146.12		-146.33		0.0031812835		143.8210840566		0.9998490214		-7.1709896946		-0.0003032792		1.0000059014		0.0019629746		0.002266252		114		7.15		0.00		0.10		0.10		0.38

		6		react		1		116		7.15		14.33		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		4.07E-06		3.81E-04		1.98E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.09E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.42E-08		4.45E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.62		-2.15		-1.91		-146.07		-146.28		0.0031812845		143.8211449702		0.9998490232		-7.1709856636		-0.0003032792		1.0000059059		0.0019629758		0.0022662532		115		7.15		0.00		0.10		0.10		0.38

		6		react		1		117		7.15		14.32		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		3.83E-06		3.81E-04		1.98E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.09E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.43E-08		4.45E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.65		-2.15		-1.91		-146.02		-146.23		0.0031812855		143.8212031456		0.9998490249		-7.1709818144		-0.0003032792		1.0000059101		0.0019629769		0.0022662543		116		7.15		0.00		0.10		0.10		0.38

		6		react		1		118		7.15		14.31		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		3.61E-06		3.82E-04		1.98E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.08E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.43E-08		4.44E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.68		-2.15		-1.91		-145.97		-146.17		0.0031812864		143.8212587044		0.9998490266		-7.1709781391		-0.0003032792		1.0000059142		0.001962978		0.0022662554		117		7.15		0.00		0.10		0.10		0.38

		6		react		1		119		7.15		14.31		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		3.39E-06		3.82E-04		1.98E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.08E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.44E-08		4.44E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.70		-2.15		-1.91		-145.91		-146.12		0.0031812873		143.8213117628		0.9998490282		-7.1709746299		-0.0003032792		1.0000059181		0.001962979		0.0022662564		118		7.15		0.00		0.10		0.10		0.38

		6		react		1		120		7.15		14.30		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		3.18E-06		3.82E-04		1.98E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.07E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.44E-08		4.44E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.73		-2.15		-1.91		-145.86		-146.06		0.0031812882		143.8213631044		0.9998490297		-7.1709712347		-0.0003032792		1.0000059219		0.00196298		0.0022662574		119		7.15		0.00		0.10		0.10		0.38

		6		react		1		121		7.15		14.29		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		2.98E-06		3.82E-04		1.98E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.07E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.45E-08		4.44E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.76		-2.15		-1.91		-145.80		-146.01		0.003181289		143.821412103		0.9998490312		-7.170967995		-0.0003032792		1.0000059254		0.001962981		0.0022662584		120		7.15		0.00		0.10		0.10		0.38

		6		react		1		122		7.15		14.29		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		2.79E-06		3.82E-04		1.98E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.06E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.45E-08		4.44E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.79		-2.15		-1.91		-145.74		-145.95		0.0031812898		143.8214588644		0.9998490326		-7.1709649038		-0.0003032792		1.0000059289		0.0019629819		0.0022662593		121		7.15		0.00		0.10		0.10		0.38

		6		react		1		123		7.15		14.28		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		2.60E-06		3.83E-04		1.98E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.06E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.45E-08		4.43E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.82		-2.15		-1.91		-145.68		-145.89		0.0031812905		143.8215034897		0.999849034		-7.1709619542		-0.0003032792		1.0000059322		0.0019629827		0.0022662601		122		7.15		0.00		0.10		0.10		0.38

		6		react		1		124		7.15		14.27		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		2.43E-06		3.83E-04		1.98E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.05E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.46E-08		4.43E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.85		-2.15		-1.91		-145.62		-145.83		0.0031812912		143.8215460754		0.9998490352		-7.1709591398		-0.0003032792		1.0000059353		0.0019629836		0.0022662609		123		7.15		0.00		0.10		0.10		0.38

		6		react		1		125		7.15		14.27		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		2.26E-06		3.83E-04		1.98E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.05E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.46E-08		4.43E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.88		-2.15		-1.91		-145.56		-145.76		0.0031812919		143.8215867139		0.9998490365		-7.1709564544		-0.0003032792		1.0000059383		0.0019629843		0.0022662617		124		7.15		0.00		0.10		0.10		0.38

		6		react		1		126		7.15		14.26		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		2.10E-06		3.83E-04		1.98E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.05E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.46E-08		4.43E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.91		-2.15		-1.91		-145.49		-145.70		0.0031812925		143.8216254932		0.9998490376		-7.1709538923		-0.0003032792		1.0000059411		0.0019629851		0.0022662625		125		7.15		0.00		0.10		0.10		0.38

		6		react		1		127		7.15		14.25		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.95E-06		3.83E-04		1.98E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.04E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.47E-08		4.43E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.94		-2.15		-1.91		-145.43		-145.64		0.0031812932		143.8216624978		0.9998490388		-7.1709514477		-0.0003032792		1.0000059439		0.0019629858		0.0022662632		126		7.15		0.00		0.10		0.10		0.38

		6		react		1		128		7.15		14.24		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.80E-06		3.83E-04		1.98E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.04E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.47E-08		4.42E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-2.98		-2.15		-1.91		-145.36		-145.57		0.0031812938		143.821697808		0.9998490398		-7.1709491153		-0.0003032792		1.0000059465		0.0019629865		0.0022662639		127		7.15		0.00		0.10		0.10		0.38

		6		react		1		129		7.15		14.23		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.67E-06		3.84E-04		1.98E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.04E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.47E-08		4.42E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-3.01		-2.15		-1.91		-145.29		-145.50		0.0031812943		143.8217315009		0.9998490408		-7.17094689		-0.0003032792		1.000005949		0.0019629871		0.0022662645		128		7.15		0.00		0.10		0.10		0.38

		6		react		1		130		7.15		14.22		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.53E-06		3.84E-04		1.98E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.03E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.47E-08		4.42E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-3.05		-2.15		-1.91		-145.22		-145.43		0.0031812949		143.82176365		0.9998490418		-7.1709447669		-0.0003032792		1.0000059513		0.0019629878		0.0022662651		129		7.15		0.00		0.10		0.10		0.38

		6		react		1		131		7.15		14.22		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.41E-06		3.84E-04		1.98E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.03E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.48E-08		4.42E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-3.09		-2.15		-1.91		-145.14		-145.35		0.0031812954		143.8217943254		0.9998490428		-7.1709427414		-0.0003032792		1.0000059536		0.0019629883		0.0022662657		130		7.15		0.00		0.10		0.10		0.38

		6		react		1		132		7.15		14.21		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.29E-06		3.84E-04		1.98E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.03E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.48E-08		4.42E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-3.12		-2.15		-1.91		-145.07		-145.27		0.0031812959		143.8218235943		0.9998490436		-7.1709408089		-0.0003032792		1.0000059558		0.0019629889		0.0022662663		131		7.15		0.00		0.10		0.10		0.38

		6		react		1		133		7.15		14.20		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.17E-06		3.84E-04		1.98E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.03E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.48E-08		4.42E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-3.17		-2.15		-1.91		-144.99		-145.19		0.0031812963		143.8218515206		0.9998490445		-7.1709389652		-0.0003032792		1.0000059578		0.0019629895		0.0022662668		132		7.15		0.00		0.10		0.10		0.38

		6		react		1		134		7.15		14.18		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.06E-06		3.84E-04		1.98E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.02E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.48E-08		4.42E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-3.21		-2.15		-1.91		-144.90		-145.10		0.0031812968		143.8218781655		0.9998490453		-7.1709372063		-0.0003032792		1.0000059598		0.00196299		0.0022662674		133		7.15		0.00		0.10		0.10		0.38

		6		react		1		135		7.15		14.17		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		9.56E-07		3.84E-04		1.98E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.02E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.48E-08		4.41E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-3.25		-2.15		-1.91		-144.81		-145.01		0.0031812972		143.8219035876		0.9998490461		-7.1709355282		-0.0003032792		1.0000059617		0.0019629905		0.0022662678		134		7.15		0.00		0.10		0.10		0.38

		6		react		1		136		7.15		14.16		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		8.55E-07		3.84E-04		1.98E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.02E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.49E-08		4.41E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-3.30		-2.15		-1.91		-144.71		-144.92		0.0031812976		143.8219278425		0.9998490468		-7.1709339273		-0.0003032792		1.0000059635		0.0019629909		0.0022662683		135		7.15		0.00		0.10		0.10		0.38

		6		react		1		137		7.15		14.15		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		7.60E-07		3.84E-04		1.98E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.02E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.49E-08		4.41E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-3.35		-2.15		-1.91		-144.61		-144.81		0.003181298		143.8219509836		0.9998490475		-7.1709324001		-0.0003032792		1.0000059652		0.0019629914		0.0022662688		136		7.15		0.00		0.10		0.10		0.38

		6		react		1		138		7.15		14.14		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		6.68E-07		3.85E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.49E-08		4.41E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-3.41		-2.15		-1.91		-144.50		-144.70		0.0031812984		143.8219730618		0.9998490482		-7.1709309431		-0.0003032792		1.0000059668		0.0019629918		0.0022662692		137		7.15		0.00		0.10		0.10		0.38

		6		react		1		139		7.15		14.12		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		5.81E-07		3.85E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.49E-08		4.41E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-3.47		-2.15		-1.91		-144.38		-144.58		0.0031812987		143.8219941257		0.9998490488		-7.1709295531		-0.0003032792		1.0000059684		0.0019629922		0.0022662696		138		7.15		0.00		0.10		0.10		0.38

		6		react		1		140		7.15		14.10		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		4.98E-07		3.85E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.49E-08		4.41E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-3.54		-2.15		-1.91		-144.24		-144.45		0.003181299		143.8220142217		0.9998490494		-7.1709282272		-0.0003032792		1.0000059699		0.0019629926		0.00226627		139		7.15		0.00		0.10		0.10		0.38

		6		react		1		141		7.15		14.08		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		4.19E-07		3.85E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.41E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-3.61		-2.15		-1.91		-144.09		-144.30		0.0031812994		143.8220333941		0.99984905		-7.1709269622		-0.0003032792		1.0000059713		0.001962993		0.0022662704		140		7.15		0.00		0.10		0.10		0.38

		6		react		1		142		7.15		14.06		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		3.43E-07		3.85E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.41E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-3.70		-2.15		-1.91		-143.92		-144.12		0.0031812997		143.8220516853		0.9998490506		-7.1709257554		-0.0003032792		1.0000059727		0.0019629933		0.0022662707		141		7.15		0.00		0.10		0.10		0.38

		6		react		1		143		7.15		14.04		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		2.71E-07		3.85E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.41E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-3.80		-2.15		-1.91		-143.71		-143.92		0.0031813		143.8220691359		0.9998490511		-7.1709246042		-0.0003032792		1.000005974		0.0019629937		0.002266271		142		7.15		0.00		0.10		0.10		0.38

		6		react		1		144		7.15		14.01		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		2.02E-07		3.85E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.41E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-3.93		-2.15		-1.91		-143.46		-143.66		0.0031813002		143.8220857846		0.9998490516		-7.170923506		-0.0003032792		1.0000059752		0.001962994		0.0022662714		143		7.15		0.00		0.10		0.10		0.38

		6		react		1		145		7.15		13.96		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.36E-07		3.85E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-4.10		-2.15		-1.91		-143.12		-143.32		0.0031813005		143.8221016689		0.9998490521		-7.1709224582		-0.0003032792		1.0000059764		0.0019629943		0.0022662717		144		7.15		0.00		0.10		0.10		0.39

		6		react		1		146		7.15		13.90		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		7.43E-08		3.85E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-4.36		-2.15		-1.91		-142.59		-142.79		0.0031813008		143.8221168251		0.9998490526		-7.1709214584		-0.0003032792		1.0000059775		0.0019629946		0.002266272		145		7.15		0.00		0.10		0.10		0.39

		6		react		1		147		7.15		13.72		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		1.47E-08		3.85E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-5.07		-2.15		-1.91		-141.18		-141.39		0.003181301		143.8221312494		0.999849053		-7.1709205042		-0.0003032792		1.0000059786		0.0019629949		0.0022662722		146		7.15		0.00		0.10		0.10		0.39

		6		react		1		148		7.15		13.31		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		1.00E-04		3.40E-10		3.85E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-6.70		-2.15		-1.91		-137.91		-138.11		0.0031813006		143.8215067843		0.9998490533		-7.1709211474		-0.0003032792		1.0000059793		0.0019629947		0.002266272		147		7.15		0.00		0.10		0.10		0.39

		6		react		1		149		7.15		13.28		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.99E-05		2.43E-10		3.85E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-6.85		-2.15		-1.91		-137.62		-137.82		0.0031812999		143.8206793514		0.9998490535		-7.1709222951		-0.0003032792		1.0000059799		0.0019629943		0.0022662717		148		7.15		0.00		0.10		0.10		0.39

		6		react		1		150		7.15		13.26		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.99E-05		2.03E-10		3.85E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-6.93		-2.15		-1.91		-137.46		-137.66		0.0031812993		143.819851362		0.9998490538		-7.1709234444		-0.0003032792		1.0000059805		0.001962994		0.0022662714		149		7.15		0.00		0.10		0.10		0.39

		6		react		1		151		7.15		13.24		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.98E-05		1.79E-10		3.85E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-6.98		-2.15		-1.91		-137.35		-137.56		0.0031812986		143.8190233824		0.999849054		-7.1709245939		-0.0003032792		1.0000059812		0.0019629936		0.002266271		150		7.15		0.00		0.10		0.10		0.39

		6		react		1		152		7.15		13.23		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.98E-05		1.63E-10		3.85E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.02		-2.15		-1.91		-137.27		-137.47		0.003181298		143.8181955347		0.9998490543		-7.1709257434		-0.0003032792		1.0000059818		0.0019629933		0.0022662707		151		7.15		0.00		0.10		0.10		0.39

		6		react		1		153		7.15		13.22		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.97E-05		1.51E-10		3.85E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.06		-2.15		-1.91		-137.20		-137.41		0.0031812973		143.8173678634		0.9998490545		-7.1709268927		-0.0003032792		1.0000059824		0.001962993		0.0022662703		152		7.15		0.00		0.10		0.10		0.39

		6		react		1		154		7.15		13.22		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.97E-05		1.41E-10		3.85E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.08		-2.15		-1.91		-137.15		-137.35		0.0031812967		143.8165403889		0.9998490548		-7.1709280418		-0.0003032792		1.000005983		0.0019629926		0.00226627		153		7.15		0.00		0.10		0.10		0.39

		6		react		1		155		7.15		13.21		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.97E-05		1.34E-10		3.85E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.11		-2.15		-1.91		-137.10		-137.30		0.003181296		143.8157131219		0.999849055		-7.1709291906		-0.0003032792		1.0000059836		0.0019629923		0.0022662697		154		7.15		0.00		0.10		0.10		0.39

		6		react		1		156		7.15		13.21		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.96E-05		1.27E-10		3.85E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.13		-2.15		-1.91		-137.06		-137.26		0.0031812954		143.8148860687		0.9998490553		-7.1709303391		-0.0003032792		1.0000059842		0.0019629919		0.0022662693		155		7.15		0.00		0.10		0.10		0.39

		6		react		1		157		7.15		13.20		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.96E-05		1.22E-10		3.85E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.15		-2.15		-1.91		-137.02		-137.22		0.0031812947		143.8140592335		0.9998490555		-7.1709314874		-0.0003032792		1.0000059848		0.0019629916		0.002266269		156		7.15		0.00		0.10		0.10		0.39

		6		react		1		158		7.15		13.20		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.95E-05		1.17E-10		3.85E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.16		-2.15		-1.91		-136.99		-137.19		0.0031812941		143.8132326186		0.9998490558		-7.1709326353		-0.0003032792		1.0000059854		0.0019629913		0.0022662686		157		7.15		0.00		0.10		0.10		0.39

		6		react		1		159		7.15		13.19		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.95E-05		1.13E-10		3.85E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.18		-2.15		-1.91		-136.95		-137.16		0.0031812934		143.8124062261		0.999849056		-7.170933783		-0.0003032792		1.0000059861		0.0019629909		0.0022662683		158		7.15		0.00		0.10		0.10		0.39

		6		react		1		160		7.15		13.19		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.94E-05		1.09E-10		3.85E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.19		-2.15		-1.91		-136.93		-137.13		0.0031812928		143.811580057		0.9998490563		-7.1709349303		-0.0003032792		1.0000059867		0.0019629906		0.002266268		159		7.15		0.00		0.10		0.10		0.39

		6		react		1		161		7.15		13.19		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.94E-05		1.06E-10		3.85E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.21		-2.15		-1.91		-136.90		-137.10		0.0031812921		143.8107541124		0.9998490565		-7.1709360774		-0.0003032792		1.0000059873		0.0019629902		0.0022662676		160		7.15		0.00		0.10		0.10		0.39

		6		react		1		162		7.15		13.18		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.93E-05		1.03E-10		3.85E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.22		-2.15		-1.91		-136.87		-137.08		0.0031812915		143.809928393		0.9998490568		-7.1709372241		-0.0003032792		1.0000059879		0.0019629899		0.0022662673		161		7.15		0.00		0.10		0.10		0.39

		6		react		1		163		7.15		13.18		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.93E-05		1.01E-10		3.85E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.23		-2.15		-1.91		-136.85		-137.06		0.0031812908		143.8091028993		0.999849057		-7.1709383705		-0.0003032792		1.0000059885		0.0019629896		0.0022662669		162		7.15		0.00		0.10		0.10		0.39

		6		react		1		164		7.15		13.18		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.93E-05		9.80E-11		3.85E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.24		-2.15		-1.91		-136.83		-137.03		0.0031812902		143.8082776318		0.9998490573		-7.1709395167		-0.0003032792		1.0000059891		0.0019629892		0.0022662666		163		7.15		0.00		0.10		0.10		0.39

		6		react		1		165		7.15		13.18		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.92E-05		9.58E-11		3.85E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.25		-2.15		-1.91		-136.81		-137.01		0.0031812895		143.8074525906		0.9998490575		-7.1709406625		-0.0003032792		1.0000059897		0.0019629889		0.0022662663		164		7.15		0.00		0.10		0.10		0.39

		6		react		1		166		7.15		13.17		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.92E-05		9.37E-11		3.85E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.26		-2.15		-1.91		-136.79		-136.99		0.0031812889		143.8066277761		0.9998490578		-7.170941808		-0.0003032792		1.0000059903		0.0019629886		0.0022662659		165		7.15		0.00		0.10		0.10		0.39

		6		react		1		167		7.15		13.17		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.91E-05		9.17E-11		3.85E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.27		-2.15		-1.91		-136.77		-136.98		0.0031812882		143.8058031886		0.999849058		-7.1709429531		-0.0003032792		1.0000059909		0.0019629882		0.0022662656		166		7.15		0.00		0.10		0.10		0.39

		6		react		1		168		7.15		13.17		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.91E-05		8.99E-11		3.85E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.28		-2.15		-1.91		-136.75		-136.96		0.0031812876		143.8049788282		0.9998490583		-7.170944098		-0.0003032792		1.0000059915		0.0019629879		0.0022662653		167		7.15		0.00		0.10		0.10		0.39

		6		react		1		169		7.15		13.17		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.90E-05		8.82E-11		3.85E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.29		-2.15		-1.91		-136.74		-136.94		0.003181287		143.8041546951		0.9998490585		-7.1709452426		-0.0003032792		1.0000059922		0.0019629875		0.0022662649		168		7.15		0.00		0.10		0.10		0.39

		6		react		1		170		7.15		13.16		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.90E-05		8.66E-11		3.85E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.30		-2.15		-1.91		-136.72		-136.93		0.0031812863		143.8033307894		0.9998490588		-7.1709463868		-0.0003032792		1.0000059928		0.0019629872		0.0022662646		169		7.15		0.00		0.10		0.10		0.39

		6		react		1		171		7.15		13.16		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.89E-05		8.51E-11		3.85E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.30		-2.15		-1.91		-136.71		-136.91		0.0031812857		143.8025071111		0.999849059		-7.1709475307		-0.0003032792		1.0000059934		0.0019629869		0.0022662642		170		7.15		0.00		0.10		0.10		0.39

		6		react		1		172		7.15		13.16		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.89E-05		8.37E-11		3.85E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.31		-2.15		-1.91		-136.69		-136.90		0.003181285		143.8016836605		0.9998490593		-7.1709486743		-0.0003032792		1.000005994		0.0019629865		0.0022662639		171		7.15		0.00		0.10		0.10		0.39

		6		react		1		173		7.15		13.16		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.88E-05		8.23E-11		3.85E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.32		-2.15		-1.91		-136.68		-136.88		0.0031812844		143.8008604376		0.9998490595		-7.1709498176		-0.0003032792		1.0000059946		0.0019629862		0.0022662636		172		7.15		0.00		0.10		0.10		0.39

		6		react		1		174		7.15		13.16		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.88E-05		8.11E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.33		-2.15		-1.91		-136.66		-136.87		0.0031812837		143.8000374424		0.9998490598		-7.1709509606		-0.0003032792		1.0000059952		0.0019629858		0.0022662632		173		7.15		0.00		0.10		0.10		0.39

		6		react		1		175		7.15		13.16		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.88E-05		7.99E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.33		-2.15		-1.91		-136.65		-136.86		0.0031812831		143.799214675		0.99984906		-7.1709521033		-0.0003032792		1.0000059958		0.0019629855		0.0022662629		174		7.15		0.00		0.10		0.10		0.39

		6		react		1		176		7.15		13.15		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.87E-05		7.87E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.34		-2.15		-1.91		-136.64		-136.84		0.0031812824		143.7983921355		0.9998490603		-7.1709532456		-0.0003032792		1.0000059964		0.0019629852		0.0022662625		175		7.15		0.00		0.10		0.10		0.39

		6		react		1		177		7.15		13.15		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.87E-05		7.76E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.34		-2.15		-1.91		-136.63		-136.83		0.0031812818		143.7975698238		0.9998490605		-7.1709543877		-0.0003032792		1.000005997		0.0019629848		0.0022662622		176		7.15		0.00		0.10		0.10		0.39

		6		react		1		178		7.15		13.15		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.86E-05		7.66E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.35		-2.15		-1.91		-136.61		-136.82		0.0031812811		143.7967477402		0.9998490608		-7.1709555294		-0.0003032792		1.0000059976		0.0019629845		0.0022662619		177		7.15		0.00		0.10		0.10		0.39

		6		react		1		179		7.15		13.15		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.86E-05		7.56E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.36		-2.15		-1.91		-136.60		-136.81		0.0031812805		143.7959258844		0.999849061		-7.1709566708		-0.0003032792		1.0000059982		0.0019629842		0.0022662615		178		7.15		0.00		0.10		0.10		0.39

		6		react		1		180		7.15		13.15		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.85E-05		7.46E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.36		-2.15		-1.91		-136.59		-136.80		0.0031812799		143.7951042567		0.9998490613		-7.1709578119		-0.0003032792		1.0000059988		0.0019629838		0.0022662612		179		7.15		0.00		0.10		0.10		0.39

		6		react		1		181		7.15		13.15		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.85E-05		7.37E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.37		-2.15		-1.91		-136.58		-136.79		0.0031812792		143.794282857		0.9998490615		-7.1709589527		-0.0003032792		1.0000059994		0.0019629835		0.0022662609		180		7.15		0.00		0.10		0.10		0.39

		6		react		1		182		7.15		13.15		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.84E-05		7.28E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.50E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.37		-2.15		-1.91		-136.57		-136.78		0.0031812786		143.7934616855		0.9998490618		-7.1709600931		-0.0003032792		1.0000060001		0.0019629831		0.0022662605		181		7.15		0.00		0.10		0.10		0.39

		6		react		1		183		7.15		13.14		10.0		2.00E-03		2.38E-03		2.38E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.84E-05		7.20E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.38		-2.15		-1.91		-136.56		-136.76		0.0031812779		143.7926407419		0.999849062		-7.1709612332		-0.0003032792		1.0000060007		0.0019629828		0.0022662602		182		7.15		0.00		0.10		0.10		0.39

		6		react		1		184		7.15		13.14		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.84E-05		7.12E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.38		-2.15		-1.91		-136.55		-136.76		0.0031812773		143.7918200266		0.9998490623		-7.1709623731		-0.0003032792		1.0000060013		0.0019629825		0.0022662598		183		7.15		0.00		0.10		0.10		0.39

		6		react		1		185		7.15		13.14		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.83E-05		7.04E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.39		-2.15		-1.91		-136.54		-136.75		0.0031812766		143.7909995395		0.9998490625		-7.1709635126		-0.0003032792		1.0000060019		0.0019629821		0.0022662595		184		7.15		0.00		0.10		0.10		0.39

		6		react		1		186		7.15		13.14		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.83E-05		6.96E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.39		-2.15		-1.91		-136.53		-136.74		0.003181276		143.7901792807		0.9998490628		-7.1709646518		-0.0003032792		1.0000060025		0.0019629818		0.0022662592		185		7.15		0.00		0.10		0.10		0.39

		6		react		1		187		7.15		13.14		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.82E-05		6.89E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.40		-2.15		-1.91		-136.52		-136.73		0.0031812754		143.78935925		0.999849063		-7.1709657907		-0.0003032792		1.0000060031		0.0019629815		0.0022662588		186		7.15		0.00		0.10		0.10		0.39

		6		react		1		188		7.15		13.14		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.82E-05		6.82E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.40		-2.15		-1.91		-136.51		-136.72		0.0031812747		143.7885394475		0.9998490633		-7.1709669292		-0.0003032792		1.0000060037		0.0019629811		0.0022662585		187		7.15		0.00		0.10		0.10		0.39

		6		react		1		189		7.15		13.14		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.81E-05		6.75E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.40		-2.15		-1.91		-136.51		-136.71		0.0031812741		143.7877198733		0.9998490635		-7.1709680675		-0.0003032792		1.0000060043		0.0019629808		0.0022662582		188		7.15		0.00		0.10		0.10		0.39

		6		react		1		190		7.15		13.14		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.81E-05		6.69E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.41		-2.15		-1.91		-136.50		-136.70		0.0031812734		143.7869005275		0.9998490638		-7.1709692054		-0.0003032792		1.0000060049		0.0019629804		0.0022662578		189		7.15		0.00		0.10		0.10		0.39

		6		react		1		191		7.15		13.14		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.80E-05		6.62E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.41		-2.15		-1.91		-136.49		-136.69		0.0031812728		143.7860814099		0.999849064		-7.170970343		-0.0003032792		1.0000060055		0.0019629801		0.0022662575		190		7.15		0.00		0.10		0.10		0.39

		6		react		1		192		7.15		13.13		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.80E-05		6.56E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.42		-2.15		-1.91		-136.48		-136.68		0.0031812721		143.7852625206		0.9998490643		-7.1709714803		-0.0003032792		1.0000060061		0.0019629798		0.0022662571		191		7.15		0.00		0.10		0.10		0.39

		6		react		1		193		7.15		13.13		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.79E-05		6.50E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.42		-2.15		-1.91		-136.47		-136.68		0.0031812715		143.7844438596		0.9998490645		-7.1709726173		-0.0003032792		1.0000060067		0.0019629794		0.0022662568		192		7.15		0.00		0.10		0.10		0.39

		6		react		1		194		7.15		13.13		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.79E-05		6.44E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.42		-2.15		-1.91		-136.46		-136.67		0.0031812709		143.783625427		0.9998490648		-7.1709737539		-0.0003032792		1.0000060073		0.0019629791		0.0022662565		193		7.15		0.00		0.10		0.10		0.39

		6		react		1		195		7.15		13.13		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.79E-05		6.39E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.43		-2.15		-1.91		-136.46		-136.66		0.0031812702		143.7828072227		0.999849065		-7.1709748903		-0.0003032792		1.0000060079		0.0019629788		0.0022662561		194		7.15		0.00		0.10		0.10		0.39

		6		react		1		196		7.15		13.13		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.78E-05		6.33E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.43		-2.15		-1.91		-136.45		-136.65		0.0031812696		143.7819892469		0.9998490652		-7.1709760263		-0.0003032792		1.0000060085		0.0019629784		0.0022662558		195		7.15		0.00		0.10		0.10		0.39

		6		react		1		197		7.15		13.13		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.78E-05		6.28E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.44		-2.15		-1.91		-136.44		-136.65		0.0031812689		143.7811714996		0.9998490655		-7.170977162		-0.0003032792		1.0000060091		0.0019629781		0.0022662555		196		7.15		0.00		0.10		0.10		0.39

		6		react		1		198		7.15		13.13		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.77E-05		6.23E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.00E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.44		-2.15		-1.91		-136.43		-136.64		0.0031812683		143.7803539805		0.9998490657		-7.1709782974		-0.0003032792		1.0000060097		0.0019629778		0.0022662551		197		7.15		0.00		0.10		0.10		0.39

		6		react		1		199		7.15		13.13		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.77E-05		6.18E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.44		-2.15		-1.91		-136.43		-136.63		0.0031812676		143.77953669		0.999849066		-7.1709794325		-0.0003032792		1.0000060104		0.0019629774		0.0022662548		198		7.15		0.00		0.10		0.10		0.39

		6		react		1		200		7.15		13.13		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.76E-05		6.13E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.45		-2.15		-1.91		-136.42		-136.63		0.003181267		143.7787196279		0.9998490662		-7.1709805672		-0.0003032792		1.000006011		0.0019629771		0.0022662545		199		7.15		0.00		0.10		0.10		0.39

		6		react		1		201		7.15		13.13		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.76E-05		6.08E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.45		-2.15		-1.91		-136.41		-136.62		0.0031812664		143.7779027942		0.9998490665		-7.1709817017		-0.0003032792		1.0000060116		0.0019629767		0.0022662541		200		7.15		0.00		0.10		0.10		0.39

		6		react		1		202		7.15		13.13		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.75E-05		6.04E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.45		-2.15		-1.91		-136.41		-136.61		0.0031812657		143.7770861891		0.9998490667		-7.1709828358		-0.0003032792		1.0000060122		0.0019629764		0.0022662538		201		7.15		0.00		0.10		0.10		0.39

		6		react		1		203		7.15		13.12		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.75E-05		5.99E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.46		-2.15		-1.91		-136.40		-136.61		0.0031812651		143.7762698125		0.999849067		-7.1709839696		-0.0003032792		1.0000060128		0.0019629761		0.0022662534		202		7.15		0.00		0.10		0.10		0.39

		6		react		1		204		7.15		13.12		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.75E-05		5.95E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.46		-2.15		-1.91		-136.39		-136.60		0.0031812644		143.7754536643		0.9998490672		-7.1709851031		-0.0003032792		1.0000060134		0.0019629757		0.0022662531		203		7.15		0.00		0.10		0.10		0.39

		6		react		1		205		7.15		13.12		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.74E-05		5.90E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.46		-2.15		-1.91		-136.39		-136.59		0.0031812638		143.7746377448		0.9998490675		-7.1709862363		-0.0003032792		1.000006014		0.0019629754		0.0022662528		204		7.15		0.00		0.10		0.10		0.39

		6		react		1		206		7.15		13.12		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.74E-05		5.86E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.47		-2.15		-1.91		-136.38		-136.59		0.0031812632		143.7738220537		0.9998490677		-7.1709873691		-0.0003032792		1.0000060146		0.0019629751		0.0022662524		205		7.15		0.00		0.10		0.10		0.39

		6		react		1		207		7.15		13.12		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.73E-05		5.82E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.47		-2.15		-1.91		-136.38		-136.58		0.0031812625		143.7730065913		0.999849068		-7.1709885017		-0.0003032792		1.0000060152		0.0019629747		0.0022662521		206		7.15		0.00		0.10		0.10		0.39

		6		react		1		208		7.15		13.12		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.73E-05		5.78E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.47		-2.15		-1.91		-136.37		-136.57		0.0031812619		143.7721913574		0.9998490682		-7.1709896339		-0.0003032792		1.0000060158		0.0019629744		0.0022662518		207		7.15		0.00		0.10		0.10		0.39

		6		react		1		209		7.15		13.12		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.72E-05		5.74E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.48		-2.15		-1.91		-136.36		-136.57		0.0031812612		143.771376352		0.9998490685		-7.1709907658		-0.0003032792		1.0000060164		0.0019629741		0.0022662514		208		7.15		0.00		0.10		0.10		0.39

		6		react		1		210		7.15		13.12		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.72E-05		5.70E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.48		-2.15		-1.91		-136.36		-136.56		0.0031812606		143.7705615753		0.9998490687		-7.1709918974		-0.0003032792		1.000006017		0.0019629737		0.0022662511		209		7.15		0.00		0.10		0.10		0.39

		6		react		1		211		7.15		13.12		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.71E-05		5.66E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.48		-2.15		-1.91		-136.35		-136.56		0.00318126		143.7697470272		0.9998490689		-7.1709930287		-0.0003032792		1.0000060176		0.0019629734		0.0022662508		210		7.15		0.00		0.10		0.10		0.39

		6		react		1		212		7.15		13.12		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.71E-05		5.63E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.48		-2.15		-1.91		-136.35		-136.55		0.0031812593		143.7689327078		0.9998490692		-7.1709941596		-0.0003032792		1.0000060182		0.0019629731		0.0022662504		211		7.15		0.00		0.10		0.10		0.39

		6		react		1		213		7.15		13.12		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.71E-05		5.59E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.49		-2.15		-1.91		-136.34		-136.55		0.0031812587		143.768118617		0.9998490694		-7.1709952903		-0.0003032792		1.0000060188		0.0019629727		0.0022662501		212		7.15		0.00		0.10		0.10		0.39

		6		react		1		214		7.15		13.12		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.70E-05		5.55E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.49		-2.15		-1.91		-136.34		-136.54		0.003181258		143.7673047549		0.9998490697		-7.1709964206		-0.0003032792		1.0000060194		0.0019629724		0.0022662498		213		7.15		0.00		0.10		0.10		0.39

		6		react		1		215		7.15		13.12		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.70E-05		5.52E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.49		-2.15		-1.91		-136.33		-136.53		0.0031812574		143.7664911215		0.9998490699		-7.1709975506		-0.0003032792		1.00000602		0.0019629721		0.0022662494		214		7.15		0.00		0.10		0.10		0.39

		6		react		1		216		7.15		13.11		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.69E-05		5.49E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.49		-2.15		-1.91		-136.32		-136.53		0.0031812568		143.7656777169		0.9998490702		-7.1709986803		-0.0003032792		1.0000060206		0.0019629717		0.0022662491		215		7.15		0.00		0.10		0.10		0.39

		6		react		1		217		7.15		13.11		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.69E-05		5.45E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.50		-2.15		-1.91		-136.32		-136.52		0.0031812561		143.7648645409		0.9998490704		-7.1709998097		-0.0003032792		1.0000060212		0.0019629714		0.0022662488		216		7.15		0.00		0.10		0.10		0.39

		6		react		1		218		7.15		13.11		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.68E-05		5.42E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.50		-2.15		-1.91		-136.31		-136.52		0.0031812555		143.7640515936		0.9998490707		-7.1710009387		-0.0003032792		1.0000060218		0.0019629711		0.0022662484		217		7.15		0.00		0.10		0.10		0.39

		6		react		1		219		7.15		13.11		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.68E-05		5.39E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.50		-2.15		-1.91		-136.31		-136.51		0.0031812549		143.7632388751		0.9998490709		-7.1710020674		-0.0003032792		1.0000060224		0.0019629707		0.0022662481		218		7.15		0.00		0.10		0.10		0.39

		6		react		1		220		7.15		13.11		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.67E-05		5.36E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.50		-2.15		-1.91		-136.30		-136.51		0.0031812542		143.7624263855		0.9998490712		-7.1710031959		-0.0003032792		1.000006023		0.0019629704		0.0022662478		219		7.15		0.00		0.10		0.10		0.39

		6		react		1		221		7.15		13.11		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.67E-05		5.33E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.51		-2.15		-1.91		-136.30		-136.50		0.0031812536		143.7616141245		0.9998490714		-7.171004324		-0.0003032792		1.0000060236		0.0019629701		0.0022662474		220		7.15		0.00		0.10		0.10		0.39

		6		react		1		222		7.15		13.11		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.67E-05		5.30E-11		3.86E-04		1.98E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.51		-2.15		-1.91		-136.29		-136.50		0.0031812529		143.7608020924		0.9998490717		-7.1710054518		-0.0003032792		1.0000060242		0.0019629697		0.0022662471		221		7.15		0.00		0.10		0.10		0.39

		6		react		1		223		7.15		13.11		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.66E-05		5.27E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.51		-2.15		-1.91		-136.29		-136.49		0.0031812523		143.759990289		0.9998490719		-7.1710065792		-0.0003032792		1.0000060248		0.0019629694		0.0022662468		222		7.15		0.00		0.10		0.10		0.39

		6		react		1		224		7.15		13.11		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.66E-05		5.24E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.51		-2.15		-1.91		-136.28		-136.49		0.0031812517		143.7591787145		0.9998490721		-7.1710077064		-0.0003032792		1.0000060254		0.0019629691		0.0022662464		223		7.15		0.00		0.10		0.10		0.39

		6		react		1		225		7.15		13.11		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.65E-05		5.21E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.52		-2.15		-1.91		-136.28		-136.48		0.003181251		143.7583673687		0.9998490724		-7.1710088332		-0.0003032792		1.000006026		0.0019629687		0.0022662461		224		7.15		0.00		0.10		0.10		0.39

		6		react		1		226		7.15		13.11		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.65E-05		5.18E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.52		-2.15		-1.91		-136.27		-136.48		0.0031812504		143.7575562518		0.9998490726		-7.1710099597		-0.0003032792		1.0000060266		0.0019629684		0.0022662458		225		7.15		0.00		0.10		0.10		0.39

		6		react		1		227		7.15		13.11		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.64E-05		5.15E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.52		-2.15		-1.91		-136.27		-136.47		0.0031812498		143.7567453637		0.9998490729		-7.1710110859		-0.0003032792		1.0000060272		0.0019629681		0.0022662454		226		7.15		0.00		0.10		0.10		0.39

		6		react		1		228		7.15		13.11		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.64E-05		5.13E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.52		-2.15		-1.91		-136.27		-136.47		0.0031812491		143.7559347045		0.9998490731		-7.1710122118		-0.0003032792		1.0000060278		0.0019629677		0.0022662451		227		7.15		0.00		0.10		0.10		0.39

		6		react		1		229		7.15		13.11		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.63E-05		5.10E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.53		-2.15		-1.91		-136.26		-136.47		0.0031812485		143.7551242744		0.9998490734		-7.1710133373		-0.0003032792		1.0000060284		0.0019629674		0.0022662448		228		7.15		0.00		0.10		0.10		0.39

		6		react		1		230		7.15		13.11		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.63E-05		5.07E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.53		-2.15		-1.91		-136.26		-136.46		0.0031812479		143.7543140729		0.9998490736		-7.1710144626		-0.0003032792		1.000006029		0.0019629671		0.0022662444		229		7.15		0.00		0.10		0.10		0.39

		6		react		1		231		7.15		13.11		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.63E-05		5.05E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.53		-2.15		-1.91		-136.25		-136.46		0.0031812472		143.7535041003		0.9998490739		-7.1710155875		-0.0003032792		1.0000060296		0.0019629667		0.0022662441		230		7.15		0.00		0.10		0.10		0.39

		6		react		1		232		7.15		13.11		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.62E-05		5.02E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.53		-2.15		-1.91		-136.25		-136.45		0.0031812466		143.7526943567		0.9998490741		-7.1710167121		-0.0003032792		1.0000060302		0.0019629664		0.0022662438		231		7.15		0.00		0.10		0.10		0.39

		6		react		1		233		7.15		13.10		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.62E-05		5.00E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.54		-2.15		-1.91		-136.24		-136.45		0.003181246		143.7518848422		0.9998490744		-7.1710178364		-0.0003032792		1.0000060308		0.0019629661		0.0022662434		232		7.15		0.00		0.10		0.10		0.39

		6		react		1		234		7.15		13.10		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.61E-05		4.97E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.54		-2.15		-1.91		-136.24		-136.44		0.0031812453		143.7510755565		0.9998490746		-7.1710189604		-0.0003032792		1.0000060314		0.0019629657		0.0022662431		233		7.15		0.00		0.10		0.10		0.39

		6		react		1		235		7.15		13.10		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.61E-05		4.95E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.54		-2.15		-1.91		-136.23		-136.44		0.0031812447		143.7502664998		0.9998490748		-7.171020084		-0.0003032792		1.000006032		0.0019629654		0.0022662428		234		7.15		0.00		0.10		0.10		0.39

		6		react		1		236		7.15		13.10		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.60E-05		4.92E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.54		-2.15		-1.91		-136.23		-136.43		0.003181244		143.7494576721		0.9998490751		-7.1710212074		-0.0003032792		1.0000060326		0.0019629651		0.0022662424		235		7.15		0.00		0.10		0.10		0.39

		6		react		1		237		7.15		13.10		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.60E-05		4.90E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.54		-2.15		-1.91		-136.23		-136.43		0.0031812434		143.7486490735		0.9998490753		-7.1710223304		-0.0003032792		1.0000060332		0.0019629647		0.0022662421		236		7.15		0.00		0.10		0.10		0.39

		6		react		1		238		7.15		13.10		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.59E-05		4.88E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.55		-2.15		-1.91		-136.22		-136.43		0.0031812428		143.7478407038		0.9998490756		-7.1710234531		-0.0003032792		1.0000060338		0.0019629644		0.0022662418		237		7.15		0.00		0.10		0.10		0.39

		6		react		1		239		7.15		13.10		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.59E-05		4.85E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.55		-2.15		-1.91		-136.22		-136.42		0.0031812421		143.7470325631		0.9998490758		-7.1710245755		-0.0003032792		1.0000060344		0.0019629641		0.0022662414		238		7.15		0.00		0.10		0.10		0.39

		6		react		1		240		7.15		13.10		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.59E-05		4.83E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.55		-2.15		-1.91		-136.21		-136.42		0.0031812415		143.7462246515		0.9998490761		-7.1710256975		-0.0003032792		1.000006035		0.0019629637		0.0022662411		239		7.15		0.00		0.10		0.10		0.39

		6		react		1		241		7.15		13.10		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.58E-05		4.81E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.55		-2.15		-1.91		-136.21		-136.41		0.0031812409		143.745416969		0.9998490763		-7.1710268193		-0.0003032792		1.0000060356		0.0019629634		0.0022662408		240		7.15		0.00		0.10		0.10		0.39

		6		react		1		242		7.15		13.10		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.58E-05		4.79E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.55		-2.15		-1.91		-136.21		-136.41		0.0031812402		143.7446095154		0.9998490766		-7.1710279407		-0.0003032792		1.0000060362		0.0019629631		0.0022662404		241		7.15		0.00		0.10		0.10		0.39

		6		react		1		243		7.15		13.10		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.57E-05		4.77E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.56		-2.15		-1.91		-136.20		-136.41		0.0031812396		143.743802291		0.9998490768		-7.1710290618		-0.0003032792		1.0000060368		0.0019629627		0.0022662401		242		7.15		0.00		0.10		0.10		0.39

		6		react		1		244		7.15		13.10		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.57E-05		4.74E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.56		-2.15		-1.91		-136.20		-136.40		0.003181239		143.7429952956		0.999849077		-7.1710301826		-0.0003032792		1.0000060374		0.0019629624		0.0022662398		243		7.15		0.00		0.10		0.10		0.39

		6		react		1		245		7.15		13.10		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.56E-05		4.72E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.56		-2.15		-1.91		-136.19		-136.40		0.0031812383		143.7421885293		0.9998490773		-7.1710313031		-0.0003032792		1.000006038		0.0019629621		0.0022662394		244		7.15		0.00		0.10		0.10		0.39

		6		react		1		246		7.15		13.10		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.56E-05		4.70E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.56		-2.15		-1.91		-136.19		-136.39		0.0031812377		143.7413819923		0.9998490775		-7.1710324233		-0.0003032792		1.0000060386		0.0019629617		0.0022662391		245		7.15		0.00		0.10		0.10		0.39

		6		react		1		247		7.15		13.10		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.55E-05		4.68E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.56		-2.15		-1.91		-136.19		-136.39		0.0031812371		143.7405756843		0.9998490778		-7.1710335431		-0.0003032792		1.0000060392		0.0019629614		0.0022662388		246		7.15		0.00		0.10		0.10		0.39

		6		react		1		248		7.15		13.10		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.55E-05		4.66E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.57		-2.15		-1.91		-136.18		-136.39		0.0031812364		143.7397696055		0.999849078		-7.1710346626		-0.0003032792		1.0000060397		0.0019629611		0.0022662384		247		7.15		0.00		0.10		0.10		0.39

		6		react		1		249		7.15		13.10		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.55E-05		4.64E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.57		-2.15		-1.91		-136.18		-136.38		0.0031812358		143.7389637558		0.9998490783		-7.1710357818		-0.0003032792		1.0000060403		0.0019629607		0.0022662381		248		7.15		0.00		0.10		0.10		0.39

		6		react		1		250		7.15		13.10		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.54E-05		4.62E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.57		-2.15		-1.91		-136.18		-136.38		0.0031812352		143.7381581353		0.9998490785		-7.1710369007		-0.0003032792		1.0000060409		0.0019629604		0.0022662378		249		7.15		0.00		0.10		0.10		0.39

		6		react		1		251		7.15		13.10		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.54E-05		4.60E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.57		-2.15		-1.91		-136.17		-136.38		0.0031812346		143.7373527441		0.9998490787		-7.1710380193		-0.0003032792		1.0000060415		0.0019629601		0.0022662374		250		7.15		0.00		0.10		0.10		0.39

		6		react		1		252		7.15		13.10		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.53E-05		4.58E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.57		-2.15		-1.91		-136.17		-136.37		0.0031812339		143.7365475819		0.999849079		-7.1710391375		-0.0003032792		1.0000060421		0.0019629598		0.0022662371		251		7.15		0.00		0.10		0.10		0.39

		6		react		1		253		7.15		13.09		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.53E-05		4.57E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.57		-2.15		-1.91		-136.16		-136.37		0.0031812333		143.7357426491		0.9998490792		-7.1710402555		-0.0003032792		1.0000060427		0.0019629594		0.0022662368		252		7.15		0.00		0.10		0.10		0.39

		6		react		1		254		7.15		13.09		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.52E-05		4.55E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.58		-2.15		-1.91		-136.16		-136.37		0.0031812327		143.7349379454		0.9998490795		-7.1710413731		-0.0003032792		1.0000060433		0.0019629591		0.0022662365		253		7.15		0.00		0.10		0.10		0.39

		6		react		1		255		7.15		13.09		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.52E-05		4.53E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.58		-2.15		-1.91		-136.16		-136.36		0.003181232		143.734133471		0.9998490797		-7.1710424904		-0.0003032792		1.0000060439		0.0019629588		0.0022662361		254		7.15		0.00		0.10		0.10		0.39

		6		react		1		256		7.15		13.09		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.52E-05		4.51E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.58		-2.15		-1.91		-136.15		-136.36		0.0031812314		143.7333292259		0.99984908		-7.1710436074		-0.0003032792		1.0000060445		0.0019629584		0.0022662358		255		7.15		0.00		0.10		0.10		0.39

		6		react		1		257		7.15		13.09		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.51E-05		4.49E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.58		-2.15		-1.91		-136.15		-136.36		0.0031812308		143.7325252101		0.9998490802		-7.171044724		-0.0003032792		1.0000060451		0.0019629581		0.0022662355		256		7.15		0.00		0.10		0.10		0.39

		6		react		1		258		7.15		13.09		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.51E-05		4.48E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.58		-2.15		-1.91		-136.15		-136.35		0.0031812301		143.7317214234		0.9998490805		-7.1710458404		-0.0003032792		1.0000060457		0.0019629578		0.0022662351		257		7.15		0.00		0.10		0.10		0.39

		6		react		1		259		7.15		13.09		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.50E-05		4.46E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.58		-2.15		-1.91		-136.14		-136.35		0.0031812295		143.7309178661		0.9998490807		-7.1710469564		-0.0003032792		1.0000060463		0.0019629574		0.0022662348		258		7.15		0.00		0.10		0.10		0.39

		6		react		1		260		7.15		13.09		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.50E-05		4.44E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.59		-2.15		-1.91		-136.14		-136.34		0.0031812289		143.7301145381		0.9998490809		-7.1710480721		-0.0003032792		1.0000060469		0.0019629571		0.0022662345		259		7.15		0.00		0.09		0.10		0.39

		6		react		1		261		7.15		13.09		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.49E-05		4.42E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.59		-2.15		-1.91		-136.14		-136.34		0.0031812282		143.7293114395		0.9998490812		-7.1710491875		-0.0003032792		1.0000060475		0.0019629568		0.0022662341		260		7.15		0.00		0.09		0.10		0.39

		6		react		1		262		7.15		13.09		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.49E-05		4.41E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.59		-2.15		-1.91		-136.13		-136.34		0.0031812276		143.7285085703		0.9998490814		-7.1710503026		-0.0003032792		1.0000060481		0.0019629564		0.0022662338		261		7.15		0.00		0.09		0.10		0.39

		6		react		1		263		7.15		13.09		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.48E-05		4.39E-11		3.86E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.59		-2.15		-1.91		-136.13		-136.34		0.003181227		143.7277059304		0.9998490817		-7.1710514173		-0.0003032792		1.0000060487		0.0019629561		0.0022662335		262		7.15		0.00		0.09		0.10		0.39

		6		react		1		264		7.15		13.09		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.48E-05		4.37E-11		3.87E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.59		-2.15		-1.91		-136.13		-136.33		0.0031812264		143.7269035198		0.9998490819		-7.1710525317		-0.0003032792		1.0000060493		0.0019629558		0.0022662331		263		7.15		0.00		0.09		0.10		0.39

		6		react		1		265		7.15		13.09		10.0		2.00E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.48E-05		4.36E-11		3.87E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.59		-2.15		-1.91		-136.12		-136.33		0.0031812257		143.7261013387		0.9998490822		-7.1710536459		-0.0003032792		1.0000060498		0.0019629555		0.0022662328		264		7.15		0.00		0.09		0.10		0.39

		6		react		1		266		7.15		13.09		10.0		2.01E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.47E-05		4.34E-11		3.87E-04		1.99E-03		1.08E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.60		-2.15		-1.91		-136.12		-136.33		0.0031812251		143.7252993868		0.9998490824		-7.1710547596		-0.0003032792		1.0000060504		0.0019629551		0.0022662325		265		7.15		0.00		0.09		0.10		0.39

		6		react		1		267		7.15		13.09		10.0		2.01E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.47E-05		4.33E-11		3.87E-04		1.99E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.60		-2.15		-1.91		-136.12		-136.32		0.0031812245		143.7244976645		0.9998490826		-7.1710558731		-0.0003032792		1.000006051		0.0019629548		0.0022662322		266		7.15		0.00		0.09		0.10		0.39

		6		react		1		268		7.15		13.09		10.0		2.01E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.46E-05		4.31E-11		3.87E-04		1.99E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.60		-2.15		-1.91		-136.11		-136.32		0.0031812238		143.7236961715		0.9998490829		-7.1710569863		-0.0003032792		1.0000060516		0.0019629545		0.0022662318		267		7.15		0.00		0.09		0.10		0.39

		6		react		1		269		7.15		13.09		10.0		2.01E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.46E-05		4.29E-11		3.87E-04		1.99E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.60		-2.15		-1.91		-136.11		-136.32		0.0031812232		143.7228949079		0.9998490831		-7.1710580991		-0.0003032792		1.0000060522		0.0019629541		0.0022662315		268		7.15		0.00		0.09		0.10		0.39

		6		react		1		270		7.15		13.09		10.0		2.01E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.45E-05		4.28E-11		3.87E-04		1.99E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.60		-2.15		-1.91		-136.11		-136.31		0.0031812226		143.7220938738		0.9998490834		-7.1710592117		-0.0003032792		1.0000060528		0.0019629538		0.0022662312		269		7.15		0.00		0.09		0.10		0.39

		6		react		1		271		7.15		13.09		10.0		2.01E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.45E-05		4.26E-11		3.87E-04		1.99E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.01E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.93		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.60		-2.15		-1.91		-136.10		-136.31		0.003181222		143.7212930692		0.9998490836		-7.1710603239		-0.0003032792		1.0000060534		0.0019629535		0.0022662308		270		7.15		0.00		0.09		0.10		0.39

		6		react		1		272		7.15		13.09		10.0		2.01E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.45E-05		4.25E-11		3.87E-04		1.99E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.02E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.61		-2.15		-1.91		-136.10		-136.31		0.0031812213		143.7204924939		0.9998490838		-7.1710614357		-0.0003032792		1.000006054		0.0019629532		0.0022662305		271		7.15		0.00		0.09		0.10		0.39

		6		react		1		273		7.15		13.09		10.0		2.01E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.44E-05		4.23E-11		3.87E-04		1.99E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.02E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.61		-2.15		-1.91		-136.10		-136.30		0.0031812207		143.7196921483		0.9998490841		-7.1710625473		-0.0003032792		1.0000060546		0.0019629528		0.0022662302		272		7.15		0.00		0.09		0.10		0.39

		6		react		1		274		7.15		13.09		10.0		2.01E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.44E-05		4.22E-11		3.87E-04		1.99E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.02E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.61		-2.15		-1.91		-136.10		-136.30		0.0031812201		143.7188920322		0.9998490843		-7.1710636586		-0.0003032792		1.0000060552		0.0019629525		0.0022662299		273		7.15		0.00		0.09		0.10		0.39

		6		react		1		275		7.15		13.09		10.0		2.01E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.43E-05		4.20E-11		3.87E-04		1.99E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.02E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.61		-2.15		-1.91		-136.09		-136.30		0.0031812194		143.7180921454		0.9998490846		-7.1710647695		-0.0003032792		1.0000060558		0.0019629522		0.0022662295		274		7.15		0.00		0.09		0.10		0.39

		6		react		1		276		7.15		13.09		10.0		2.01E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.43E-05		4.19E-11		3.87E-04		1.99E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.02E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.61		-2.15		-1.91		-136.09		-136.29		0.0031812188		143.7172924883		0.9998490848		-7.1710658801		-0.0003032792		1.0000060564		0.0019629518		0.0022662292		275		7.15		0.00		0.09		0.10		0.39

		6		react		1		277		7.15		13.09		10.0		2.01E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.42E-05		4.18E-11		3.87E-04		1.99E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.02E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.61		-2.15		-1.91		-136.09		-136.29		0.0031812182		143.7164930607		0.9998490851		-7.1710669904		-0.0003032792		1.000006057		0.0019629515		0.0022662289		276		7.15		0.00		0.09		0.10		0.39

		6		react		1		278		7.15		13.08		10.0		2.01E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.42E-05		4.16E-11		3.87E-04		1.99E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.02E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.61		-2.15		-1.91		-136.08		-136.29		0.0031812176		143.7156938627		0.9998490853		-7.1710681004		-0.0003032792		1.0000060575		0.0019629512		0.0022662285		277		7.15		0.00		0.09		0.10		0.39

		6		react		1		279		7.15		13.08		10.0		2.01E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.41E-05		4.15E-11		3.87E-04		1.99E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.02E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.62		-2.15		-1.91		-136.08		-136.29		0.0031812169		143.7148948943		0.9998490855		-7.17106921		-0.0003032792		1.0000060581		0.0019629509		0.0022662282		278		7.15		0.00		0.09		0.10		0.39

		6		react		1		280		7.15		13.08		10.0		2.01E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.41E-05		4.13E-11		3.87E-04		1.99E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.02E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.62		-2.15		-1.91		-136.08		-136.28		0.0031812163		143.7140961554		0.9998490858		-7.1710703194		-0.0003032792		1.0000060587		0.0019629505		0.0022662279		279		7.15		0.00		0.09		0.10		0.39

		6		react		1		281		7.15		13.08		10.0		2.01E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.41E-05		4.12E-11		3.87E-04		1.99E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.02E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.62		-2.15		-1.91		-136.08		-136.28		0.0031812157		143.713297646		0.999849086		-7.1710714284		-0.0003032792		1.0000060593		0.0019629502		0.0022662276		280		7.15		0.00		0.09		0.10		0.39

		6		react		1		282		7.15		13.08		10.0		2.01E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.40E-05		4.11E-11		3.87E-04		1.99E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.02E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.62		-2.15		-1.91		-136.07		-136.28		0.0031812151		143.7124993664		0.9998490863		-7.1710725371		-0.0003032792		1.0000060599		0.0019629499		0.0022662272		281		7.15		0.00		0.09		0.10		0.39

		6		react		1		283		7.15		13.08		10.0		2.01E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.40E-05		4.09E-11		3.87E-04		1.99E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.02E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.62		-2.15		-1.91		-136.07		-136.27		0.0031812144		143.7117013165		0.9998490865		-7.1710736455		-0.0003032792		1.0000060605		0.0019629495		0.0022662269		282		7.15		0.00		0.09		0.10		0.39

		6		react		1		284		7.15		13.08		10.0		2.01E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.39E-05		4.08E-11		3.87E-04		1.99E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.02E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.62		-2.15		-1.91		-136.07		-136.27		0.0031812138		143.710903496		0.9998490868		-7.1710747535		-0.0003032792		1.0000060611		0.0019629492		0.0022662266		283		7.15		0.00		0.09		0.10		0.39

		6		react		1		285		7.15		13.08		10.0		2.01E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.39E-05		4.07E-11		3.87E-04		1.99E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.02E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.62		-2.15		-1.91		-136.06		-136.27		0.0031812132		143.7101059053		0.999849087		-7.1710758613		-0.0003032792		1.0000060617		0.0019629489		0.0022662262		284		7.15		0.00		0.09		0.10		0.39

		6		react		1		286		7.15		13.08		10.0		2.01E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.38E-05		4.05E-11		3.87E-04		1.99E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.02E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.63		-2.15		-1.91		-136.06		-136.27		0.0031812126		143.7093085442		0.9998490872		-7.1710769687		-0.0003032792		1.0000060623		0.0019629486		0.0022662259		285		7.15		0.00		0.09		0.10		0.39

		6		react		1		287		7.15		13.08		10.0		2.01E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.38E-05		4.04E-11		3.87E-04		1.99E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.02E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.63		-2.15		-1.91		-136.06		-136.26		0.0031812119		143.7085114127		0.9998490875		-7.1710780758		-0.0003032792		1.0000060629		0.0019629482		0.0022662256		286		7.15		0.00		0.09		0.10		0.39

		6		react		1		288		7.15		13.08		10.0		2.01E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.38E-05		4.03E-11		3.87E-04		1.99E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.02E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.63		-2.15		-1.91		-136.06		-136.26		0.0031812113		143.7077145109		0.9998490877		-7.1710791826		-0.0003032792		1.0000060634		0.0019629479		0.0022662253		287		7.15		0.00		0.09		0.10		0.39

		6		react		1		289		7.15		13.08		10.0		2.01E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.37E-05		4.02E-11		3.87E-04		1.99E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.02E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.63		-2.15		-1.91		-136.05		-136.26		0.0031812107		143.7069178388		0.999849088		-7.1710802891		-0.0003032792		1.000006064		0.0019629476		0.0022662249		288		7.15		0.00		0.09		0.10		0.39

		6		react		1		290		7.15		13.08		10.0		2.01E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.37E-05		4.00E-11		3.87E-04		1.99E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.02E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.63		-2.15		-1.91		-136.05		-136.25		0.0031812101		143.7061213966		0.9998490882		-7.1710813952		-0.0003032792		1.0000060646		0.0019629472		0.0022662246		289		7.15		0.00		0.09		0.10		0.39

		6		react		1		291		7.15		13.08		10.0		2.01E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.36E-05		3.99E-11		3.87E-04		1.99E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.02E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.63		-2.15		-1.91		-136.05		-136.25		0.0031812094		143.7053251838		0.9998490884		-7.171082501		-0.0003032792		1.0000060652		0.0019629469		0.0022662243		290		7.15		0.00		0.09		0.10		0.39

		6		react		1		292		7.15		13.08		10.0		2.01E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.36E-05		3.98E-11		3.87E-04		1.99E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.02E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.63		-2.15		-1.91		-136.04		-136.25		0.0031812088		143.7045292009		0.9998490887		-7.1710836066		-0.0003032792		1.0000060658		0.0019629466		0.0022662239		291		7.15		0.00		0.09		0.10		0.39

		6		react		1		293		7.15		13.08		10.0		2.01E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.35E-05		3.97E-11		3.87E-04		1.99E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.02E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.64		-2.15		-1.91		-136.04		-136.25		0.0031812082		143.7037334477		0.9998490889		-7.1710847118		-0.0003032792		1.0000060664		0.0019629463		0.0022662236		292		7.15		0.00		0.09		0.10		0.39

		6		react		1		294		7.15		13.08		10.0		2.01E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.35E-05		3.95E-11		3.87E-04		1.99E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.02E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.64		-2.15		-1.91		-136.04		-136.24		0.0031812076		143.7029379243		0.9998490892		-7.1710858166		-0.0003032792		1.000006067		0.0019629459		0.0022662233		293		7.15		0.00		0.09		0.10		0.39

		6		react		1		295		7.15		13.08		10.0		2.01E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.34E-05		3.94E-11		3.87E-04		1.99E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.02E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.64		-2.15		-1.91		-136.04		-136.24		0.0031812069		143.7021426307		0.9998490894		-7.1710869212		-0.0003032792		1.0000060676		0.0019629456		0.002266223		294		7.15		0.00		0.09		0.10		0.39

		6		react		1		296		7.15		13.08		10.0		2.01E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.34E-05		3.93E-11		3.87E-04		1.99E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.02E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.64		-2.15		-1.91		-136.03		-136.24		0.0031812063		143.7013475668		0.9998490896		-7.1710880254		-0.0003032792		1.0000060681		0.0019629453		0.0022662226		295		7.15		0.00		0.09		0.10		0.39

		6		react		1		297		7.15		13.08		10.0		2.01E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.34E-05		3.92E-11		3.87E-04		1.99E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.02E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.64		-2.15		-1.91		-136.03		-136.24		0.0031812057		143.7005527327		0.9998490899		-7.1710891293		-0.0003032792		1.0000060687		0.001962945		0.0022662223		296		7.15		0.00		0.09		0.10		0.39

		6		react		1		298		7.15		13.08		10.0		2.01E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.33E-05		3.91E-11		3.87E-04		1.99E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.02E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.64		-2.15		-1.91		-136.03		-136.23		0.0031812051		143.6997581284		0.9998490901		-7.1710902329		-0.0003032792		1.0000060693		0.0019629446		0.002266222		297		7.15		0.00		0.09		0.10		0.39

		6		react		1		299		7.15		13.08		10.0		2.01E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.33E-05		3.90E-11		3.87E-04		1.99E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.02E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.64		-2.15		-1.91		-136.03		-136.23		0.0031812044		143.698963754		0.9998490904		-7.1710913362		-0.0003032792		1.0000060699		0.0019629443		0.0022662217		298		7.15		0.00		0.09		0.10		0.39

		6		react		1		300		7.15		13.08		10.0		2.01E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.32E-05		3.88E-11		3.87E-04		1.99E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.02E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.64		-2.15		-1.91		-136.02		-136.23		0.0031812038		143.6981696094		0.9998490906		-7.1710924392		-0.0003032792		1.0000060705		0.001962944		0.0022662213		299		7.15		0.00		0.09		0.10		0.39

		6		react		1		301		7.15		13.08		10.0		2.01E-03		2.39E-03		2.39E-03		0.00E+00		9.98E-04		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.00E-04		1.00E-04		0.00E+00		0.00		0.00E+00		0.00E+00		9.32E-05		3.87E-11		3.87E-04		1.99E-03		1.09E-06		0.00E+00		9.74E-04		1.42E-05		9.02E-07		8.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		9.12E-05		7.51E-08		4.40E-08		-0.77		-0.92		-2.67		-3.13		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-7.65		-2.15		-1.91		-136.02		-136.23		0.0031812032		143.6973756948		0.9998490908		-7.1710935418		-0.0003032792		1.0000060711		0.0019629437		0.002266221		300		7.15		0.00		0.09		0.10		0.39







phreeqc.out

		------------------------------------

		Reading input data for simulation 1.

		------------------------------------

				PRINT 

						alkalinity				true     								# prints species that contribute to alkalinity. Default: false 

				SELECTED_OUTPUT

						file				selected.out.txt								# file name for tabulated output

						reset				false    								# overwrites the default true values

						simulation				true     								# prints simulation number

						state				true     								# prints the type of calculation performed

						solution				true  								# prints solution number

						step				true  								# prints reaction step number for batch-reaction 

						ph				true  								# prints pH

						pe				true  								# prints pe

						temperature				true  								# prints temperature (Celsius). 

						alkalinity				true  								# prints alkalinity (eq/kgw) 

						totals				C  C(4) C(-4)  Ca Mg Fe Fe(2) Fe(3) Mn Mn(2) Mn(3)  S S(6) S(-2) P Na Cl  N(5)              								# element total concentration (mol/kgw) (name from 1st column under _MASTER_SPECIES)

						molalities				O2  CO2  HCO3-  CO3-2  CH4  Ca+2  CaHCO3+  CaCO3  CaSO4  Mg+2  MgHCO3+ MgCO3 MgSO4 SO4-2 H+ OH- 								# species concentration (mol/kgw) (name follows =-sign under SPECIES)

						saturation_indices				Calcite Aragonite  Gypsum  Anhydrite  Dolomite Hydroxyapatite  Pyrite  Siderite  Hematite  Rhodochrosite  Vivianite  O2(g)  CO2(g)  H2O(g)  CH4(g)  H2S(g)  								# SI-values for PHASES

				USER_PUNCH

						headings				Ion_Str  Conduct  Rho   Charge_Err   Charge_Bal   TotWat  Cation  Anion Tot_time

						start

								10		PUNCH MU

								20		PUNCH SC

								25		PUNCH RHO

								30		PUNCH PERCENT_ERROR

								40		PUNCH CHARGE_BALANCE 										# equal to TOTMOLE("charge")

								50		PUNCH TOT("water")

								60		PUNCH CALC_VALUE("Anion") + TOT("charge")										# Cation = Anion + ChargeBalans

								70		PUNCH CALC_VALUE("Anion") 

								80		PUNCH TOTAL_TIME/86400

						end

				CALCULATE_VALUES 						# declaration of procedures (functions)

				Anion						# Calculate Anion concentration from Charge Balance (=Cat-An) and Error (=(Cat-An)/(Cat+An)) 

						start

								10		DELTA = TOT("charge")										# Charge Balance as Concentration (equal to CHARGE_BALANCE / TOT("water")  )

								20		ERROR = PERCENT_ERROR/100										# Error as Fraction

								30		AN = (DELTA/ERROR - DELTA)/2										# Calculate by substitution

								40		SAVE AN										# Algorithm less reliable at very small ERROR value

						end

				SOLUTION				1

						units 				mg/kgs

						redox				O(-2)/O(0)						#  if O2>0 then "O(-2)/O(0)" else if CH4>0 then "C(-4)/C(4)" else "pe"

						density 				1

						water    				1

						pe				4						#  if pe = empty then pe = 4

						temp		10

						O(0)		11

						pH		8

						C(-4)		0		as CH4

						S(-2)		0		as H2S

						Ca		40

						Mg		0

						Na		0

						K		0

						Fe		0

						Mn		0

						[N-3]		0		as NH4

						Al		0		ug/kgs

						Ba		0		ug/kgs

						Cd		0		ug/kgs

						Cu		0		ug/kgs

						Pb		0		ug/kgs

						Li		0		ug/kgs

						Sr		0		ug/kgs

						Zn		0		ug/kgs

						Alkalinity		122		as HCO3

						Cl		0

						N(+5)		6.2		as NO3

						S(+6)		9.6		as SO4

						F 		0

						Br		0

						P 		0		as PO4

						N(+3)		0		as NO2

						Si		0		as Si

						B		0		ug/kgs as B

				END		# Simulation 1

		-------------------------------------------

		Beginning of initial solution calculations.

		-------------------------------------------

		Initial solution 1.

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				Alkalinity       2.000e-003  2.000e-003

				Ca               9.982e-004  9.982e-004

				N(5)             1.000e-004  1.000e-004

				O(0)             6.876e-004  6.876e-004

				S(6)             9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   8.000    

		                                       pe  =   4.000    

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00045

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.172e-003

		                       Mass of water (kg)  =  1.000e+000

		                    Total carbon (mol/kg)  =  2.039e-003

		                       Total CO2 (mol/kg)  =  2.039e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.21

		                               Iterations  =   8

		                                  Total H  = 1.110144e+002

		                                  Total O  = 5.551367e+001

		---------------------------------Redox couples---------------------------------

				Redox couple             pe  Eh (volts)

				O(-2)/O(0)          13.9627      0.7844

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            3.125e-007  2.941e-007    -6.505    -6.531    -0.026     -4.99

		   H+             1.057e-008  1.000e-008    -7.976    -8.000    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(4)         2.039e-003

		   HCO3-          1.958e-003  1.846e-003    -2.708    -2.734    -0.026     23.14

		   CO2            5.362e-005  5.366e-005    -4.271    -4.270     0.000     33.63

		   CaHCO3+        1.393e-005  1.314e-005    -4.856    -4.881    -0.025      8.95

		   CO3-2          7.593e-006  6.003e-006    -5.120    -5.222    -0.102     -7.40

		   CaCO3          6.279e-006  6.284e-006    -5.202    -5.202     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.693e-004  7.660e-004    -3.014    -3.116    -0.102    -18.37

		   CaHCO3+        1.393e-005  1.314e-005    -4.856    -4.881    -0.025      8.95

		   CaSO4          8.706e-006  8.713e-006    -5.060    -5.060     0.000      6.79

		   CaCO3          6.279e-006  6.284e-006    -5.202    -5.202     0.000    -14.66

		   CaOH+          1.350e-008  1.271e-008    -7.870    -7.896    -0.026     (0)  

		   CaHSO4+        5.042e-013  4.748e-013   -12.297   -12.323    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.007   -47.007     0.000     28.63

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.407e-005    -4.000    -4.027    -0.027     27.73

		O(0)         6.876e-004

		   O2             3.438e-004  3.441e-004    -3.464    -3.463     0.000     28.95

		S(6)         9.995e-005

		   SO4-2          9.125e-005  7.200e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.706e-006  8.713e-006    -5.060    -5.060     0.000      6.79

		   HSO4-          5.475e-011  5.156e-011   -10.262   -10.288    -0.026     38.91

		   CaHSO4+        5.042e-013  4.748e-013   -12.297   -12.323    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.958e-003  1.958e-003      1.00

				CO3-2            1.519e-005  7.593e-006      2.00

				CaHCO3+          1.393e-005  1.393e-005      1.00

				CaCO3            1.256e-005  6.279e-006      2.00

				OH-              3.125e-007  3.125e-007      1.00

				CaOH+            1.350e-008  1.350e-008      1.00

				H+              -1.057e-008  1.057e-008     -1.00

				HSO4-           -5.475e-011  5.475e-011     -1.00

				CaHSO4+         -5.042e-013  5.042e-013     -1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.14     -7.26   -4.12  CaSO4

				Aragonite        -0.08     -8.34   -8.26  CaCO3

				Calcite           0.07     -8.34   -8.41  CaCO3

				CO2(g)           -3.00     -4.27   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.54     -8.34   -7.80  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 2.

		------------------------------------

				TITLE		Simulation for calculating pe (redox equilibrium)

				USE solution 1

				EQUILIBRIUM_PHASE												# dummy to start final calculation, with identical water quality

				SAVE SOLUTION 1

				END		# Simulation 2

		-----

		TITLE

		-----

				Simulation for calculating pe (redox equilibrium)

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 1.

		Using pure phase assemblage 1.

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.039e-003  2.039e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   8.000      Charge balance

		                                       pe  =  13.963      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00045

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.172e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.039e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.21

		                               Iterations  =  22

		                                  Total H  = 1.110144e+002

		                                  Total O  = 5.551367e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            3.125e-007  2.941e-007    -6.505    -6.531    -0.026     -4.99

		   H+             1.057e-008  1.000e-008    -7.976    -8.000    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -153.482  -153.482     0.000     32.22

		C(4)         2.039e-003

		   HCO3-          1.958e-003  1.846e-003    -2.708    -2.734    -0.026     23.14

		   CO2            5.362e-005  5.366e-005    -4.271    -4.270     0.000     33.63

		   CaHCO3+        1.393e-005  1.314e-005    -4.856    -4.881    -0.025      8.95

		   CO3-2          7.593e-006  6.003e-006    -5.120    -5.222    -0.102     -7.40

		   CaCO3          6.279e-006  6.284e-006    -5.202    -5.202     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.693e-004  7.660e-004    -3.014    -3.116    -0.102    -18.37

		   CaHCO3+        1.393e-005  1.314e-005    -4.856    -4.881    -0.025      8.95

		   CaSO4          8.706e-006  8.713e-006    -5.060    -5.060     0.000      6.79

		   CaCO3          6.279e-006  6.284e-006    -5.202    -5.202     0.000    -14.66

		   CaOH+          1.350e-008  1.271e-008    -7.870    -7.896    -0.026     (0)  

		   CaHSO4+        5.042e-013  4.748e-013   -12.297   -12.323    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.007   -47.007     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -69.361   -69.387    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -71.117   -71.117     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -72.394   -72.420    -0.026     (0)  

		N(0)         6.627e-025

		   N2             3.313e-025  3.316e-025   -24.480   -24.479     0.000     29.29

		N(3)         2.208e-018

		   NO2-           2.208e-018  2.077e-018   -17.656   -17.683    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.407e-005    -4.000    -4.027    -0.027     27.73

		O(0)         6.876e-004

		   O2             3.438e-004  3.441e-004    -3.464    -3.463     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -151.832  -151.859    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -152.692  -152.692     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -157.144  -157.246    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.125e-005  7.200e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.706e-006  8.713e-006    -5.060    -5.060     0.000      6.79

		   HSO4-          5.475e-011  5.156e-011   -10.262   -10.288    -0.026     38.91

		   CaHSO4+        5.042e-013  4.748e-013   -12.297   -12.323    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -72.394   -72.420    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.958e-003  1.958e-003      1.00

				CO3-2            1.519e-005  7.593e-006      2.00

				CaHCO3+          1.393e-005  1.393e-005      1.00

				CaCO3            1.256e-005  6.279e-006      2.00

				OH-              3.125e-007  3.125e-007      1.00

				CaOH+            1.350e-008  1.350e-008      1.00

				H+              -1.057e-008  1.057e-008     -1.00

				HSO4-           -5.475e-011  5.475e-011     -1.00

				CaHSO4+         -5.042e-013  5.042e-013     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.14     -7.26   -4.12  CaSO4

				Aragonite        -0.08     -8.34   -8.26  CaCO3

				Calcite           0.07     -8.34   -8.41  CaCO3

				CH4(g)         -150.78   -153.48   -2.71  CH4

				CO2(g)           -3.00     -4.27   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -151.83   -159.86   -8.03  H2S

				N2(g)           -21.41    -24.48   -3.07  N2

				NH3(g)          -73.25    -71.12    2.13  NH3

				O2(g)            -0.70     -3.46   -2.77  O2

				Sulfur         -114.02   -108.77    5.25  S

				Vaterite         -0.54     -8.34   -7.80  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 3.

		------------------------------------

				TITLE		Simulation for calculating CalciumCarbonate Precipitation Potential

				USE solution 1

				EQUILIBRIUM_PHASE

						Calcite

				END		# Simulation 3

		-----

		TITLE

		-----

				Simulation for calculating CalciumCarbonate Precipitation Potential

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 1.		Solution after simulation 2.

		Using pure phase assemblage 1.

		-------------------------------Phase assemblage--------------------------------

		                                                      Moles in assemblage

		Phase               SI  log IAP  log K(T, P)   Initial       Final       Delta

		Calcite          -0.00    -8.41     -8.41   1.000e+001  1.000e+001  1.042e-005

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.029e-003  2.029e-003

				Ca               9.878e-004  9.878e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.934      Charge balance

		                                       pe  =  14.029      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 142

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00045

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.143e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  1.979e-003

		                       Total CO2 (mol/kg)  =  2.029e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.27

		                               Iterations  =   3

		                                  Total H  = 1.110144e+002

		                                  Total O  = 5.551364e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            2.685e-007  2.528e-007    -6.571    -6.597    -0.026     -4.99

		   H+             1.230e-008  1.164e-008    -7.910    -7.934    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -153.420  -153.419     0.000     32.22

		C(4)         2.029e-003

		   HCO3-          1.941e-003  1.831e-003    -2.712    -2.737    -0.025     23.14

		   CO2            6.189e-005  6.193e-005    -4.208    -4.208     0.000     33.63

		   CaHCO3+        1.369e-005  1.292e-005    -4.864    -4.889    -0.025      8.95

		   CO3-2          6.465e-006  5.117e-006    -5.189    -5.291    -0.102     -7.40

		   CaCO3          5.307e-006  5.311e-006    -5.275    -5.275     0.000    -14.66

		Ca           9.878e-004

		   Ca+2           9.601e-004  7.595e-004    -3.018    -3.119    -0.102    -18.37

		   CaHCO3+        1.369e-005  1.292e-005    -4.864    -4.889    -0.025      8.95

		   CaSO4          8.647e-006  8.653e-006    -5.063    -5.063     0.000      6.79

		   CaCO3          5.307e-006  5.311e-006    -5.275    -5.275     0.000    -14.66

		   CaOH+          1.150e-008  1.083e-008    -7.939    -7.965    -0.026     (0)  

		   CaHSO4+        5.826e-013  5.488e-013   -12.235   -12.261    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.007   -47.007     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -69.229   -69.255    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -71.051   -71.051     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -72.261   -72.287    -0.026     (0)  

		N(0)         8.980e-025

		   N2             4.490e-025  4.493e-025   -24.348   -24.347     0.000     29.29

		N(3)         2.208e-018

		   NO2-           2.208e-018  2.077e-018   -17.656   -17.682    -0.026     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.410e-005    -4.000    -4.026    -0.026     27.73

		O(0)         6.876e-004

		   O2             3.438e-004  3.441e-004    -3.464    -3.463     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -151.766  -151.792    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -152.560  -152.560     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -157.143  -157.246    -0.102     (0)  

		S(6)         9.995e-005

		   SO4-2          9.131e-005  7.212e-005    -4.040    -4.142    -0.102     11.46

		   CaSO4          8.647e-006  8.653e-006    -5.063    -5.063     0.000      6.79

		   HSO4-          6.380e-011  6.010e-011   -10.195   -10.221    -0.026     38.91

		   CaHSO4+        5.826e-013  5.488e-013   -12.235   -12.261    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -72.261   -72.287    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  1.979e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.941e-003  1.941e-003      1.00

				CaHCO3+          1.369e-005  1.369e-005      1.00

				CO3-2            1.293e-005  6.465e-006      2.00

				CaCO3            1.061e-005  5.307e-006      2.00

				OH-              2.685e-007  2.685e-007      1.00

				H+              -1.230e-008  1.230e-008     -1.00

				CaOH+            1.150e-008  1.150e-008      1.00

				HSO4-           -6.380e-011  6.380e-011     -1.00

				CaHSO4+         -5.826e-013  5.826e-013     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.14     -7.26   -4.12  CaSO4

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -150.71   -153.42   -2.71  CH4

				CO2(g)           -2.94     -4.21   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -151.69   -159.73   -8.03  H2S

				N2(g)           -21.28    -24.35   -3.07  N2

				NH3(g)          -73.18    -71.05    2.13  NH3

				O2(g)            -0.70     -3.46   -2.77  O2

				Sulfur         -113.89   -108.63    5.25  S

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 4.

		------------------------------------

				TITLE		Simulation for calculating Buffer Capacity (dpH after 0.01 mmol/kgw HCl) and pH stability (dpH after 0.1 mmol/kgw HCl)

				USE solution 1

				REACTION

						HCl

						0.01   0.10  millimoles										# solution composition after 2 dosing steps

						INCREMENTAL_REACTIONS false

				END		# Simulation 4

		-----

		TITLE

		-----

				Simulation for calculating Buffer Capacity (dpH after 0.01 mmol/kgw HCl) and pH stability (dpH after 0.1 mmol/kgw HCl)

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 1.		Solution after simulation 2.

		Using reaction 1.

		Reaction 1.

				 1.000e-005 moles of the following reaction have been added:

				                 Relative

				Reactant            moles

				HCl                  1.00000

				                 Relative

				Element             moles

				Cl                   1.00000

				H                    1.00000

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.039e-003  2.039e-003

				Ca               9.982e-004  9.982e-004

				Cl               1.000e-005  1.000e-005

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.938      Charge balance

		                                       pe  =  14.025      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00045

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.174e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  1.990e-003

		                       Total CO2 (mol/kg)  =  2.039e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.20

		                               Iterations  =   3

		                                  Total H  = 1.110144e+002

		                                  Total O  = 5.551367e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            2.708e-007  2.549e-007    -6.567    -6.594    -0.026     -4.99

		   H+             1.220e-008  1.154e-008    -7.914    -7.938    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -153.421  -153.421     0.000     32.22

		C(4)         2.039e-003

		   HCO3-          1.952e-003  1.840e-003    -2.710    -2.735    -0.026     23.14

		   CO2            6.169e-005  6.173e-005    -4.210    -4.209     0.000     33.63

		   CaHCO3+        1.389e-005  1.311e-005    -4.857    -4.882    -0.025      8.95

		   CO3-2          6.559e-006  5.185e-006    -5.183    -5.285    -0.102     -7.40

		   CaCO3          5.428e-006  5.432e-006    -5.265    -5.265     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.701e-004  7.667e-004    -3.013    -3.115    -0.102    -18.37

		   CaHCO3+        1.389e-005  1.311e-005    -4.857    -4.882    -0.025      8.95

		   CaSO4          8.713e-006  8.719e-006    -5.060    -5.060     0.000      6.79

		   CaCO3          5.428e-006  5.432e-006    -5.265    -5.265     0.000    -14.66

		   CaOH+          1.171e-008  1.102e-008    -7.932    -7.958    -0.026     (0)  

		   CaHSO4+        5.824e-013  5.484e-013   -12.235   -12.261    -0.026     (0)  

		Cl           1.000e-005

		   Cl-            1.000e-005  9.414e-006    -5.000    -5.026    -0.026     17.39

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.007   -47.007     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -69.236   -69.263    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -71.055   -71.055     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -72.269   -72.295    -0.026     (0)  

		N(0)         8.827e-025

		   N2             4.414e-025  4.417e-025   -24.355   -24.355     0.000     29.29

		N(3)         2.208e-018

		   NO2-           2.208e-018  2.077e-018   -17.656   -17.683    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.407e-005    -4.000    -4.027    -0.027     27.73

		O(0)         6.876e-004

		   O2             3.438e-004  3.441e-004    -3.464    -3.463     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -151.770  -151.796    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -152.568  -152.568     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -157.144  -157.246    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.124e-005  7.200e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.713e-006  8.719e-006    -5.060    -5.060     0.000      6.79

		   HSO4-          6.318e-011  5.950e-011   -10.199   -10.225    -0.026     38.91

		   CaHSO4+        5.824e-013  5.484e-013   -12.235   -12.261    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -72.269   -72.295    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  1.990e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.952e-003  1.952e-003      1.00

				CaHCO3+          1.389e-005  1.389e-005      1.00

				CO3-2            1.312e-005  6.559e-006      2.00

				CaCO3            1.086e-005  5.428e-006      2.00

				OH-              2.708e-007  2.708e-007      1.00

				H+              -1.220e-008  1.220e-008     -1.00

				CaOH+            1.171e-008  1.171e-008      1.00

				HSO4-           -6.318e-011  6.318e-011     -1.00

				CaHSO4+         -5.824e-013  5.824e-013     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.14     -7.26   -4.12  CaSO4

				Aragonite        -0.15     -8.40   -8.26  CaCO3

				Calcite           0.01     -8.40   -8.41  CaCO3

				CH4(g)         -150.71   -153.42   -2.71  CH4

				CO2(g)           -2.94     -4.21   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -151.70   -159.73   -8.03  H2S

				N2(g)           -21.29    -24.35   -3.07  N2

				NH3(g)          -73.18    -71.05    2.13  NH3

				O2(g)            -0.70     -3.46   -2.77  O2

				Sulfur         -113.89   -108.64    5.25  S

				Vaterite         -0.60     -8.40   -7.80  CaCO3

		Reaction step 2.

		Using solution 1.		Solution after simulation 2.

		Using reaction 1.

		Reaction 1.

				 1.000e-004 moles of the following reaction have been added:

				                 Relative

				Reactant            moles

				HCl                  1.00000

				                 Relative

				Element             moles

				Cl                   1.00000

				H                    1.00000

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.039e-003  2.039e-003

				Ca               9.982e-004  9.982e-004

				Cl               1.000e-004  1.000e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.552      Charge balance

		                                       pe  =  14.411      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 145

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00045

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  1.900e-003

		                       Total CO2 (mol/kg)  =  2.039e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.18

		                               Iterations  =   5

		                                  Total H  = 1.110145e+002

		                                  Total O  = 5.551367e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            1.114e-007  1.048e-007    -6.953    -6.980    -0.026     -4.99

		   H+             2.967e-008  2.807e-008    -7.528    -7.552    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -153.052  -153.052     0.000     32.22

		C(4)         2.039e-003

		   HCO3-          1.877e-003  1.770e-003    -2.727    -2.752    -0.026     23.14

		   CO2            1.443e-004  1.444e-004    -3.841    -3.841     0.000     33.63

		   CaHCO3+        1.341e-005  1.265e-005    -4.873    -4.898    -0.025      8.95

		   CO3-2          2.594e-006  2.050e-006    -5.586    -5.688    -0.102     -7.40

		   CaCO3          2.154e-006  2.156e-006    -5.667    -5.666     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.739e-004  7.694e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.341e-005  1.265e-005    -4.873    -4.898    -0.025      8.95

		   CaSO4          8.740e-006  8.746e-006    -5.059    -5.058     0.000      6.79

		   CaCO3          2.154e-006  2.156e-006    -5.667    -5.666     0.000    -14.66

		   CaOH+          4.831e-009  4.549e-009    -8.316    -8.342    -0.026     (0)  

		   CaHSO4+        1.421e-012  1.338e-012   -11.847   -11.874    -0.026     (0)  

		Cl           1.000e-004

		   Cl-            1.000e-004  9.413e-005    -4.000    -4.026    -0.026     17.39

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.007   -47.007     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -68.464   -68.491    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -70.669   -70.669     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -71.498   -71.524    -0.026     (0)  

		N(0)         5.221e-024

		   N2             2.610e-024  2.612e-024   -23.583   -23.583     0.000     29.29

		N(3)         2.208e-018

		   NO2-           2.208e-018  2.077e-018   -17.656   -17.683    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         6.876e-004

		   O2             3.438e-004  3.441e-004    -3.464    -3.463     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -151.384  -151.411    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -151.796  -151.796     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -157.144  -157.247    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.196e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.740e-006  8.746e-006    -5.059    -5.058     0.000      6.79

		   HSO4-          1.536e-010  1.446e-010    -9.814    -9.840    -0.026     38.91

		   CaHSO4+        1.421e-012  1.338e-012   -11.847   -11.874    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -71.498   -71.524    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  1.900e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.877e-003  1.877e-003      1.00

				CaHCO3+          1.341e-005  1.341e-005      1.00

				CO3-2            5.187e-006  2.594e-006      2.00

				CaCO3            4.308e-006  2.154e-006      2.00

				OH-              1.114e-007  1.114e-007      1.00

				H+              -2.967e-008  2.967e-008     -1.00

				CaOH+            4.831e-009  4.831e-009      1.00

				HSO4-           -1.536e-010  1.536e-010     -1.00

				CaHSO4+         -1.421e-012  1.421e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.55     -8.80   -8.26  CaCO3

				Calcite          -0.39     -8.80   -8.41  CaCO3

				CH4(g)         -150.35   -153.05   -2.71  CH4

				CO2(g)           -2.57     -3.84   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -150.93   -158.96   -8.03  H2S

				N2(g)           -20.51    -23.58   -3.07  N2

				NH3(g)          -72.80    -70.67    2.13  NH3

				O2(g)            -0.70     -3.46   -2.77  O2

				Sulfur         -113.12   -107.87    5.25  S

				Vaterite         -1.00     -8.80   -7.80  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 5.

		------------------------------------

				TITLE		Simulation for calculating CalciumCarbonate Precipitation Potential at 60 and 90 C

				USE solution 1

				REACTION_TEMPERATURE 

						60  90 										# solution composition is calculated for the 2 listed temperatures (C) 

				EQUILIBRIUM_PHASE

						Calcite

				END		# Simulation 5

		-----

		TITLE

		-----

				Simulation for calculating CalciumCarbonate Precipitation Potential at 60 and 90 C

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 1.		Solution after simulation 2.

		Using pure phase assemblage 1.

		Using temperature 1.

		-------------------------------Phase assemblage--------------------------------

		                                                      Moles in assemblage

		Phase               SI  log IAP  log K(T, P)   Initial       Final       Delta

		Calcite           0.00    -8.76     -8.76   1.000e+001  1.000e+001  9.644e-005

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                1.943e-003  1.943e-003

				Ca               9.018e-004  9.018e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.336      Charge balance

		                                       pe  =  10.723      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 60 oC) = 361

		                          Density (g/cm3)  =   0.98332

		                               Volume (L)  =   1.01725

		                        Activity of water  =   1.000

		                           Ionic strength  =  2.854e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  1.807e-003

		                       Total CO2 (mol/kg)  =  1.943e-003

		                      Temperature (deg C)  =  60.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.99

		                               Iterations  =  40

		                                  Total H  = 1.110144e+002

		                                  Total O  = 5.551338e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            2.229e-006  2.093e-006    -5.652    -5.679    -0.027     -3.92

		   H+             4.888e-008  4.613e-008    -7.311    -7.336    -0.025      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.32

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -128.364  -128.364     0.000     32.22

		C(4)         1.943e-003

		   HCO3-          1.762e-003  1.658e-003    -2.754    -2.780    -0.027     25.87

		   CO2            1.491e-004  1.492e-004    -3.826    -3.826     0.000     23.63

		   CaHCO3+        2.015e-005  1.897e-005    -4.696    -4.722    -0.026     10.45

		   CaCO3          7.783e-006  7.788e-006    -5.109    -5.109     0.000    -14.51

		   CO3-2          3.297e-006  2.580e-006    -5.482    -5.588    -0.106     -7.19

		Ca           9.018e-004

		   Ca+2           8.632e-004  6.753e-004    -3.064    -3.170    -0.107    -18.28

		   CaHCO3+        2.015e-005  1.897e-005    -4.696    -4.722    -0.026     10.45

		   CaSO4          1.060e-005  1.060e-005    -4.975    -4.975     0.000      8.37

		   CaCO3          7.783e-006  7.788e-006    -5.109    -5.109     0.000    -14.51

		   CaOH+          2.586e-009  2.429e-009    -8.587    -8.615    -0.027     (0)  

		   CaHSO4+        6.373e-012  5.986e-012   -11.196   -11.223    -0.027     (0)  

		H(0)         7.884e-040

		   H2             3.942e-040  3.945e-040   -39.404   -39.404     0.000     28.58

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -58.473   -58.501    -0.028     18.26

		   NH3            0.000e+000  0.000e+000   -59.453   -59.453     0.000     24.99

		   NH4SO4-        0.000e+000  0.000e+000   -61.520   -61.547    -0.027     (0)  

		N(0)         1.060e-020

		   N2             5.299e-021  5.302e-021   -20.276   -20.276     0.000     29.29

		N(3)         1.207e-015

		   NO2-           1.207e-015  1.133e-015   -14.918   -14.946    -0.028     25.72

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.383e-005    -4.000    -4.028    -0.028     31.56

		O(0)         6.876e-004

		   O2             3.438e-004  3.440e-004    -3.464    -3.463     0.000     32.38

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -126.920  -126.947    -0.027     21.12

		   H2S            0.000e+000  0.000e+000  -127.662  -127.662     0.000     37.26

		   S-2            0.000e+000  0.000e+000  -131.490  -131.597    -0.107     (0)  

		S(6)         9.995e-005

		   SO4-2          8.935e-005  6.981e-005    -4.049    -4.156    -0.107     15.23

		   CaSO4          1.060e-005  1.060e-005    -4.975    -4.975     0.000      8.37

		   HSO4-          7.850e-010  7.373e-010    -9.105    -9.132    -0.027     41.41

		   CaHSO4+        6.373e-012  5.986e-012   -11.196   -11.223    -0.027     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -61.520   -61.547    -0.027     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  1.807e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.762e-003  1.762e-003      1.00

				CaHCO3+          2.015e-005  2.015e-005      1.00

				CaCO3            1.557e-005  7.783e-006      2.00

				CO3-2            6.593e-006  3.297e-006      2.00

				OH-              2.229e-006  2.229e-006      1.00

				H+              -4.888e-008  4.888e-008     -1.00

				CaOH+            2.586e-009  2.586e-009      1.00

				HSO4-           -7.850e-010  7.850e-010     -1.00

				CaHSO4+         -6.373e-012  6.373e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

				HS-              0.000e+000  0.000e+000      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(333 K,   1 atm)

				Anhydrite        -2.62     -7.33   -4.71  CaSO4

				Aragonite        -0.12     -8.76   -8.64  CaCO3

				Calcite           0.00     -8.76   -8.76  CaCO3

				CH4(g)         -125.34   -128.36   -3.02  CH4

				CO2(g)           -2.06     -3.83   -1.77  CO2

				Gypsum           -2.67     -7.33   -4.65  CaSO4:2H2O

				H2(g)           -36.27    -39.40   -3.14  H2

				H2O(g)           -0.71     -0.00    0.71  H2O

				H2S(g)         -126.35   -134.28   -7.94  H2S

				N2(g)           -16.96    -20.28   -3.31  N2

				NH3(g)          -60.61    -59.45    1.16  NH3

				O2(g)            -0.40     -3.46   -3.06  O2

				Sulfur          -95.69    -91.54    4.15  S

				Vaterite         -0.48     -8.76   -8.28  CaCO3

		Reaction step 2.

		Using solution 1.		Solution after simulation 2.

		Using pure phase assemblage 1.

		Using temperature 1.

		-------------------------------Phase assemblage--------------------------------

		                                                      Moles in assemblage

		Phase               SI  log IAP  log K(T, P)   Initial       Final       Delta

		Calcite          -0.00    -9.12     -9.12   1.000e+001  1.000e+001  2.189e-004

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                1.820e-003  1.820e-003

				Ca               7.793e-004  7.793e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.095      Charge balance

		                                       pe  =   9.138      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 90 oC) = 469

		                          Density (g/cm3)  =   0.96542

		                               Volume (L)  =   1.03609

		                        Activity of water  =   1.000

		                           Ionic strength  =  2.487e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  1.562e-003

		                       Total CO2 (mol/kg)  =  1.820e-003

		                      Temperature (deg C)  =  90.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -9.17

		                               Iterations  =  56

		                                  Total H  = 1.110144e+002

		                                  Total O  = 5.551301e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            5.224e-006  4.903e-006    -5.282    -5.310    -0.028     -5.17

		   H+             8.511e-008  8.029e-008    -7.070    -7.095    -0.025      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.66

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -116.878  -116.878     0.000     32.22

		C(4)         1.820e-003

		   HCO3-          1.519e-003  1.428e-003    -2.819    -2.845    -0.027     25.23

		   CO2            2.736e-004  2.738e-004    -3.563    -3.563     0.000     21.33

		   CaHCO3+        1.794e-005  1.688e-005    -4.746    -4.773    -0.026     10.58

		   CaCO3          8.534e-006  8.539e-006    -5.069    -5.069     0.000    -14.45

		   CO3-2          1.667e-006  1.303e-006    -5.778    -5.885    -0.107    -13.80

		Ca           7.793e-004

		   Ca+2           7.421e-004  5.798e-004    -3.130    -3.237    -0.107    -19.21

		   CaHCO3+        1.794e-005  1.688e-005    -4.746    -4.773    -0.026     10.58

		   CaSO4          1.071e-005  1.071e-005    -4.970    -4.970     0.000      8.76

		   CaCO3          8.534e-006  8.539e-006    -5.069    -5.069     0.000    -14.45

		   CaOH+          1.276e-009  1.198e-009    -8.894    -8.921    -0.027     (0)  

		   CaHSO4+        2.210e-011  2.075e-011   -10.656   -10.683    -0.027     (0)  

		H(0)         2.842e-036

		   H2             1.421e-036  1.422e-036   -35.847   -35.847     0.000     28.57

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.520   -53.548    -0.028     17.62

		   NH3            0.000e+000  0.000e+000   -54.074   -54.074     0.000     25.26

		   NH4SO4-        0.000e+000  0.000e+000   -56.567   -56.595    -0.027     (0)  

		N(0)         7.125e-019

		   N2             3.563e-019  3.565e-019   -18.448   -18.448     0.000     29.29

		N(3)         2.304e-014

		   NO2-           2.304e-014  2.162e-014   -13.637   -13.665    -0.028     25.22

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.381e-005    -4.000    -4.028    -0.028     32.15

		O(0)         6.876e-004

		   O2             3.438e-004  3.440e-004    -3.464    -3.463     0.000     33.54

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -115.330  -115.358    -0.028     20.34

		   H2S            0.000e+000  0.000e+000  -115.929  -115.929     0.000     37.30

		   S-2            0.000e+000  0.000e+000  -119.485  -119.593    -0.108     (0)  

		S(6)         9.995e-005

		   SO4-2          8.924e-005  6.964e-005    -4.049    -4.157    -0.108     12.79

		   CaSO4          1.071e-005  1.071e-005    -4.970    -4.970     0.000      8.76

		   HSO4-          3.171e-009  2.977e-009    -8.499    -8.526    -0.027     41.08

		   CaHSO4+        2.210e-011  2.075e-011   -10.656   -10.683    -0.027     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.567   -56.595    -0.027     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  1.562e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.519e-003  1.519e-003      1.00

				CaHCO3+          1.794e-005  1.794e-005      1.00

				CaCO3            1.707e-005  8.534e-006      2.00

				OH-              5.224e-006  5.224e-006      1.00

				CO3-2            3.334e-006  1.667e-006      2.00

				H+              -8.511e-008  8.511e-008     -1.00

				HSO4-           -3.171e-009  3.171e-009     -1.00

				CaOH+            1.276e-009  1.276e-009      1.00

				CaHSO4+         -2.210e-011  2.210e-011     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

				HS-              0.000e+000  0.000e+000      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(363 K,   1 atm)

				Anhydrite        -2.28     -7.39   -5.12  CaSO4

				Aragonite        -0.11     -9.12   -9.02  CaCO3

				Calcite          -0.00     -9.12   -9.12  CaCO3

				CH4(g)         -113.81   -116.88   -3.07  CH4

				CO2(g)           -1.64     -3.56   -1.92  CO2

				Gypsum           -2.60     -7.39   -4.79  CaSO4:2H2O

				H2(g)           -32.73    -35.85   -3.12  H2

				H2O(g)           -0.16     -0.00    0.16  H2O

				H2S(g)         -114.52   -122.45   -7.94  H2S

				N2(g)           -15.10    -18.45   -3.34  N2

				NH3(g)          -54.80    -54.07    0.73  NH3

				O2(g)            -0.35     -3.46   -3.11  O2

				Sulfur          -87.10    -83.46    3.64  S

				Vaterite         -0.43     -9.12   -8.70  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 6.

		------------------------------------

				USE solution 1

				KINETICS 1

						Organic_C								# rate name (must be defined in RATES)

						 formula CH2O 1.0								# reactant's elements and stoichiometric factor (default 1.0) 

						 m0 		0.1						# initial reactant moles (constant). Default: 1.0 mole														#		0.005		0.5 ok

						 m 		0.1						# reactant moles at the start (changes with reaction time). Default: 1.0														#		0.005		0.5 ok

						 tol 1e-8								# Tolerance for integration procedure (moles). Default: 1e-8 moles.

						 steps		0		 300*86400				# Time steps over which to integrate the rate expressions (seconds)

				INCREMENTAL_REACTIONS						TRUE

				END		# Simulation 6										# last END is optional (EndOfFile=END)

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 0 seconds  (Incremented time: 0 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -0.000e+000  1.000e-001   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.039e-003  2.039e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   8.000      Charge balance

		                                       pe  =  13.963      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00045

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.172e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.039e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.21

		                               Iterations  =   0

		                                  Total H  = 1.110144e+002

		                                  Total O  = 5.551367e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            3.125e-007  2.941e-007    -6.505    -6.531    -0.026     -4.99

		   H+             1.057e-008  1.000e-008    -7.976    -8.000    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -153.482  -153.482     0.000     32.22

		C(4)         2.039e-003

		   HCO3-          1.958e-003  1.846e-003    -2.708    -2.734    -0.026     23.14

		   CO2            5.362e-005  5.366e-005    -4.271    -4.270     0.000     33.63

		   CaHCO3+        1.393e-005  1.314e-005    -4.856    -4.881    -0.025      8.95

		   CO3-2          7.593e-006  6.003e-006    -5.120    -5.222    -0.102     -7.40

		   CaCO3          6.279e-006  6.284e-006    -5.202    -5.202     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.693e-004  7.660e-004    -3.014    -3.116    -0.102    -18.37

		   CaHCO3+        1.393e-005  1.314e-005    -4.856    -4.881    -0.025      8.95

		   CaSO4          8.706e-006  8.713e-006    -5.060    -5.060     0.000      6.79

		   CaCO3          6.279e-006  6.284e-006    -5.202    -5.202     0.000    -14.66

		   CaOH+          1.350e-008  1.271e-008    -7.870    -7.896    -0.026     (0)  

		   CaHSO4+        5.042e-013  4.748e-013   -12.297   -12.323    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.007   -47.007     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -69.361   -69.387    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -71.117   -71.117     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -72.394   -72.420    -0.026     (0)  

		N(0)         6.627e-025

		   N2             3.313e-025  3.316e-025   -24.480   -24.479     0.000     29.29

		N(3)         2.208e-018

		   NO2-           2.208e-018  2.077e-018   -17.656   -17.683    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.407e-005    -4.000    -4.027    -0.027     27.73

		O(0)         6.876e-004

		   O2             3.438e-004  3.441e-004    -3.464    -3.463     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -151.832  -151.859    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -152.692  -152.692     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -157.144  -157.246    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.125e-005  7.200e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.706e-006  8.713e-006    -5.060    -5.060     0.000      6.79

		   HSO4-          5.475e-011  5.156e-011   -10.262   -10.288    -0.026     38.91

		   CaHSO4+        5.042e-013  4.748e-013   -12.297   -12.323    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -72.394   -72.420    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.958e-003  1.958e-003      1.00

				CO3-2            1.519e-005  7.593e-006      2.00

				CaHCO3+          1.393e-005  1.393e-005      1.00

				CaCO3            1.256e-005  6.279e-006      2.00

				OH-              3.125e-007  3.125e-007      1.00

				CaOH+            1.350e-008  1.350e-008      1.00

				H+              -1.057e-008  1.057e-008     -1.00

				HSO4-           -5.475e-011  5.475e-011     -1.00

				CaHSO4+         -5.042e-013  5.042e-013     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.14     -7.26   -4.12  CaSO4

				Aragonite        -0.08     -8.34   -8.26  CaCO3

				Calcite           0.07     -8.34   -8.41  CaCO3

				CH4(g)         -150.78   -153.48   -2.71  CH4

				CO2(g)           -3.00     -4.27   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -151.83   -159.86   -8.03  H2S

				N2(g)           -21.41    -24.48   -3.07  N2

				NH3(g)          -73.25    -71.12    2.13  NH3

				O2(g)            -0.70     -3.46   -2.77  O2

				Sulfur         -114.02   -108.77    5.25  S

				Vaterite         -0.54     -8.34   -7.80  CaCO3

		Reaction step 2.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 86400 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -7.332e-006  9.999e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.047e-003  2.047e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.955      Charge balance

		                                       pe  =  14.005      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00045

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.173e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.047e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.20

		                               Iterations  =  16

		                                  Total H  = 1.110144e+002

		                                  Total O  = 5.551368e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            2.817e-007  2.651e-007    -6.550    -6.577    -0.026     -4.99

		   H+             1.173e-008  1.109e-008    -7.931    -7.955    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -153.418  -153.417     0.000     32.22

		C(4)         2.047e-003

		   HCO3-          1.960e-003  1.849e-003    -2.708    -2.733    -0.026     23.14

		   CO2            5.957e-005  5.961e-005    -4.225    -4.225     0.000     33.63

		   CaHCO3+        1.395e-005  1.316e-005    -4.855    -4.881    -0.025      8.95

		   CO3-2          6.853e-006  5.418e-006    -5.164    -5.266    -0.102     -7.40

		   CaCO3          5.671e-006  5.675e-006    -5.246    -5.246     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.698e-004  7.664e-004    -3.013    -3.116    -0.102    -18.37

		   CaHCO3+        1.395e-005  1.316e-005    -4.855    -4.881    -0.025      8.95

		   CaSO4          8.710e-006  8.717e-006    -5.060    -5.060     0.000      6.79

		   CaCO3          5.671e-006  5.675e-006    -5.246    -5.246     0.000    -14.66

		   CaOH+          1.217e-008  1.146e-008    -7.915    -7.941    -0.026     (0)  

		   CaHSO4+        5.597e-013  5.271e-013   -12.252   -12.278    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.003   -47.002     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -69.252   -69.278    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -71.053   -71.053     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -72.285   -72.311    -0.026     (0)  

		N(0)         8.609e-025

		   N2             4.304e-025  4.308e-025   -24.366   -24.366     0.000     29.29

		N(3)         2.232e-018

		   NO2-           2.232e-018  2.099e-018   -17.651   -17.678    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.407e-005    -4.000    -4.027    -0.027     27.73

		O(0)         6.730e-004

		   O2             3.365e-004  3.367e-004    -3.473    -3.473     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -151.768  -151.795    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -152.584  -152.583     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -157.125  -157.228    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.124e-005  7.200e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.710e-006  8.717e-006    -5.060    -5.060     0.000      6.79

		   HSO4-          6.074e-011  5.720e-011   -10.217   -10.243    -0.026     38.91

		   CaHSO4+        5.597e-013  5.271e-013   -12.252   -12.278    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -72.285   -72.311    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.960e-003  1.960e-003      1.00

				CaHCO3+          1.395e-005  1.395e-005      1.00

				CO3-2            1.371e-005  6.853e-006      2.00

				CaCO3            1.134e-005  5.671e-006      2.00

				OH-              2.817e-007  2.817e-007      1.00

				CaOH+            1.217e-008  1.217e-008      1.00

				H+              -1.173e-008  1.173e-008     -1.00

				HSO4-           -6.074e-011  6.074e-011     -1.00

				CaHSO4+         -5.597e-013  5.597e-013     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.14     -7.26   -4.12  CaSO4

				Aragonite        -0.13     -8.38   -8.26  CaCO3

				Calcite           0.03     -8.38   -8.41  CaCO3

				CH4(g)         -150.71   -153.42   -2.71  CH4

				CO2(g)           -2.96     -4.22   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.95    -47.00   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -151.72   -159.75   -8.03  H2S

				N2(g)           -21.30    -24.37   -3.07  N2

				NH3(g)          -73.18    -71.05    2.13  NH3

				O2(g)            -0.71     -3.47   -2.77  O2

				Sulfur         -113.91   -108.66    5.25  S

				Vaterite         -0.58     -8.38   -7.80  CaCO3

		Reaction step 3.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 172800 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -7.258e-006  9.999e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.054e-003  2.054e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.913      Charge balance

		                                       pe  =  14.045      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00045

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.174e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.054e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.20

		                               Iterations  =  16

		                                  Total H  = 1.110144e+002

		                                  Total O  = 5.551368e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            2.559e-007  2.408e-007    -6.592    -6.618    -0.026     -4.99

		   H+             1.291e-008  1.222e-008    -7.889    -7.913    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -153.356  -153.356     0.000     32.22

		C(4)         2.054e-003

		   HCO3-          1.963e-003  1.851e-003    -2.707    -2.733    -0.026     23.14

		   CO2            6.566e-005  6.571e-005    -4.183    -4.182     0.000     33.63

		   CaHCO3+        1.398e-005  1.319e-005    -4.855    -4.880    -0.025      8.95

		   CO3-2          6.232e-006  4.927e-006    -5.205    -5.307    -0.102     -7.40

		   CaCO3          5.159e-006  5.162e-006    -5.287    -5.287     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.703e-004  7.668e-004    -3.013    -3.115    -0.102    -18.37

		   CaHCO3+        1.398e-005  1.319e-005    -4.855    -4.880    -0.025      8.95

		   CaSO4          8.714e-006  8.720e-006    -5.060    -5.059     0.000      6.79

		   CaCO3          5.159e-006  5.162e-006    -5.287    -5.287     0.000    -14.66

		   CaOH+          1.106e-008  1.042e-008    -7.956    -7.982    -0.026     (0)  

		   CaHSO4+        6.165e-013  5.806e-013   -12.210   -12.236    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.998   -46.998     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -69.149   -69.176    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -70.993   -70.992     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -72.182   -72.209    -0.026     (0)  

		N(0)         1.102e-024

		   N2             5.511e-025  5.515e-025   -24.259   -24.258     0.000     29.29

		N(3)         2.256e-018

		   NO2-           2.256e-018  2.122e-018   -17.647   -17.673    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.407e-005    -4.000    -4.027    -0.027     27.73

		O(0)         6.584e-004

		   O2             3.292e-004  3.295e-004    -3.483    -3.482     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -151.708  -151.734    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -152.481  -152.481     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -157.106  -157.209    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.124e-005  7.199e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.714e-006  8.720e-006    -5.060    -5.059     0.000      6.79

		   HSO4-          6.687e-011  6.297e-011   -10.175   -10.201    -0.026     38.91

		   CaHSO4+        6.165e-013  5.806e-013   -12.210   -12.236    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -72.182   -72.209    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.963e-003  1.963e-003      1.00

				CaHCO3+          1.398e-005  1.398e-005      1.00

				CO3-2            1.246e-005  6.232e-006      2.00

				CaCO3            1.032e-005  5.159e-006      2.00

				OH-              2.559e-007  2.559e-007      1.00

				H+              -1.291e-008  1.291e-008     -1.00

				CaOH+            1.106e-008  1.106e-008      1.00

				HSO4-           -6.687e-011  6.687e-011     -1.00

				CaHSO4+         -6.165e-013  6.165e-013     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.14     -7.26   -4.12  CaSO4

				Aragonite        -0.17     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -150.65   -153.36   -2.71  CH4

				CO2(g)           -2.92     -4.18   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.94    -47.00   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -151.61   -159.65   -8.03  H2S

				N2(g)           -21.19    -24.26   -3.07  N2

				NH3(g)          -73.12    -70.99    2.13  NH3

				O2(g)            -0.72     -3.48   -2.77  O2

				Sulfur         -113.82   -108.56    5.25  S

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 4.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 259200 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -7.183e-006  9.998e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.061e-003  2.061e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.874      Charge balance

		                                       pe  =  14.081      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00045

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.175e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.061e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.20

		                               Iterations  =  16

		                                  Total H  = 1.110144e+002

		                                  Total O  = 5.551369e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            2.340e-007  2.202e-007    -6.631    -6.657    -0.026     -4.99

		   H+             1.412e-008  1.336e-008    -7.850    -7.874    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -153.298  -153.298     0.000     32.22

		C(4)         2.061e-003

		   HCO3-          1.965e-003  1.853e-003    -2.707    -2.732    -0.026     23.14

		   CO2            7.186e-005  7.192e-005    -4.143    -4.143     0.000     33.63

		   CaHCO3+        1.399e-005  1.320e-005    -4.854    -4.879    -0.025      8.95

		   CO3-2          5.705e-006  4.510e-006    -5.244    -5.346    -0.102     -7.40

		   CaCO3          4.725e-006  4.728e-006    -5.326    -5.325     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.707e-004  7.671e-004    -3.013    -3.115    -0.102    -18.37

		   CaHCO3+        1.399e-005  1.320e-005    -4.854    -4.879    -0.025      8.95

		   CaSO4          8.717e-006  8.723e-006    -5.060    -5.059     0.000      6.79

		   CaCO3          4.725e-006  4.728e-006    -5.326    -5.325     0.000    -14.66

		   CaOH+          1.012e-008  9.531e-009    -7.995    -8.021    -0.026     (0)  

		   CaHSO4+        6.743e-013  6.350e-013   -12.171   -12.197    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.993   -46.993     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -69.052   -69.079    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -70.935   -70.935     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -72.086   -72.112    -0.026     (0)  

		N(0)         1.392e-024

		   N2             6.961e-025  6.966e-025   -24.157   -24.157     0.000     29.29

		N(3)         2.281e-018

		   NO2-           2.281e-018  2.146e-018   -17.642   -17.668    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.407e-005    -4.000    -4.027    -0.027     27.73

		O(0)         6.441e-004

		   O2             3.220e-004  3.223e-004    -3.492    -3.492     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -151.650  -151.676    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -152.384  -152.384     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -157.087  -157.190    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.124e-005  7.199e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.717e-006  8.723e-006    -5.060    -5.059     0.000      6.79

		   HSO4-          7.311e-011  6.885e-011   -10.136   -10.162    -0.026     38.91

		   CaHSO4+        6.743e-013  6.350e-013   -12.171   -12.197    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -72.086   -72.112    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.965e-003  1.965e-003      1.00

				CaHCO3+          1.399e-005  1.399e-005      1.00

				CO3-2            1.141e-005  5.705e-006      2.00

				CaCO3            9.449e-006  4.725e-006      2.00

				OH-              2.340e-007  2.340e-007      1.00

				H+              -1.412e-008  1.412e-008     -1.00

				CaOH+            1.012e-008  1.012e-008      1.00

				HSO4-           -7.311e-011  7.311e-011     -1.00

				CaHSO4+         -6.743e-013  6.743e-013     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.14     -7.26   -4.12  CaSO4

				Aragonite        -0.21     -8.46   -8.26  CaCO3

				Calcite          -0.05     -8.46   -8.41  CaCO3

				CH4(g)         -150.59   -153.30   -2.71  CH4

				CO2(g)           -2.88     -4.14   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.94    -46.99   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -151.52   -159.55   -8.03  H2S

				N2(g)           -21.09    -24.16   -3.07  N2

				NH3(g)          -73.06    -70.93    2.13  NH3

				O2(g)            -0.73     -3.49   -2.77  O2

				Sulfur         -113.72   -108.47    5.25  S

				Vaterite         -0.66     -8.46   -7.80  CaCO3

		Reaction step 5.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 345600 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -7.107e-006  9.997e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.068e-003  2.068e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.838      Charge balance

		                                       pe  =  14.115      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00045

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.175e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.068e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.19

		                               Iterations  =  16

		                                  Total H  = 1.110145e+002

		                                  Total O  = 5.551370e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            2.154e-007  2.027e-007    -6.667    -6.693    -0.026     -4.99

		   H+             1.534e-008  1.451e-008    -7.814    -7.838    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -153.242  -153.242     0.000     32.22

		C(4)         2.068e-003

		   HCO3-          1.966e-003  1.854e-003    -2.706    -2.732    -0.026     23.14

		   CO2            7.813e-005  7.819e-005    -4.107    -4.107     0.000     33.63

		   CaHCO3+        1.401e-005  1.322e-005    -4.854    -4.879    -0.025      8.95

		   CO3-2          5.257e-006  4.155e-006    -5.279    -5.381    -0.102     -7.40

		   CaCO3          4.354e-006  4.358e-006    -5.361    -5.361     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.711e-004  7.674e-004    -3.013    -3.115    -0.102    -18.37

		   CaHCO3+        1.401e-005  1.322e-005    -4.854    -4.879    -0.025      8.95

		   CaSO4          8.719e-006  8.726e-006    -5.060    -5.059     0.000      6.79

		   CaCO3          4.354e-006  4.358e-006    -5.361    -5.361     0.000    -14.66

		   CaOH+          9.320e-009  8.777e-009    -8.031    -8.057    -0.026     (0)  

		   CaHSO4+        7.327e-013  6.900e-013   -12.135   -12.161    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.988   -46.988     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -68.961   -68.988    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -70.880   -70.879     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -71.995   -72.021    -0.026     (0)  

		N(0)         1.737e-024

		   N2             8.685e-025  8.692e-025   -24.061   -24.061     0.000     29.29

		N(3)         2.307e-018

		   NO2-           2.307e-018  2.170e-018   -17.637   -17.664    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.407e-005    -4.000    -4.027    -0.027     27.73

		O(0)         6.299e-004

		   O2             3.149e-004  3.152e-004    -3.502    -3.501     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -151.594  -151.621    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -152.293  -152.293     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -157.067  -157.170    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.123e-005  7.199e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.719e-006  8.726e-006    -5.060    -5.059     0.000      6.79

		   HSO4-          7.942e-011  7.479e-011   -10.100   -10.126    -0.026     38.91

		   CaHSO4+        7.327e-013  6.900e-013   -12.135   -12.161    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -71.995   -72.021    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.966e-003  1.966e-003      1.00

				CaHCO3+          1.401e-005  1.401e-005      1.00

				CO3-2            1.051e-005  5.257e-006      2.00

				CaCO3            8.709e-006  4.354e-006      2.00

				OH-              2.154e-007  2.154e-007      1.00

				H+              -1.534e-008  1.534e-008     -1.00

				CaOH+            9.320e-009  9.320e-009      1.00

				HSO4-           -7.942e-011  7.942e-011     -1.00

				CaHSO4+         -7.327e-013  7.327e-013     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.14     -7.26   -4.12  CaSO4

				Aragonite        -0.24     -8.50   -8.26  CaCO3

				Calcite          -0.09     -8.50   -8.41  CaCO3

				CH4(g)         -150.54   -153.24   -2.71  CH4

				CO2(g)           -2.84     -4.11   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.93    -46.99   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -151.43   -159.46   -8.03  H2S

				N2(g)           -20.99    -24.06   -3.07  N2

				NH3(g)          -73.01    -70.88    2.13  NH3

				O2(g)            -0.74     -3.50   -2.77  O2

				Sulfur         -113.64   -108.39    5.25  S

				Vaterite         -0.69     -8.50   -7.80  CaCO3

		Reaction step 6.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 432000 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -7.030e-006  9.996e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.075e-003  2.075e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.805      Charge balance

		                                       pe  =  14.146      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00045

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.176e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.075e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.19

		                               Iterations  =  16

		                                  Total H  = 1.110145e+002

		                                  Total O  = 5.551370e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            1.995e-007  1.877e-007    -6.700    -6.726    -0.026     -4.99

		   H+             1.656e-008  1.567e-008    -7.781    -7.805    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -153.189  -153.189     0.000     32.22

		C(4)         2.075e-003

		   HCO3-          1.968e-003  1.855e-003    -2.706    -2.732    -0.026     23.14

		   CO2            8.444e-005  8.450e-005    -4.073    -4.073     0.000     33.63

		   CaHCO3+        1.403e-005  1.323e-005    -4.853    -4.878    -0.025      8.95

		   CO3-2          4.871e-006  3.850e-006    -5.312    -5.414    -0.102     -7.40

		   CaCO3          4.036e-006  4.039e-006    -5.394    -5.394     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.714e-004  7.676e-004    -3.013    -3.115    -0.102    -18.37

		   CaHCO3+        1.403e-005  1.323e-005    -4.853    -4.878    -0.025      8.95

		   CaSO4          8.722e-006  8.728e-006    -5.059    -5.059     0.000      6.79

		   CaCO3          4.036e-006  4.039e-006    -5.394    -5.394     0.000    -14.66

		   CaOH+          8.633e-009  8.130e-009    -8.064    -8.090    -0.026     (0)  

		   CaHSO4+        7.915e-013  7.453e-013   -12.102   -12.128    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.983   -46.983     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -68.875   -68.901    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -70.826   -70.826     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -71.908   -71.934    -0.026     (0)  

		N(0)         2.144e-024

		   N2             1.072e-024  1.073e-024   -23.970   -23.970     0.000     29.29

		N(3)         2.333e-018

		   NO2-           2.333e-018  2.194e-018   -17.632   -17.659    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.407e-005    -4.000    -4.027    -0.027     27.73

		O(0)         6.158e-004

		   O2             3.079e-004  3.081e-004    -3.512    -3.511     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -151.541  -151.568    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -152.207  -152.206     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -157.048  -157.151    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.123e-005  7.198e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.722e-006  8.728e-006    -5.059    -5.059     0.000      6.79

		   HSO4-          8.576e-011  8.076e-011   -10.067   -10.093    -0.026     38.91

		   CaHSO4+        7.915e-013  7.453e-013   -12.102   -12.128    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -71.908   -71.934    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.968e-003  1.968e-003      1.00

				CaHCO3+          1.403e-005  1.403e-005      1.00

				CO3-2            9.742e-006  4.871e-006      2.00

				CaCO3            8.072e-006  4.036e-006      2.00

				OH-              1.995e-007  1.995e-007      1.00

				H+              -1.656e-008  1.656e-008     -1.00

				CaOH+            8.633e-009  8.633e-009      1.00

				HSO4-           -8.576e-011  8.576e-011     -1.00

				CaHSO4+         -7.915e-013  7.915e-013     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.14     -7.26   -4.12  CaSO4

				Aragonite        -0.27     -8.53   -8.26  CaCO3

				Calcite          -0.12     -8.53   -8.41  CaCO3

				CH4(g)         -150.48   -153.19   -2.71  CH4

				CO2(g)           -2.81     -4.07   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.93    -46.98   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -151.34   -159.37   -8.03  H2S

				N2(g)           -20.90    -23.97   -3.07  N2

				NH3(g)          -72.95    -70.83    2.13  NH3

				O2(g)            -0.75     -3.51   -2.77  O2

				Sulfur         -113.56   -108.30    5.25  S

				Vaterite         -0.73     -8.53   -7.80  CaCO3

		Reaction step 7.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 518400 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -6.952e-006  9.996e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.082e-003  2.082e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.774      Charge balance

		                                       pe  =  14.174      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00045

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.176e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.082e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.19

		                               Iterations  =  16

		                                  Total H  = 1.110145e+002

		                                  Total O  = 5.551371e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            1.857e-007  1.747e-007    -6.731    -6.758    -0.026     -4.99

		   H+             1.779e-008  1.683e-008    -7.750    -7.774    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -153.138  -153.137     0.000     32.22

		C(4)         2.082e-003

		   HCO3-          1.969e-003  1.857e-003    -2.706    -2.731    -0.026     23.14

		   CO2            9.076e-005  9.083e-005    -4.042    -4.042     0.000     33.63

		   CaHCO3+        1.404e-005  1.324e-005    -4.853    -4.878    -0.025      8.95

		   CO3-2          4.537e-006  3.587e-006    -5.343    -5.445    -0.102     -7.40

		   CaCO3          3.760e-006  3.763e-006    -5.425    -5.424     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.717e-004  7.678e-004    -3.012    -3.115    -0.102    -18.37

		   CaHCO3+        1.404e-005  1.324e-005    -4.853    -4.878    -0.025      8.95

		   CaSO4          8.724e-006  8.730e-006    -5.059    -5.059     0.000      6.79

		   CaCO3          3.760e-006  3.763e-006    -5.425    -5.424     0.000    -14.66

		   CaOH+          8.038e-009  7.569e-009    -8.095    -8.121    -0.026     (0)  

		   CaHSO4+        8.505e-013  8.009e-013   -12.070   -12.096    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.978   -46.978     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -68.793   -68.819    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -70.776   -70.775     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -71.826   -71.852    -0.026     (0)  

		N(0)         2.619e-024

		   N2             1.310e-024  1.311e-024   -23.883   -23.883     0.000     29.29

		N(3)         2.360e-018

		   NO2-           2.360e-018  2.220e-018   -17.627   -17.654    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.407e-005    -4.000    -4.027    -0.027     27.73

		O(0)         6.019e-004

		   O2             3.010e-004  3.012e-004    -3.522    -3.521     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -151.490  -151.517    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -152.125  -152.124     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -157.028  -157.131    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.123e-005  7.198e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.724e-006  8.730e-006    -5.059    -5.059     0.000      6.79

		   HSO4-          9.213e-011  8.676e-011   -10.036   -10.062    -0.026     38.91

		   CaHSO4+        8.505e-013  8.009e-013   -12.070   -12.096    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -71.826   -71.852    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.969e-003  1.969e-003      1.00

				CaHCO3+          1.404e-005  1.404e-005      1.00

				CO3-2            9.074e-006  4.537e-006      2.00

				CaCO3            7.521e-006  3.760e-006      2.00

				OH-              1.857e-007  1.857e-007      1.00

				H+              -1.779e-008  1.779e-008     -1.00

				CaOH+            8.038e-009  8.038e-009      1.00

				HSO4-           -9.213e-011  9.213e-011     -1.00

				CaHSO4+         -8.505e-013  8.505e-013     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.14     -7.26   -4.12  CaSO4

				Aragonite        -0.30     -8.56   -8.26  CaCO3

				Calcite          -0.15     -8.56   -8.41  CaCO3

				CH4(g)         -150.43   -153.14   -2.71  CH4

				CO2(g)           -2.77     -4.04   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.92    -46.98   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -151.26   -159.29   -8.03  H2S

				N2(g)           -20.81    -23.88   -3.07  N2

				NH3(g)          -72.90    -70.78    2.13  NH3

				O2(g)            -0.76     -3.52   -2.77  O2

				Sulfur         -113.48   -108.23    5.25  S

				Vaterite         -0.76     -8.56   -7.80  CaCO3

		Reaction step 8.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 604800 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -6.873e-006  9.995e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.089e-003  2.089e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.745      Charge balance

		                                       pe  =  14.201      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00045

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.177e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.089e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.19

		                               Iterations  =  16

		                                  Total H  = 1.110145e+002

		                                  Total O  = 5.551372e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            1.737e-007  1.634e-007    -6.760    -6.787    -0.026     -4.99

		   H+             1.902e-008  1.800e-008    -7.721    -7.745    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -153.088  -153.088     0.000     32.22

		C(4)         2.089e-003

		   HCO3-          1.970e-003  1.858e-003    -2.706    -2.731    -0.026     23.14

		   CO2            9.709e-005  9.716e-005    -4.013    -4.012     0.000     33.63

		   CaHCO3+        1.405e-005  1.325e-005    -4.852    -4.878    -0.025      8.95

		   CO3-2          4.246e-006  3.356e-006    -5.372    -5.474    -0.102     -7.40

		   CaCO3          3.520e-006  3.522e-006    -5.453    -5.453     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.719e-004  7.680e-004    -3.012    -3.115    -0.102    -18.37

		   CaHCO3+        1.405e-005  1.325e-005    -4.852    -4.878    -0.025      8.95

		   CaSO4          8.725e-006  8.732e-006    -5.059    -5.059     0.000      6.79

		   CaCO3          3.520e-006  3.522e-006    -5.453    -5.453     0.000    -14.66

		   CaOH+          7.520e-009  7.082e-009    -8.124    -8.150    -0.026     (0)  

		   CaHSO4+        9.094e-013  8.564e-013   -12.041   -12.067    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.973   -46.973     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -68.714   -68.741    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -70.726   -70.726     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -71.748   -71.774    -0.026     (0)  

		N(0)         3.172e-024

		   N2             1.586e-024  1.587e-024   -23.800   -23.799     0.000     29.29

		N(3)         2.387e-018

		   NO2-           2.387e-018  2.245e-018   -17.622   -17.649    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.407e-005    -4.000    -4.027    -0.027     27.73

		O(0)         5.882e-004

		   O2             2.941e-004  2.943e-004    -3.532    -3.531     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -151.441  -151.468    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -152.046  -152.046     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -157.008  -157.111    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.123e-005  7.198e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.725e-006  8.732e-006    -5.059    -5.059     0.000      6.79

		   HSO4-          9.850e-011  9.275e-011   -10.007   -10.033    -0.026     38.91

		   CaHSO4+        9.094e-013  8.564e-013   -12.041   -12.067    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -71.748   -71.774    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.970e-003  1.970e-003      1.00

				CaHCO3+          1.405e-005  1.405e-005      1.00

				CO3-2            8.492e-006  4.246e-006      2.00

				CaCO3            7.040e-006  3.520e-006      2.00

				OH-              1.737e-007  1.737e-007      1.00

				H+              -1.902e-008  1.902e-008     -1.00

				CaOH+            7.520e-009  7.520e-009      1.00

				HSO4-           -9.850e-011  9.850e-011     -1.00

				CaHSO4+         -9.094e-013  9.094e-013     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.14     -7.26   -4.12  CaSO4

				Aragonite        -0.33     -8.59   -8.26  CaCO3

				Calcite          -0.18     -8.59   -8.41  CaCO3

				CH4(g)         -150.38   -153.09   -2.71  CH4

				CO2(g)           -2.75     -4.01   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.92    -46.97   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -151.18   -159.21   -8.03  H2S

				N2(g)           -20.73    -23.80   -3.07  N2

				NH3(g)          -72.85    -70.73    2.13  NH3

				O2(g)            -0.77     -3.53   -2.77  O2

				Sulfur         -113.41   -108.15    5.25  S

				Vaterite         -0.79     -8.59   -7.80  CaCO3

		Reaction step 9.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 691200 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -6.794e-006  9.994e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.096e-003  2.096e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.718      Charge balance

		                                       pe  =  14.226      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00045

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.177e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.096e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.19

		                               Iterations  =  16

		                                  Total H  = 1.110145e+002

		                                  Total O  = 5.551372e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            1.631e-007  1.535e-007    -6.787    -6.814    -0.026     -4.99

		   H+             2.025e-008  1.916e-008    -7.694    -7.718    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -153.041  -153.040     0.000     32.22

		C(4)         2.096e-003

		   HCO3-          1.971e-003  1.858e-003    -2.705    -2.731    -0.026     23.14

		   CO2            1.034e-004  1.035e-004    -3.985    -3.985     0.000     33.63

		   CaHCO3+        1.406e-005  1.326e-005    -4.852    -4.877    -0.025      8.95

		   CO3-2          3.991e-006  3.154e-006    -5.399    -5.501    -0.102     -7.40

		   CaCO3          3.309e-006  3.311e-006    -5.480    -5.480     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.721e-004  7.681e-004    -3.012    -3.115    -0.102    -18.37

		   CaHCO3+        1.406e-005  1.326e-005    -4.852    -4.877    -0.025      8.95

		   CaSO4          8.727e-006  8.733e-006    -5.059    -5.059     0.000      6.79

		   CaCO3          3.309e-006  3.311e-006    -5.480    -5.480     0.000    -14.66

		   CaOH+          7.065e-009  6.653e-009    -8.151    -8.177    -0.026     (0)  

		   CaHSO4+        9.683e-013  9.118e-013   -12.014   -12.040    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.968   -46.968     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -68.640   -68.667    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -70.679   -70.679     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -71.673   -71.699    -0.026     (0)  

		N(0)         3.811e-024

		   N2             1.905e-024  1.907e-024   -23.720   -23.720     0.000     29.29

		N(3)         2.415e-018

		   NO2-           2.415e-018  2.272e-018   -17.617   -17.644    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.407e-005    -4.000    -4.027    -0.027     27.73

		O(0)         5.746e-004

		   O2             2.873e-004  2.875e-004    -3.542    -3.541     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -151.394  -151.420    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -151.972  -151.972     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.988  -157.091    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.123e-005  7.198e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.727e-006  8.733e-006    -5.059    -5.059     0.000      6.79

		   HSO4-          1.049e-010  9.874e-011    -9.979   -10.006    -0.026     38.91

		   CaHSO4+        9.683e-013  9.118e-013   -12.014   -12.040    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -71.673   -71.699    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.971e-003  1.971e-003      1.00

				CaHCO3+          1.406e-005  1.406e-005      1.00

				CO3-2            7.981e-006  3.991e-006      2.00

				CaCO3            6.617e-006  3.309e-006      2.00

				OH-              1.631e-007  1.631e-007      1.00

				H+              -2.025e-008  2.025e-008     -1.00

				CaOH+            7.065e-009  7.065e-009      1.00

				HSO4-           -1.049e-010  1.049e-010     -1.00

				CaHSO4+         -9.683e-013  9.683e-013     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.14     -7.26   -4.12  CaSO4

				Aragonite        -0.36     -8.62   -8.26  CaCO3

				Calcite          -0.21     -8.62   -8.41  CaCO3

				CH4(g)         -150.33   -153.04   -2.71  CH4

				CO2(g)           -2.72     -3.99   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.91    -46.97   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -151.10   -159.14   -8.03  H2S

				N2(g)           -20.65    -23.72   -3.07  N2

				NH3(g)          -72.81    -70.68    2.13  NH3

				O2(g)            -0.78     -3.54   -2.77  O2

				Sulfur         -113.34   -108.09    5.25  S

				Vaterite         -0.81     -8.62   -7.80  CaCO3

		Reaction step 10.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 777600 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -6.713e-006  9.994e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.102e-003  2.102e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.692      Charge balance

		                                       pe  =  14.248      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00045

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.178e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.102e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.19

		                               Iterations  =  15

		                                  Total H  = 1.110145e+002

		                                  Total O  = 5.551373e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            1.539e-007  1.448e-007    -6.813    -6.839    -0.026     -4.99

		   H+             2.147e-008  2.031e-008    -7.668    -7.692    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -152.994  -152.994     0.000     32.22

		C(4)         2.102e-003

		   HCO3-          1.972e-003  1.859e-003    -2.705    -2.731    -0.026     23.14

		   CO2            1.097e-004  1.098e-004    -3.960    -3.959     0.000     33.63

		   CaHCO3+        1.407e-005  1.327e-005    -4.852    -4.877    -0.025      8.95

		   CO3-2          3.765e-006  2.976e-006    -5.424    -5.526    -0.102     -7.40

		   CaCO3          3.122e-006  3.124e-006    -5.506    -5.505     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.723e-004  7.683e-004    -3.012    -3.114    -0.102    -18.37

		   CaHCO3+        1.407e-005  1.327e-005    -4.852    -4.877    -0.025      8.95

		   CaSO4          8.728e-006  8.734e-006    -5.059    -5.059     0.000      6.79

		   CaCO3          3.122e-006  3.124e-006    -5.506    -5.505     0.000    -14.66

		   CaOH+          6.664e-009  6.276e-009    -8.176    -8.202    -0.026     (0)  

		   CaHSO4+        1.027e-012  9.670e-013   -11.988   -12.015    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.963   -46.963     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -68.568   -68.595    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -70.633   -70.633     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -71.602   -71.628    -0.026     (0)  

		N(0)         4.546e-024

		   N2             2.273e-024  2.275e-024   -23.643   -23.643     0.000     29.29

		N(3)         2.444e-018

		   NO2-           2.444e-018  2.299e-018   -17.612   -17.638    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.407e-005    -4.000    -4.027    -0.027     27.73

		O(0)         5.611e-004

		   O2             2.806e-004  2.808e-004    -3.552    -3.552     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -151.348  -151.374    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -151.900  -151.900     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.967  -157.070    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.122e-005  7.197e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.728e-006  8.734e-006    -5.059    -5.059     0.000      6.79

		   HSO4-          1.112e-010  1.047e-010    -9.954    -9.980    -0.026     38.91

		   CaHSO4+        1.027e-012  9.670e-013   -11.988   -12.015    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -71.602   -71.628    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.972e-003  1.972e-003      1.00

				CaHCO3+          1.407e-005  1.407e-005      1.00

				CO3-2            7.530e-006  3.765e-006      2.00

				CaCO3            6.244e-006  3.122e-006      2.00

				OH-              1.539e-007  1.539e-007      1.00

				H+              -2.147e-008  2.147e-008     -1.00

				CaOH+            6.664e-009  6.664e-009      1.00

				HSO4-           -1.112e-010  1.112e-010     -1.00

				CaHSO4+         -1.027e-012  1.027e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.14     -7.26   -4.12  CaSO4

				Aragonite        -0.39     -8.64   -8.26  CaCO3

				Calcite          -0.23     -8.64   -8.41  CaCO3

				CH4(g)         -150.29   -152.99   -2.71  CH4

				CO2(g)           -2.69     -3.96   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.91    -46.96   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -151.03   -159.07   -8.03  H2S

				N2(g)           -20.57    -23.64   -3.07  N2

				NH3(g)          -72.76    -70.63    2.13  NH3

				O2(g)            -0.79     -3.55   -2.77  O2

				Sulfur         -113.27   -108.02    5.25  S

				Vaterite         -0.84     -8.64   -7.80  CaCO3

		Reaction step 11.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 864000 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -6.632e-006  9.993e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.109e-003  2.109e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.668      Charge balance

		                                       pe  =  14.270      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00046

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.178e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.109e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.18

		                               Iterations  =  15

		                                  Total H  = 1.110145e+002

		                                  Total O  = 5.551374e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            1.456e-007  1.370e-007    -6.837    -6.863    -0.026     -4.99

		   H+             2.269e-008  2.147e-008    -7.644    -7.668    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -152.950  -152.949     0.000     32.22

		C(4)         2.109e-003

		   HCO3-          1.973e-003  1.860e-003    -2.705    -2.731    -0.026     23.14

		   CO2            1.160e-004  1.160e-004    -3.936    -3.935     0.000     33.63

		   CaHCO3+        1.407e-005  1.328e-005    -4.852    -4.877    -0.025      8.95

		   CO3-2          3.564e-006  2.818e-006    -5.448    -5.550    -0.102     -7.40

		   CaCO3          2.956e-006  2.958e-006    -5.529    -5.529     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.724e-004  7.684e-004    -3.012    -3.114    -0.102    -18.37

		   CaHCO3+        1.407e-005  1.328e-005    -4.852    -4.877    -0.025      8.95

		   CaSO4          8.729e-006  8.735e-006    -5.059    -5.059     0.000      6.79

		   CaCO3          2.956e-006  2.958e-006    -5.529    -5.529     0.000    -14.66

		   CaOH+          6.308e-009  5.940e-009    -8.200    -8.226    -0.026     (0)  

		   CaHSO4+        1.085e-012  1.022e-012   -11.964   -11.991    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.958   -46.958     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -68.500   -68.527    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -70.588   -70.588     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -71.533   -71.559    -0.026     (0)  

		N(0)         5.388e-024

		   N2             2.694e-024  2.696e-024   -23.570   -23.569     0.000     29.29

		N(3)         2.473e-018

		   NO2-           2.473e-018  2.326e-018   -17.607   -17.633    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.407e-005    -4.000    -4.027    -0.027     27.73

		O(0)         5.479e-004

		   O2             2.739e-004  2.741e-004    -3.562    -3.562     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -151.303  -151.330    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -151.832  -151.831     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.946  -157.049    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.122e-005  7.197e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.729e-006  8.735e-006    -5.059    -5.059     0.000      6.79

		   HSO4-          1.175e-010  1.106e-010    -9.930    -9.956    -0.026     38.91

		   CaHSO4+        1.085e-012  1.022e-012   -11.964   -11.991    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -71.533   -71.559    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.973e-003  1.973e-003      1.00

				CaHCO3+          1.407e-005  1.407e-005      1.00

				CO3-2            7.129e-006  3.564e-006      2.00

				CaCO3            5.912e-006  2.956e-006      2.00

				OH-              1.456e-007  1.456e-007      1.00

				H+              -2.269e-008  2.269e-008     -1.00

				CaOH+            6.308e-009  6.308e-009      1.00

				HSO4-           -1.175e-010  1.175e-010     -1.00

				CaHSO4+         -1.085e-012  1.085e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.14     -7.26   -4.12  CaSO4

				Aragonite        -0.41     -8.66   -8.26  CaCO3

				Calcite          -0.25     -8.66   -8.41  CaCO3

				CH4(g)         -150.24   -152.95   -2.71  CH4

				CO2(g)           -2.67     -3.94   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.90    -46.96   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -150.96   -159.00   -8.03  H2S

				N2(g)           -20.50    -23.57   -3.07  N2

				NH3(g)          -72.72    -70.59    2.13  NH3

				O2(g)            -0.80     -3.56   -2.77  O2

				Sulfur         -113.21   -107.96    5.25  S

				Vaterite         -0.86     -8.66   -7.80  CaCO3

		Reaction step 12.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 950400 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -6.549e-006  9.992e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.116e-003  2.116e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.646      Charge balance

		                                       pe  =  14.290      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00046

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.178e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.116e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.18

		                               Iterations  =  15

		                                  Total H  = 1.110146e+002

		                                  Total O  = 5.551374e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            1.382e-007  1.301e-007    -6.859    -6.886    -0.026     -4.99

		   H+             2.390e-008  2.261e-008    -7.622    -7.646    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -152.906  -152.906     0.000     32.22

		C(4)         2.116e-003

		   HCO3-          1.973e-003  1.861e-003    -2.705    -2.730    -0.026     23.14

		   CO2            1.222e-004  1.223e-004    -3.913    -3.913     0.000     33.63

		   CaHCO3+        1.408e-005  1.328e-005    -4.851    -4.877    -0.025      8.95

		   CO3-2          3.385e-006  2.676e-006    -5.470    -5.573    -0.102     -7.40

		   CaCO3          2.808e-006  2.810e-006    -5.552    -5.551     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.726e-004  7.685e-004    -3.012    -3.114    -0.102    -18.37

		   CaHCO3+        1.408e-005  1.328e-005    -4.851    -4.877    -0.025      8.95

		   CaSO4          8.730e-006  8.736e-006    -5.059    -5.059     0.000      6.79

		   CaCO3          2.808e-006  2.810e-006    -5.552    -5.551     0.000    -14.66

		   CaOH+          5.990e-009  5.641e-009    -8.223    -8.249    -0.026     (0)  

		   CaHSO4+        1.143e-012  1.076e-012   -11.942   -11.968    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.953   -46.952     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -68.434   -68.460    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -70.545   -70.544     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -71.467   -71.493    -0.026     (0)  

		N(0)         6.350e-024

		   N2             3.175e-024  3.177e-024   -23.498   -23.498     0.000     29.29

		N(3)         2.504e-018

		   NO2-           2.504e-018  2.355e-018   -17.601   -17.628    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.407e-005    -4.000    -4.027    -0.027     27.73

		O(0)         5.348e-004

		   O2             2.674e-004  2.676e-004    -3.573    -3.573     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -151.260  -151.286    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -151.766  -151.765     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.925  -157.028    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.122e-005  7.197e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.730e-006  8.736e-006    -5.059    -5.059     0.000      6.79

		   HSO4-          1.237e-010  1.165e-010    -9.908    -9.934    -0.026     38.91

		   CaHSO4+        1.143e-012  1.076e-012   -11.942   -11.968    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -71.467   -71.493    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.973e-003  1.973e-003      1.00

				CaHCO3+          1.408e-005  1.408e-005      1.00

				CO3-2            6.771e-006  3.385e-006      2.00

				CaCO3            5.616e-006  2.808e-006      2.00

				OH-              1.382e-007  1.382e-007      1.00

				H+              -2.390e-008  2.390e-008     -1.00

				CaOH+            5.990e-009  5.990e-009      1.00

				HSO4-           -1.237e-010  1.237e-010     -1.00

				CaHSO4+         -1.143e-012  1.143e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.14     -7.26   -4.12  CaSO4

				Aragonite        -0.43     -8.69   -8.26  CaCO3

				Calcite          -0.28     -8.69   -8.41  CaCO3

				CH4(g)         -150.20   -152.91   -2.71  CH4

				CO2(g)           -2.65     -3.91   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.90    -46.95   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -150.90   -158.93   -8.03  H2S

				N2(g)           -20.43    -23.50   -3.07  N2

				NH3(g)          -72.67    -70.54    2.13  NH3

				O2(g)            -0.81     -3.57   -2.77  O2

				Sulfur         -113.15   -107.89    5.25  S

				Vaterite         -0.88     -8.69   -7.80  CaCO3

		Reaction step 13.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.0368e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -6.466e-006  9.992e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.122e-003  2.122e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.624      Charge balance

		                                       pe  =  14.308      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00046

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.178e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.122e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.18

		                               Iterations  =  15

		                                  Total H  = 1.110146e+002

		                                  Total O  = 5.551375e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            1.316e-007  1.239e-007    -6.881    -6.907    -0.026     -4.99

		   H+             2.510e-008  2.374e-008    -7.600    -7.624    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -152.863  -152.863     0.000     32.22

		C(4)         2.122e-003

		   HCO3-          1.974e-003  1.861e-003    -2.705    -2.730    -0.026     23.14

		   CO2            1.283e-004  1.284e-004    -3.892    -3.891     0.000     33.63

		   CaHCO3+        1.409e-005  1.329e-005    -4.851    -4.876    -0.025      8.95

		   CO3-2          3.225e-006  2.549e-006    -5.492    -5.594    -0.102     -7.40

		   CaCO3          2.675e-006  2.677e-006    -5.573    -5.572     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.727e-004  7.686e-004    -3.012    -3.114    -0.102    -18.37

		   CaHCO3+        1.409e-005  1.329e-005    -4.851    -4.876    -0.025      8.95

		   CaSO4          8.731e-006  8.737e-006    -5.059    -5.059     0.000      6.79

		   CaCO3          2.675e-006  2.677e-006    -5.573    -5.572     0.000    -14.66

		   CaOH+          5.705e-009  5.372e-009    -8.244    -8.270    -0.026     (0)  

		   CaHSO4+        1.201e-012  1.131e-012   -11.921   -11.947    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.947   -46.947     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -68.370   -68.397    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -70.502   -70.502     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -71.403   -71.430    -0.026     (0)  

		N(0)         7.444e-024

		   N2             3.722e-024  3.725e-024   -23.429   -23.429     0.000     29.29

		N(3)         2.534e-018

		   NO2-           2.534e-018  2.384e-018   -17.596   -17.623    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.407e-005    -4.000    -4.027    -0.027     27.73

		O(0)         5.219e-004

		   O2             2.609e-004  2.611e-004    -3.583    -3.583     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -151.217  -151.244    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -151.702  -151.702     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.904  -157.007    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.122e-005  7.197e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.731e-006  8.737e-006    -5.059    -5.059     0.000      6.79

		   HSO4-          1.299e-010  1.224e-010    -9.886    -9.912    -0.026     38.91

		   CaHSO4+        1.201e-012  1.131e-012   -11.921   -11.947    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -71.403   -71.430    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.974e-003  1.974e-003      1.00

				CaHCO3+          1.409e-005  1.409e-005      1.00

				CO3-2            6.449e-006  3.225e-006      2.00

				CaCO3            5.350e-006  2.675e-006      2.00

				OH-              1.316e-007  1.316e-007      1.00

				H+              -2.510e-008  2.510e-008     -1.00

				CaOH+            5.705e-009  5.705e-009      1.00

				HSO4-           -1.299e-010  1.299e-010     -1.00

				CaHSO4+         -1.201e-012  1.201e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.14     -7.26   -4.12  CaSO4

				Aragonite        -0.45     -8.71   -8.26  CaCO3

				Calcite          -0.30     -8.71   -8.41  CaCO3

				CH4(g)         -150.16   -152.86   -2.71  CH4

				CO2(g)           -2.62     -3.89   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.89    -46.95   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -150.83   -158.87   -8.03  H2S

				N2(g)           -20.36    -23.43   -3.07  N2

				NH3(g)          -72.63    -70.50    2.13  NH3

				O2(g)            -0.82     -3.58   -2.77  O2

				Sulfur         -113.09   -107.84    5.25  S

				Vaterite         -0.91     -8.71   -7.80  CaCO3

		Reaction step 14.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.1232e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -6.382e-006  9.991e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.128e-003  2.128e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.604      Charge balance

		                                       pe  =  14.326      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00046

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.178e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.128e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.18

		                               Iterations  =  15

		                                  Total H  = 1.110146e+002

		                                  Total O  = 5.551376e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            1.257e-007  1.183e-007    -6.901    -6.927    -0.026     -4.99

		   H+             2.628e-008  2.487e-008    -7.580    -7.604    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -152.822  -152.821     0.000     32.22

		C(4)         2.128e-003

		   HCO3-          1.974e-003  1.862e-003    -2.705    -2.730    -0.026     23.14

		   CO2            1.344e-004  1.345e-004    -3.871    -3.871     0.000     33.63

		   CaHCO3+        1.409e-005  1.329e-005    -4.851    -4.876    -0.025      8.95

		   CO3-2          3.080e-006  2.434e-006    -5.511    -5.614    -0.102     -7.40

		   CaCO3          2.555e-006  2.557e-006    -5.593    -5.592     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.728e-004  7.687e-004    -3.012    -3.114    -0.102    -18.37

		   CaHCO3+        1.409e-005  1.329e-005    -4.851    -4.876    -0.025      8.95

		   CaSO4          8.732e-006  8.738e-006    -5.059    -5.059     0.000      6.79

		   CaCO3          2.555e-006  2.557e-006    -5.593    -5.592     0.000    -14.66

		   CaOH+          5.447e-009  5.130e-009    -8.264    -8.290    -0.026     (0)  

		   CaHSO4+        1.258e-012  1.184e-012   -11.900   -11.927    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.942   -46.942     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -68.308   -68.335    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -70.461   -70.460     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -71.342   -71.368    -0.026     (0)  

		N(0)         8.687e-024

		   N2             4.344e-024  4.347e-024   -23.362   -23.362     0.000     29.29

		N(3)         2.566e-018

		   NO2-           2.566e-018  2.413e-018   -17.591   -17.617    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.407e-005    -4.000    -4.027    -0.027     27.73

		O(0)         5.091e-004

		   O2             2.545e-004  2.547e-004    -3.594    -3.594     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -151.176  -151.202    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -151.640  -151.640     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.883  -156.985    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.122e-005  7.197e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.732e-006  8.738e-006    -5.059    -5.059     0.000      6.79

		   HSO4-          1.361e-010  1.281e-010    -9.866    -9.892    -0.026     38.91

		   CaHSO4+        1.258e-012  1.184e-012   -11.900   -11.927    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -71.342   -71.368    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.974e-003  1.974e-003      1.00

				CaHCO3+          1.409e-005  1.409e-005      1.00

				CO3-2            6.160e-006  3.080e-006      2.00

				CaCO3            5.110e-006  2.555e-006      2.00

				OH-              1.257e-007  1.257e-007      1.00

				H+              -2.628e-008  2.628e-008     -1.00

				CaOH+            5.447e-009  5.447e-009      1.00

				HSO4-           -1.361e-010  1.361e-010     -1.00

				CaHSO4+         -1.258e-012  1.258e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.14     -7.26   -4.12  CaSO4

				Aragonite        -0.47     -8.73   -8.26  CaCO3

				Calcite          -0.32     -8.73   -8.41  CaCO3

				CH4(g)         -150.12   -152.82   -2.71  CH4

				CO2(g)           -2.60     -3.87   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.89    -46.94   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -150.77   -158.81   -8.03  H2S

				N2(g)           -20.29    -23.36   -3.07  N2

				NH3(g)          -72.59    -70.46    2.13  NH3

				O2(g)            -0.83     -3.59   -2.77  O2

				Sulfur         -113.03   -107.78    5.25  S

				Vaterite         -0.93     -8.73   -7.80  CaCO3

		Reaction step 15.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.2096e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -6.298e-006  9.990e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.135e-003  2.135e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.585      Charge balance

		                                       pe  =  14.342      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00046

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.179e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.135e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.18

		                               Iterations  =  15

		                                  Total H  = 1.110146e+002

		                                  Total O  = 5.551376e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            1.203e-007  1.132e-007    -6.920    -6.946    -0.026     -4.99

		   H+             2.746e-008  2.598e-008    -7.561    -7.585    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -152.781  -152.780     0.000     32.22

		C(4)         2.135e-003

		   HCO3-          1.975e-003  1.862e-003    -2.704    -2.730    -0.026     23.14

		   CO2            1.405e-004  1.406e-004    -3.852    -3.852     0.000     33.63

		   CaHCO3+        1.410e-005  1.330e-005    -4.851    -4.876    -0.025      8.95

		   CO3-2          2.949e-006  2.331e-006    -5.530    -5.633    -0.102     -7.40

		   CaCO3          2.447e-006  2.448e-006    -5.611    -5.611     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.729e-004  7.687e-004    -3.012    -3.114    -0.102    -18.37

		   CaHCO3+        1.410e-005  1.330e-005    -4.851    -4.876    -0.025      8.95

		   CaSO4          8.733e-006  8.739e-006    -5.059    -5.059     0.000      6.79

		   CaCO3          2.447e-006  2.448e-006    -5.611    -5.611     0.000    -14.66

		   CaOH+          5.215e-009  4.911e-009    -8.283    -8.309    -0.026     (0)  

		   CaHSO4+        1.314e-012  1.237e-012   -11.881   -11.908    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.937   -46.936     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -68.248   -68.275    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -70.420   -70.420     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -71.282   -71.308    -0.026     (0)  

		N(0)         1.010e-023

		   N2             5.048e-024  5.051e-024   -23.297   -23.297     0.000     29.29

		N(3)         2.598e-018

		   NO2-           2.598e-018  2.444e-018   -17.585   -17.612    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.407e-005    -4.000    -4.027    -0.027     27.73

		O(0)         4.965e-004

		   O2             2.482e-004  2.484e-004    -3.605    -3.605     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -151.135  -151.161    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -151.581  -151.580     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.861  -156.964    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.122e-005  7.197e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.733e-006  8.739e-006    -5.059    -5.059     0.000      6.79

		   HSO4-          1.422e-010  1.339e-010    -9.847    -9.873    -0.026     38.91

		   CaHSO4+        1.314e-012  1.237e-012   -11.881   -11.908    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -71.282   -71.308    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.975e-003  1.975e-003      1.00

				CaHCO3+          1.410e-005  1.410e-005      1.00

				CO3-2            5.897e-006  2.949e-006      2.00

				CaCO3            4.893e-006  2.447e-006      2.00

				OH-              1.203e-007  1.203e-007      1.00

				H+              -2.746e-008  2.746e-008     -1.00

				CaOH+            5.215e-009  5.215e-009      1.00

				HSO4-           -1.422e-010  1.422e-010     -1.00

				CaHSO4+         -1.314e-012  1.314e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.14     -7.26   -4.12  CaSO4

				Aragonite        -0.49     -8.75   -8.26  CaCO3

				Calcite          -0.34     -8.75   -8.41  CaCO3

				CH4(g)         -150.07   -152.78   -2.71  CH4

				CO2(g)           -2.58     -3.85   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.88    -46.94   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -150.71   -158.75   -8.03  H2S

				N2(g)           -20.23    -23.30   -3.07  N2

				NH3(g)          -72.55    -70.42    2.13  NH3

				O2(g)            -0.84     -3.60   -2.77  O2

				Sulfur         -112.98   -107.73    5.25  S

				Vaterite         -0.94     -8.75   -7.80  CaCO3

		Reaction step 16.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.296e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -6.212e-006  9.990e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.141e-003  2.141e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.567      Charge balance

		                                       pe  =  14.357      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00046

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.179e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.141e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.18

		                               Iterations  =  15

		                                  Total H  = 1.110146e+002

		                                  Total O  = 5.551377e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            1.154e-007  1.086e-007    -6.938    -6.964    -0.026     -4.99

		   H+             2.862e-008  2.708e-008    -7.543    -7.567    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -152.741  -152.740     0.000     32.22

		C(4)         2.141e-003

		   HCO3-          1.975e-003  1.862e-003    -2.704    -2.730    -0.026     23.14

		   CO2            1.465e-004  1.466e-004    -3.834    -3.834     0.000     33.63

		   CaHCO3+        1.410e-005  1.330e-005    -4.851    -4.876    -0.025      8.95

		   CO3-2          2.829e-006  2.236e-006    -5.548    -5.650    -0.102     -7.40

		   CaCO3          2.348e-006  2.350e-006    -5.629    -5.629     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.730e-004  7.688e-004    -3.012    -3.114    -0.102    -18.37

		   CaHCO3+        1.410e-005  1.330e-005    -4.851    -4.876    -0.025      8.95

		   CaSO4          8.733e-006  8.740e-006    -5.059    -5.059     0.000      6.79

		   CaCO3          2.348e-006  2.350e-006    -5.629    -5.629     0.000    -14.66

		   CaOH+          5.003e-009  4.711e-009    -8.301    -8.327    -0.026     (0)  

		   CaHSO4+        1.370e-012  1.290e-012   -11.863   -11.889    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.931   -46.931     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -68.190   -68.217    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -70.380   -70.379     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -71.224   -71.250    -0.026     (0)  

		N(0)         1.169e-023

		   N2             5.843e-024  5.848e-024   -23.233   -23.233     0.000     29.29

		N(3)         2.631e-018

		   NO2-           2.631e-018  2.475e-018   -17.580   -17.606    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.407e-005    -4.000    -4.027    -0.027     27.73

		O(0)         4.841e-004

		   O2             2.420e-004  2.422e-004    -3.616    -3.616     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -151.095  -151.121    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -151.522  -151.522     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.839  -156.942    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.122e-005  7.197e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.733e-006  8.740e-006    -5.059    -5.059     0.000      6.79

		   HSO4-          1.482e-010  1.395e-010    -9.829    -9.855    -0.026     38.91

		   CaHSO4+        1.370e-012  1.290e-012   -11.863   -11.889    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -71.224   -71.250    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.975e-003  1.975e-003      1.00

				CaHCO3+          1.410e-005  1.410e-005      1.00

				CO3-2            5.659e-006  2.829e-006      2.00

				CaCO3            4.696e-006  2.348e-006      2.00

				OH-              1.154e-007  1.154e-007      1.00

				H+              -2.862e-008  2.862e-008     -1.00

				CaOH+            5.003e-009  5.003e-009      1.00

				HSO4-           -1.482e-010  1.482e-010     -1.00

				CaHSO4+         -1.370e-012  1.370e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.14     -7.26   -4.12  CaSO4

				Aragonite        -0.51     -8.76   -8.26  CaCO3

				Calcite          -0.35     -8.76   -8.41  CaCO3

				CH4(g)         -150.03   -152.74   -2.71  CH4

				CO2(g)           -2.57     -3.83   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.88    -46.93   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -150.66   -158.69   -8.03  H2S

				N2(g)           -20.16    -23.23   -3.07  N2

				NH3(g)          -72.51    -70.38    2.13  NH3

				O2(g)            -0.85     -3.62   -2.77  O2

				Sulfur         -112.92   -107.67    5.25  S

				Vaterite         -0.96     -8.76   -7.80  CaCO3

		Reaction step 17.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.3824e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -6.126e-006  9.989e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.147e-003  2.147e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.550      Charge balance

		                                       pe  =  14.372      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00046

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.179e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.147e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.18

		                               Iterations  =  15

		                                  Total H  = 1.110146e+002

		                                  Total O  = 5.551378e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            1.110e-007  1.044e-007    -6.955    -6.981    -0.026     -4.99

		   H+             2.978e-008  2.817e-008    -7.526    -7.550    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -152.701  -152.701     0.000     32.22

		C(4)         2.147e-003

		   HCO3-          1.976e-003  1.863e-003    -2.704    -2.730    -0.026     23.14

		   CO2            1.524e-004  1.525e-004    -3.817    -3.817     0.000     33.63

		   CaHCO3+        1.410e-005  1.331e-005    -4.851    -4.876    -0.025      8.95

		   CO3-2          2.721e-006  2.150e-006    -5.565    -5.667    -0.102     -7.40

		   CaCO3          2.258e-006  2.259e-006    -5.646    -5.646     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.731e-004  7.689e-004    -3.012    -3.114    -0.102    -18.37

		   CaHCO3+        1.410e-005  1.331e-005    -4.851    -4.876    -0.025      8.95

		   CaSO4          8.734e-006  8.740e-006    -5.059    -5.058     0.000      6.79

		   CaCO3          2.258e-006  2.259e-006    -5.646    -5.646     0.000    -14.66

		   CaOH+          4.810e-009  4.530e-009    -8.318    -8.344    -0.026     (0)  

		   CaHSO4+        1.425e-012  1.342e-012   -11.846   -11.872    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.926   -46.925     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -68.134   -68.161    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -70.340   -70.340     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -71.167   -71.194    -0.026     (0)  

		N(0)         1.348e-023

		   N2             6.741e-024  6.746e-024   -23.171   -23.171     0.000     29.29

		N(3)         2.665e-018

		   NO2-           2.665e-018  2.507e-018   -17.574   -17.601    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.407e-005    -4.000    -4.027    -0.027     27.73

		O(0)         4.718e-004

		   O2             2.359e-004  2.361e-004    -3.627    -3.627     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -151.055  -151.082    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -151.466  -151.466     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.817  -156.919    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.122e-005  7.197e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.734e-006  8.740e-006    -5.059    -5.058     0.000      6.79

		   HSO4-          1.541e-010  1.452e-010    -9.812    -9.838    -0.026     38.91

		   CaHSO4+        1.425e-012  1.342e-012   -11.846   -11.872    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -71.167   -71.194    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.976e-003  1.976e-003      1.00

				CaHCO3+          1.410e-005  1.410e-005      1.00

				CO3-2            5.441e-006  2.721e-006      2.00

				CaCO3            4.515e-006  2.258e-006      2.00

				OH-              1.110e-007  1.110e-007      1.00

				H+              -2.978e-008  2.978e-008     -1.00

				CaOH+            4.810e-009  4.810e-009      1.00

				HSO4-           -1.541e-010  1.541e-010     -1.00

				CaHSO4+         -1.425e-012  1.425e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.14     -7.26   -4.12  CaSO4

				Aragonite        -0.53     -8.78   -8.26  CaCO3

				Calcite          -0.37     -8.78   -8.41  CaCO3

				CH4(g)         -150.00   -152.70   -2.71  CH4

				CO2(g)           -2.55     -3.82   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.87    -46.93   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -150.60   -158.63   -8.03  H2S

				N2(g)           -20.10    -23.17   -3.07  N2

				NH3(g)          -72.47    -70.34    2.13  NH3

				O2(g)            -0.86     -3.63   -2.77  O2

				Sulfur         -112.87   -107.62    5.25  S

				Vaterite         -0.98     -8.78   -7.80  CaCO3

		Reaction step 18.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.4688e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -6.039e-006  9.989e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.153e-003  2.153e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.534      Charge balance

		                                       pe  =  14.385      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00046

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.179e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.153e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.18

		                               Iterations  =  15

		                                  Total H  = 1.110146e+002

		                                  Total O  = 5.551378e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            1.069e-007  1.006e-007    -6.971    -6.997    -0.026     -4.99

		   H+             3.091e-008  2.925e-008    -7.510    -7.534    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -152.662  -152.662     0.000     32.22

		C(4)         2.153e-003

		   HCO3-          1.976e-003  1.863e-003    -2.704    -2.730    -0.026     23.14

		   CO2            1.583e-004  1.584e-004    -3.801    -3.800     0.000     33.63

		   CaHCO3+        1.411e-005  1.331e-005    -4.851    -4.876    -0.025      8.95

		   CO3-2          2.621e-006  2.072e-006    -5.582    -5.684    -0.102     -7.40

		   CaCO3          2.175e-006  2.177e-006    -5.663    -5.662     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.732e-004  7.689e-004    -3.012    -3.114    -0.102    -18.37

		   CaHCO3+        1.411e-005  1.331e-005    -4.851    -4.876    -0.025      8.95

		   CaSO4          8.734e-006  8.741e-006    -5.059    -5.058     0.000      6.79

		   CaCO3          2.175e-006  2.177e-006    -5.663    -5.662     0.000    -14.66

		   CaOH+          4.633e-009  4.363e-009    -8.334    -8.360    -0.026     (0)  

		   CaHSO4+        1.479e-012  1.393e-012   -11.830   -11.856    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.920   -46.920     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -68.079   -68.106    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -70.302   -70.301     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -71.112   -71.138    -0.026     (0)  

		N(0)         1.551e-023

		   N2             7.753e-024  7.758e-024   -23.111   -23.110     0.000     29.29

		N(3)         2.700e-018

		   NO2-           2.700e-018  2.540e-018   -17.569   -17.595    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.407e-005    -4.000    -4.027    -0.027     27.73

		O(0)         4.597e-004

		   O2             2.299e-004  2.300e-004    -3.639    -3.638     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -151.017  -151.043    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -151.411  -151.411     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.794  -156.897    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.122e-005  7.196e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.734e-006  8.741e-006    -5.059    -5.058     0.000      6.79

		   HSO4-          1.600e-010  1.507e-010    -9.796    -9.822    -0.026     38.91

		   CaHSO4+        1.479e-012  1.393e-012   -11.830   -11.856    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -71.112   -71.138    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.976e-003  1.976e-003      1.00

				CaHCO3+          1.411e-005  1.411e-005      1.00

				CO3-2            5.242e-006  2.621e-006      2.00

				CaCO3            4.350e-006  2.175e-006      2.00

				OH-              1.069e-007  1.069e-007      1.00

				H+              -3.091e-008  3.091e-008     -1.00

				CaOH+            4.633e-009  4.633e-009      1.00

				HSO4-           -1.600e-010  1.600e-010     -1.00

				CaHSO4+         -1.479e-012  1.479e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.14     -7.26   -4.12  CaSO4

				Aragonite        -0.54     -8.80   -8.26  CaCO3

				Calcite          -0.39     -8.80   -8.41  CaCO3

				CH4(g)         -149.96   -152.66   -2.71  CH4

				CO2(g)           -2.53     -3.80   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.86    -46.92   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -150.54   -158.58   -8.03  H2S

				N2(g)           -20.04    -23.11   -3.07  N2

				NH3(g)          -72.43    -70.30    2.13  NH3

				O2(g)            -0.87     -3.64   -2.77  O2

				Sulfur         -112.82   -107.57    5.25  S

				Vaterite         -1.00     -8.80   -7.80  CaCO3

		Reaction step 19.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.5552e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.951e-006  9.988e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.159e-003  2.159e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.518      Charge balance

		                                       pe  =  14.398      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00046

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.179e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.159e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.18

		                               Iterations  =  14

		                                  Total H  = 1.110146e+002

		                                  Total O  = 5.551379e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            1.031e-007  9.705e-008    -6.987    -7.013    -0.026     -4.99

		   H+             3.204e-008  3.031e-008    -7.494    -7.518    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -152.624  -152.624     0.000     32.22

		C(4)         2.159e-003

		   HCO3-          1.976e-003  1.863e-003    -2.704    -2.730    -0.026     23.14

		   CO2            1.640e-004  1.642e-004    -3.785    -3.785     0.000     33.63

		   CaHCO3+        1.411e-005  1.331e-005    -4.850    -4.876    -0.025      8.95

		   CO3-2          2.529e-006  1.999e-006    -5.597    -5.699    -0.102     -7.40

		   CaCO3          2.099e-006  2.101e-006    -5.678    -5.678     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.732e-004  7.690e-004    -3.012    -3.114    -0.102    -18.37

		   CaHCO3+        1.411e-005  1.331e-005    -4.850    -4.876    -0.025      8.95

		   CaSO4          8.735e-006  8.741e-006    -5.059    -5.058     0.000      6.79

		   CaCO3          2.099e-006  2.101e-006    -5.678    -5.678     0.000    -14.66

		   CaOH+          4.471e-009  4.210e-009    -8.350    -8.376    -0.026     (0)  

		   CaHSO4+        1.533e-012  1.444e-012   -11.814   -11.840    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.914   -46.914     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -68.025   -68.052    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -70.263   -70.263     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -71.059   -71.085    -0.026     (0)  

		N(0)         1.778e-023

		   N2             8.891e-024  8.897e-024   -23.051   -23.051     0.000     29.29

		N(3)         2.736e-018

		   NO2-           2.736e-018  2.573e-018   -17.563   -17.590    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.407e-005    -4.000    -4.027    -0.027     27.73

		O(0)         4.478e-004

		   O2             2.239e-004  2.241e-004    -3.650    -3.650     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -150.978  -151.005    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -151.357  -151.357     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.771  -156.874    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.122e-005  7.196e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.735e-006  8.741e-006    -5.059    -5.058     0.000      6.79

		   HSO4-          1.659e-010  1.562e-010    -9.780    -9.806    -0.026     38.91

		   CaHSO4+        1.533e-012  1.444e-012   -11.814   -11.840    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -71.059   -71.085    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.976e-003  1.976e-003      1.00

				CaHCO3+          1.411e-005  1.411e-005      1.00

				CO3-2            5.059e-006  2.529e-006      2.00

				CaCO3            4.199e-006  2.099e-006      2.00

				OH-              1.031e-007  1.031e-007      1.00

				H+              -3.204e-008  3.204e-008     -1.00

				CaOH+            4.471e-009  4.471e-009      1.00

				HSO4-           -1.659e-010  1.659e-010     -1.00

				CaHSO4+         -1.533e-012  1.533e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.14     -7.26   -4.12  CaSO4

				Aragonite        -0.56     -8.81   -8.26  CaCO3

				Calcite          -0.40     -8.81   -8.41  CaCO3

				CH4(g)         -149.92   -152.62   -2.71  CH4

				CO2(g)           -2.52     -3.78   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.86    -46.91   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -150.49   -158.52   -8.03  H2S

				N2(g)           -19.98    -23.05   -3.07  N2

				NH3(g)          -72.39    -70.26    2.13  NH3

				O2(g)            -0.88     -3.65   -2.77  O2

				Sulfur         -112.78   -107.52    5.25  S

				Vaterite         -1.01     -8.81   -7.80  CaCO3

		Reaction step 20.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.6416e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.863e-006  9.987e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.165e-003  2.165e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.504      Charge balance

		                                       pe  =  14.410      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00046

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.179e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.165e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.18

		                               Iterations  =  14

		                                  Total H  = 1.110147e+002

		                                  Total O  = 5.551379e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            9.968e-008  9.380e-008    -7.001    -7.028    -0.026     -4.99

		   H+             3.315e-008  3.136e-008    -7.480    -7.504    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -152.586  -152.586     0.000     32.22

		C(4)         2.165e-003

		   HCO3-          1.977e-003  1.864e-003    -2.704    -2.730    -0.026     23.14

		   CO2            1.697e-004  1.699e-004    -3.770    -3.770     0.000     33.63

		   CaHCO3+        1.411e-005  1.332e-005    -4.850    -4.876    -0.025      8.95

		   CO3-2          2.445e-006  1.933e-006    -5.612    -5.714    -0.102     -7.40

		   CaCO3          2.030e-006  2.031e-006    -5.693    -5.692     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.733e-004  7.690e-004    -3.012    -3.114    -0.102    -18.37

		   CaHCO3+        1.411e-005  1.332e-005    -4.850    -4.876    -0.025      8.95

		   CaSO4          8.735e-006  8.742e-006    -5.059    -5.058     0.000      6.79

		   CaCO3          2.030e-006  2.031e-006    -5.693    -5.692     0.000    -14.66

		   CaOH+          4.322e-009  4.070e-009    -8.364    -8.390    -0.026     (0)  

		   CaHSO4+        1.586e-012  1.494e-012   -11.800   -11.826    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.908   -46.908     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -67.972   -67.999    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -70.226   -70.225     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -71.006   -71.032    -0.026     (0)  

		N(0)         2.034e-023

		   N2             1.017e-023  1.018e-023   -22.993   -22.992     0.000     29.29

		N(3)         2.772e-018

		   NO2-           2.772e-018  2.608e-018   -17.557   -17.584    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.407e-005    -4.000    -4.027    -0.027     27.73

		O(0)         4.361e-004

		   O2             2.181e-004  2.182e-004    -3.661    -3.661     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -150.941  -150.967    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -151.304  -151.304     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.748  -156.851    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.122e-005  7.196e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.735e-006  8.742e-006    -5.059    -5.058     0.000      6.79

		   HSO4-          1.716e-010  1.616e-010    -9.766    -9.792    -0.026     38.91

		   CaHSO4+        1.586e-012  1.494e-012   -11.800   -11.826    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -71.006   -71.032    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.977e-003  1.977e-003      1.00

				CaHCO3+          1.411e-005  1.411e-005      1.00

				CO3-2            4.890e-006  2.445e-006      2.00

				CaCO3            4.059e-006  2.030e-006      2.00

				OH-              9.968e-008  9.968e-008      1.00

				H+              -3.315e-008  3.315e-008     -1.00

				CaOH+            4.322e-009  4.322e-009      1.00

				HSO4-           -1.716e-010  1.716e-010     -1.00

				CaHSO4+         -1.586e-012  1.586e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.14     -7.26   -4.12  CaSO4

				Aragonite        -0.57     -8.83   -8.26  CaCO3

				Calcite          -0.42     -8.83   -8.41  CaCO3

				CH4(g)         -149.88   -152.59   -2.71  CH4

				CO2(g)           -2.50     -3.77   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.85    -46.91   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -150.44   -158.47   -8.03  H2S

				N2(g)           -19.92    -22.99   -3.07  N2

				NH3(g)          -72.35    -70.23    2.13  NH3

				O2(g)            -0.90     -3.66   -2.77  O2

				Sulfur         -112.73   -107.48    5.25  S

				Vaterite         -1.03     -8.83   -7.80  CaCO3

		Reaction step 21.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.728e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.774e-006  9.987e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.171e-003  2.171e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.490      Charge balance

		                                       pe  =  14.421      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00046

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.179e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.171e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.18

		                               Iterations  =  14

		                                  Total H  = 1.110147e+002

		                                  Total O  = 5.551380e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            9.649e-008  9.081e-008    -7.016    -7.042    -0.026     -4.99

		   H+             3.424e-008  3.239e-008    -7.465    -7.490    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -152.548  -152.548     0.000     32.22

		C(4)         2.171e-003

		   HCO3-          1.977e-003  1.864e-003    -2.704    -2.730    -0.026     23.14

		   CO2            1.754e-004  1.755e-004    -3.756    -3.756     0.000     33.63

		   CaHCO3+        1.412e-005  1.332e-005    -4.850    -4.876    -0.025      8.95

		   CO3-2          2.367e-006  1.871e-006    -5.626    -5.728    -0.102     -7.40

		   CaCO3          1.965e-006  1.967e-006    -5.707    -5.706     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.734e-004  7.691e-004    -3.012    -3.114    -0.102    -18.37

		   CaHCO3+        1.412e-005  1.332e-005    -4.850    -4.876    -0.025      8.95

		   CaSO4          8.736e-006  8.742e-006    -5.059    -5.058     0.000      6.79

		   CaCO3          1.965e-006  1.967e-006    -5.707    -5.706     0.000    -14.66

		   CaOH+          4.184e-009  3.940e-009    -8.378    -8.405    -0.026     (0)  

		   CaHSO4+        1.639e-012  1.543e-012   -11.785   -11.812    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.903   -46.902     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -67.921   -67.948    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -70.188   -70.188     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -70.954   -70.981    -0.026     (0)  

		N(0)         2.321e-023

		   N2             1.161e-023  1.161e-023   -22.935   -22.935     0.000     29.29

		N(3)         2.810e-018

		   NO2-           2.810e-018  2.643e-018   -17.551   -17.578    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.407e-005    -4.000    -4.027    -0.027     27.73

		O(0)         4.246e-004

		   O2             2.123e-004  2.124e-004    -3.673    -3.673     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -150.903  -150.929    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -151.253  -151.253     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.725  -156.828    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.122e-005  7.196e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.736e-006  8.742e-006    -5.059    -5.058     0.000      6.79

		   HSO4-          1.773e-010  1.669e-010    -9.751    -9.778    -0.026     38.91

		   CaHSO4+        1.639e-012  1.543e-012   -11.785   -11.812    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -70.954   -70.981    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.977e-003  1.977e-003      1.00

				CaHCO3+          1.412e-005  1.412e-005      1.00

				CO3-2            4.735e-006  2.367e-006      2.00

				CaCO3            3.930e-006  1.965e-006      2.00

				OH-              9.649e-008  9.649e-008      1.00

				H+              -3.424e-008  3.424e-008     -1.00

				CaOH+            4.184e-009  4.184e-009      1.00

				HSO4-           -1.773e-010  1.773e-010     -1.00

				CaHSO4+         -1.639e-012  1.639e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.14     -7.26   -4.12  CaSO4

				Aragonite        -0.59     -8.84   -8.26  CaCO3

				Calcite          -0.43     -8.84   -8.41  CaCO3

				CH4(g)         -149.84   -152.55   -2.71  CH4

				CO2(g)           -2.49     -3.76   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.85    -46.90   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -150.39   -158.42   -8.03  H2S

				N2(g)           -19.87    -22.94   -3.07  N2

				NH3(g)          -72.32    -70.19    2.13  NH3

				O2(g)            -0.91     -3.67   -2.77  O2

				Sulfur         -112.68   -107.43    5.25  S

				Vaterite         -1.04     -8.84   -7.80  CaCO3

		Reaction step 22.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.8144e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.685e-006  9.986e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.176e-003  2.176e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.476      Charge balance

		                                       pe  =  14.431      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00046

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.180e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.176e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.18

		                               Iterations  =  12

		                                  Total H  = 1.110147e+002

		                                  Total O  = 5.551381e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            9.355e-008  8.803e-008    -7.029    -7.055    -0.026     -4.99

		   H+             3.532e-008  3.341e-008    -7.452    -7.476    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -152.511  -152.511     0.000     32.22

		C(4)         2.176e-003

		   HCO3-          1.977e-003  1.864e-003    -2.704    -2.729    -0.026     23.14

		   CO2            1.809e-004  1.810e-004    -3.743    -3.742     0.000     33.63

		   CaHCO3+        1.412e-005  1.332e-005    -4.850    -4.875    -0.025      8.95

		   CO3-2          2.295e-006  1.814e-006    -5.639    -5.741    -0.102     -7.40

		   CaCO3          1.905e-006  1.907e-006    -5.720    -5.720     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.734e-004  7.691e-004    -3.012    -3.114    -0.102    -18.37

		   CaHCO3+        1.412e-005  1.332e-005    -4.850    -4.875    -0.025      8.95

		   CaSO4          8.736e-006  8.743e-006    -5.059    -5.058     0.000      6.79

		   CaCO3          1.905e-006  1.907e-006    -5.720    -5.720     0.000    -14.66

		   CaOH+          4.056e-009  3.820e-009    -8.392    -8.418    -0.026     (0)  

		   CaHSO4+        1.691e-012  1.592e-012   -11.772   -11.798    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.897   -46.896     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -67.870   -67.897    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -70.151   -70.151     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -70.904   -70.930    -0.026     (0)  

		N(0)         2.643e-023

		   N2             1.321e-023  1.322e-023   -22.879   -22.879     0.000     29.29

		N(3)         2.848e-018

		   NO2-           2.848e-018  2.679e-018   -17.545   -17.572    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.407e-005    -4.000    -4.027    -0.027     27.73

		O(0)         4.132e-004

		   O2             2.066e-004  2.067e-004    -3.685    -3.685     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -150.866  -150.892    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -151.202  -151.202     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.701  -156.804    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.122e-005  7.196e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.736e-006  8.743e-006    -5.059    -5.058     0.000      6.79

		   HSO4-          1.828e-010  1.722e-010    -9.738    -9.764    -0.026     38.91

		   CaHSO4+        1.691e-012  1.592e-012   -11.772   -11.798    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -70.904   -70.930    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.977e-003  1.977e-003      1.00

				CaHCO3+          1.412e-005  1.412e-005      1.00

				CO3-2            4.591e-006  2.295e-006      2.00

				CaCO3            3.811e-006  1.905e-006      2.00

				OH-              9.355e-008  9.355e-008      1.00

				H+              -3.532e-008  3.532e-008     -1.00

				CaOH+            4.056e-009  4.056e-009      1.00

				HSO4-           -1.828e-010  1.828e-010     -1.00

				CaHSO4+         -1.691e-012  1.691e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.14     -7.26   -4.12  CaSO4

				Aragonite        -0.60     -8.86   -8.26  CaCO3

				Calcite          -0.44     -8.86   -8.41  CaCO3

				CH4(g)         -149.81   -152.51   -2.71  CH4

				CO2(g)           -2.48     -3.74   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.84    -46.90   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -150.34   -158.37   -8.03  H2S

				N2(g)           -19.81    -22.88   -3.07  N2

				NH3(g)          -72.28    -70.15    2.13  NH3

				O2(g)            -0.92     -3.68   -2.77  O2

				Sulfur         -112.64   -107.39    5.25  S

				Vaterite         -1.05     -8.86   -7.80  CaCO3

		Reaction step 23.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.9008e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.595e-006  9.986e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.182e-003  2.182e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.463      Charge balance

		                                       pe  =  14.441      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00046

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.180e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.182e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.18

		                               Iterations  =  12

		                                  Total H  = 1.110147e+002

		                                  Total O  = 5.551381e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            9.081e-008  8.546e-008    -7.042    -7.068    -0.026     -4.99

		   H+             3.638e-008  3.442e-008    -7.439    -7.463    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -152.475  -152.474     0.000     32.22

		C(4)         2.182e-003

		   HCO3-          1.977e-003  1.864e-003    -2.704    -2.729    -0.026     23.14

		   CO2            1.864e-004  1.865e-004    -3.730    -3.729     0.000     33.63

		   CaHCO3+        1.412e-005  1.332e-005    -4.850    -4.875    -0.025      8.95

		   CO3-2          2.229e-006  1.762e-006    -5.652    -5.754    -0.102     -7.40

		   CaCO3          1.850e-006  1.851e-006    -5.733    -5.732     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.735e-004  7.692e-004    -3.012    -3.114    -0.102    -18.37

		   CaHCO3+        1.412e-005  1.332e-005    -4.850    -4.875    -0.025      8.95

		   CaSO4          8.737e-006  8.743e-006    -5.059    -5.058     0.000      6.79

		   CaCO3          1.850e-006  1.851e-006    -5.733    -5.732     0.000    -14.66

		   CaOH+          3.938e-009  3.708e-009    -8.405    -8.431    -0.026     (0)  

		   CaHSO4+        1.742e-012  1.640e-012   -11.759   -11.785    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.891   -46.890     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -67.821   -67.848    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -70.114   -70.114     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -70.854   -70.880    -0.026     (0)  

		N(0)         3.004e-023

		   N2             1.502e-023  1.503e-023   -22.823   -22.823     0.000     29.29

		N(3)         2.888e-018

		   NO2-           2.888e-018  2.716e-018   -17.539   -17.566    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.407e-005    -4.000    -4.027    -0.027     27.73

		O(0)         4.020e-004

		   O2             2.010e-004  2.011e-004    -3.697    -3.696     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -150.829  -150.856    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -151.153  -151.153     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.678  -156.780    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.122e-005  7.196e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.737e-006  8.743e-006    -5.059    -5.058     0.000      6.79

		   HSO4-          1.883e-010  1.774e-010    -9.725    -9.751    -0.026     38.91

		   CaHSO4+        1.742e-012  1.640e-012   -11.759   -11.785    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -70.854   -70.880    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.977e-003  1.977e-003      1.00

				CaHCO3+          1.412e-005  1.412e-005      1.00

				CO3-2            4.457e-006  2.229e-006      2.00

				CaCO3            3.700e-006  1.850e-006      2.00

				OH-              9.081e-008  9.081e-008      1.00

				H+              -3.638e-008  3.638e-008     -1.00

				CaOH+            3.938e-009  3.938e-009      1.00

				HSO4-           -1.883e-010  1.883e-010     -1.00

				CaHSO4+         -1.742e-012  1.742e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.61     -8.87   -8.26  CaCO3

				Calcite          -0.46     -8.87   -8.41  CaCO3

				CH4(g)         -149.77   -152.47   -2.71  CH4

				CO2(g)           -2.46     -3.73   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.84    -46.89   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -150.29   -158.32   -8.03  H2S

				N2(g)           -19.75    -22.82   -3.07  N2

				NH3(g)          -72.24    -70.11    2.13  NH3

				O2(g)            -0.93     -3.70   -2.77  O2

				Sulfur         -112.59   -107.34    5.25  S

				Vaterite         -1.07     -8.87   -7.80  CaCO3

		Reaction step 24.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.9872e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.504e-006  9.985e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.187e-003  2.187e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.451      Charge balance

		                                       pe  =  14.450      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00046

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.180e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.187e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.18

		                               Iterations  =  12

		                                  Total H  = 1.110147e+002

		                                  Total O  = 5.551382e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            8.827e-008  8.307e-008    -7.054    -7.081    -0.026     -4.99

		   H+             3.743e-008  3.541e-008    -7.427    -7.451    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -152.438  -152.438     0.000     32.22

		C(4)         2.187e-003

		   HCO3-          1.978e-003  1.865e-003    -2.704    -2.729    -0.026     23.14

		   CO2            1.918e-004  1.919e-004    -3.717    -3.717     0.000     33.63

		   CaHCO3+        1.413e-005  1.333e-005    -4.850    -4.875    -0.025      8.95

		   CO3-2          2.167e-006  1.712e-006    -5.664    -5.766    -0.102     -7.40

		   CaCO3          1.799e-006  1.800e-006    -5.745    -5.745     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.735e-004  7.692e-004    -3.012    -3.114    -0.102    -18.37

		   CaHCO3+        1.413e-005  1.333e-005    -4.850    -4.875    -0.025      8.95

		   CaSO4          8.737e-006  8.743e-006    -5.059    -5.058     0.000      6.79

		   CaCO3          1.799e-006  1.800e-006    -5.745    -5.745     0.000    -14.66

		   CaOH+          3.828e-009  3.605e-009    -8.417    -8.443    -0.026     (0)  

		   CaHSO4+        1.792e-012  1.687e-012   -11.747   -11.773    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.885   -46.884     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -67.772   -67.799    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -70.078   -70.078     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -70.806   -70.832    -0.026     (0)  

		N(0)         3.408e-023

		   N2             1.704e-023  1.705e-023   -22.769   -22.768     0.000     29.29

		N(3)         2.928e-018

		   NO2-           2.928e-018  2.754e-018   -17.533   -17.560    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         3.910e-004

		   O2             1.955e-004  1.956e-004    -3.709    -3.709     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -150.793  -150.819    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -151.104  -151.104     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.653  -156.756    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.196e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.737e-006  8.743e-006    -5.059    -5.058     0.000      6.79

		   HSO4-          1.938e-010  1.825e-010    -9.713    -9.739    -0.026     38.91

		   CaHSO4+        1.792e-012  1.687e-012   -11.747   -11.773    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -70.806   -70.832    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.978e-003  1.978e-003      1.00

				CaHCO3+          1.413e-005  1.413e-005      1.00

				CO3-2            4.333e-006  2.167e-006      2.00

				CaCO3            3.597e-006  1.799e-006      2.00

				OH-              8.827e-008  8.827e-008      1.00

				H+              -3.743e-008  3.743e-008     -1.00

				CaOH+            3.828e-009  3.828e-009      1.00

				HSO4-           -1.938e-010  1.938e-010     -1.00

				CaHSO4+         -1.792e-012  1.792e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.63     -8.88   -8.26  CaCO3

				Calcite          -0.47     -8.88   -8.41  CaCO3

				CH4(g)         -149.73   -152.44   -2.71  CH4

				CO2(g)           -2.45     -3.72   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.83    -46.88   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -150.24   -158.27   -8.03  H2S

				N2(g)           -19.70    -22.77   -3.07  N2

				NH3(g)          -72.21    -70.08    2.13  NH3

				O2(g)            -0.94     -3.71   -2.77  O2

				Sulfur         -112.55   -107.30    5.25  S

				Vaterite         -1.08     -8.88   -7.80  CaCO3

		Reaction step 25.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.0736e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.413e-006  9.985e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.193e-003  2.193e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.439      Charge balance

		                                       pe  =  14.459      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00046

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.180e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.193e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.18

		                               Iterations  =  12

		                                  Total H  = 1.110147e+002

		                                  Total O  = 5.551382e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            8.591e-008  8.084e-008    -7.066    -7.092    -0.026     -4.99

		   H+             3.846e-008  3.638e-008    -7.415    -7.439    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -152.402  -152.402     0.000     32.22

		C(4)         2.193e-003

		   HCO3-          1.978e-003  1.865e-003    -2.704    -2.729    -0.026     23.14

		   CO2            1.971e-004  1.972e-004    -3.705    -3.705     0.000     33.63

		   CaHCO3+        1.413e-005  1.333e-005    -4.850    -4.875    -0.025      8.95

		   CO3-2          2.109e-006  1.667e-006    -5.676    -5.778    -0.102     -7.40

		   CaCO3          1.751e-006  1.752e-006    -5.757    -5.756     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.736e-004  7.692e-004    -3.012    -3.114    -0.102    -18.37

		   CaHCO3+        1.413e-005  1.333e-005    -4.850    -4.875    -0.025      8.95

		   CaSO4          8.737e-006  8.744e-006    -5.059    -5.058     0.000      6.79

		   CaCO3          1.751e-006  1.752e-006    -5.757    -5.756     0.000    -14.66

		   CaOH+          3.726e-009  3.508e-009    -8.429    -8.455    -0.026     (0)  

		   CaHSO4+        1.841e-012  1.734e-012   -11.735   -11.761    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.879   -46.878     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -67.724   -67.751    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -70.042   -70.041     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -70.758   -70.784    -0.026     (0)  

		N(0)         3.860e-023

		   N2             1.930e-023  1.931e-023   -22.714   -22.714     0.000     29.29

		N(3)         2.969e-018

		   NO2-           2.969e-018  2.793e-018   -17.527   -17.554    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         3.802e-004

		   O2             1.901e-004  1.902e-004    -3.721    -3.721     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -150.757  -150.783    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -151.056  -151.056     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.629  -156.732    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.196e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.737e-006  8.744e-006    -5.059    -5.058     0.000      6.79

		   HSO4-          1.991e-010  1.875e-010    -9.701    -9.727    -0.026     38.91

		   CaHSO4+        1.841e-012  1.734e-012   -11.735   -11.761    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -70.758   -70.784    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.978e-003  1.978e-003      1.00

				CaHCO3+          1.413e-005  1.413e-005      1.00

				CO3-2            4.217e-006  2.109e-006      2.00

				CaCO3            3.501e-006  1.751e-006      2.00

				OH-              8.591e-008  8.591e-008      1.00

				H+              -3.846e-008  3.846e-008     -1.00

				CaOH+            3.726e-009  3.726e-009      1.00

				HSO4-           -1.991e-010  1.991e-010     -1.00

				CaHSO4+         -1.841e-012  1.841e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.64     -8.89   -8.26  CaCO3

				Calcite          -0.48     -8.89   -8.41  CaCO3

				CH4(g)         -149.70   -152.40   -2.71  CH4

				CO2(g)           -2.44     -3.71   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.82    -46.88   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -150.19   -158.22   -8.03  H2S

				N2(g)           -19.64    -22.71   -3.07  N2

				NH3(g)          -72.17    -70.04    2.13  NH3

				O2(g)            -0.95     -3.72   -2.77  O2

				Sulfur         -112.51   -107.26    5.25  S

				Vaterite         -1.09     -8.89   -7.80  CaCO3

		Reaction step 26.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.16e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.321e-006  9.984e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.198e-003  2.198e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.428      Charge balance

		                                       pe  =  14.467      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00046

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.180e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.198e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.18

		                               Iterations  =  12

		                                  Total H  = 1.110147e+002

		                                  Total O  = 5.551383e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            8.370e-008  7.877e-008    -7.077    -7.104    -0.026     -4.99

		   H+             3.947e-008  3.734e-008    -7.404    -7.428    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -152.366  -152.366     0.000     32.22

		C(4)         2.198e-003

		   HCO3-          1.978e-003  1.865e-003    -2.704    -2.729    -0.026     23.14

		   CO2            2.023e-004  2.024e-004    -3.694    -3.694     0.000     33.63

		   CaHCO3+        1.413e-005  1.333e-005    -4.850    -4.875    -0.025      8.95

		   CO3-2          2.055e-006  1.624e-006    -5.687    -5.789    -0.102     -7.40

		   CaCO3          1.706e-006  1.707e-006    -5.768    -5.768     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.736e-004  7.693e-004    -3.012    -3.114    -0.102    -18.37

		   CaHCO3+        1.413e-005  1.333e-005    -4.850    -4.875    -0.025      8.95

		   CaSO4          8.738e-006  8.744e-006    -5.059    -5.058     0.000      6.79

		   CaCO3          1.706e-006  1.707e-006    -5.768    -5.768     0.000    -14.66

		   CaOH+          3.630e-009  3.418e-009    -8.440    -8.466    -0.026     (0)  

		   CaHSO4+        1.890e-012  1.780e-012   -11.724   -11.750    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.872   -46.872     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -67.677   -67.703    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -70.006   -70.005     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -70.710   -70.736    -0.026     (0)  

		N(0)         4.365e-023

		   N2             2.182e-023  2.184e-023   -22.661   -22.661     0.000     29.29

		N(3)         3.012e-018

		   NO2-           3.012e-018  2.833e-018   -17.521   -17.548    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         3.695e-004

		   O2             1.848e-004  1.849e-004    -3.733    -3.733     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -150.721  -150.747    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -151.009  -151.009     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.604  -156.707    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.196e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.738e-006  8.744e-006    -5.059    -5.058     0.000      6.79

		   HSO4-          2.043e-010  1.924e-010    -9.690    -9.716    -0.026     38.91

		   CaHSO4+        1.890e-012  1.780e-012   -11.724   -11.750    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -70.710   -70.736    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.978e-003  1.978e-003      1.00

				CaHCO3+          1.413e-005  1.413e-005      1.00

				CO3-2            4.109e-006  2.055e-006      2.00

				CaCO3            3.412e-006  1.706e-006      2.00

				OH-              8.370e-008  8.370e-008      1.00

				H+              -3.947e-008  3.947e-008     -1.00

				CaOH+            3.630e-009  3.630e-009      1.00

				HSO4-           -2.043e-010  2.043e-010     -1.00

				CaHSO4+         -1.890e-012  1.890e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.65     -8.90   -8.26  CaCO3

				Calcite          -0.49     -8.90   -8.41  CaCO3

				CH4(g)         -149.66   -152.37   -2.71  CH4

				CO2(g)           -2.43     -3.69   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.82    -46.87   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -150.14   -158.17   -8.03  H2S

				N2(g)           -19.59    -22.66   -3.07  N2

				NH3(g)          -72.13    -70.01    2.13  NH3

				O2(g)            -0.97     -3.73   -2.77  O2

				Sulfur         -112.47   -107.22    5.25  S

				Vaterite         -1.10     -8.90   -7.80  CaCO3

		Reaction step 27.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.2464e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.229e-006  9.984e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.203e-003  2.203e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.417      Charge balance

		                                       pe  =  14.475      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00046

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.180e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.203e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.18

		                               Iterations  =  12

		                                  Total H  = 1.110147e+002

		                                  Total O  = 5.551383e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            8.163e-008  7.682e-008    -7.088    -7.115    -0.026     -4.99

		   H+             4.047e-008  3.829e-008    -7.393    -7.417    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -152.330  -152.330     0.000     32.22

		C(4)         2.203e-003

		   HCO3-          1.978e-003  1.865e-003    -2.704    -2.729    -0.026     23.14

		   CO2            2.074e-004  2.076e-004    -3.683    -3.683     0.000     33.63

		   CaHCO3+        1.413e-005  1.333e-005    -4.850    -4.875    -0.025      8.95

		   CO3-2          2.004e-006  1.584e-006    -5.698    -5.800    -0.102     -7.40

		   CaCO3          1.664e-006  1.665e-006    -5.779    -5.779     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.737e-004  7.693e-004    -3.012    -3.114    -0.102    -18.37

		   CaHCO3+        1.413e-005  1.333e-005    -4.850    -4.875    -0.025      8.95

		   CaSO4          8.738e-006  8.744e-006    -5.059    -5.058     0.000      6.79

		   CaCO3          1.664e-006  1.665e-006    -5.779    -5.779     0.000    -14.66

		   CaOH+          3.541e-009  3.334e-009    -8.451    -8.477    -0.026     (0)  

		   CaHSO4+        1.938e-012  1.825e-012   -11.713   -11.739    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.866   -46.866     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -67.630   -67.657    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -69.970   -69.970     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -70.664   -70.690    -0.026     (0)  

		N(0)         4.930e-023

		   N2             2.465e-023  2.467e-023   -22.608   -22.608     0.000     29.29

		N(3)         3.055e-018

		   NO2-           3.055e-018  2.874e-018   -17.515   -17.542    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         3.591e-004

		   O2             1.795e-004  1.797e-004    -3.746    -3.746     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -150.685  -150.711    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -150.962  -150.962     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.579  -156.682    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.196e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.738e-006  8.744e-006    -5.059    -5.058     0.000      6.79

		   HSO4-          2.095e-010  1.973e-010    -9.679    -9.705    -0.026     38.91

		   CaHSO4+        1.938e-012  1.825e-012   -11.713   -11.739    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -70.664   -70.690    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.978e-003  1.978e-003      1.00

				CaHCO3+          1.413e-005  1.413e-005      1.00

				CO3-2            4.008e-006  2.004e-006      2.00

				CaCO3            3.328e-006  1.664e-006      2.00

				OH-              8.163e-008  8.163e-008      1.00

				H+              -4.047e-008  4.047e-008     -1.00

				CaOH+            3.541e-009  3.541e-009      1.00

				HSO4-           -2.095e-010  2.095e-010     -1.00

				CaHSO4+         -1.938e-012  1.938e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.66     -8.91   -8.26  CaCO3

				Calcite          -0.50     -8.91   -8.41  CaCO3

				CH4(g)         -149.62   -152.33   -2.71  CH4

				CO2(g)           -2.42     -3.68   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.81    -46.87   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -150.10   -158.13   -8.03  H2S

				N2(g)           -19.54    -22.61   -3.07  N2

				NH3(g)          -72.10    -69.97    2.13  NH3

				O2(g)            -0.98     -3.75   -2.77  O2

				Sulfur         -112.43   -107.18    5.25  S

				Vaterite         -1.11     -8.91   -7.80  CaCO3

		Reaction step 28.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.3328e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.137e-006  9.983e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.209e-003  2.209e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.407      Charge balance

		                                       pe  =  14.482      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00046

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.180e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.209e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.18

		                               Iterations  =  12

		                                  Total H  = 1.110147e+002

		                                  Total O  = 5.551384e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            7.970e-008  7.501e-008    -7.099    -7.125    -0.026     -4.99

		   H+             4.145e-008  3.922e-008    -7.382    -7.407    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -152.294  -152.294     0.000     32.22

		C(4)         2.209e-003

		   HCO3-          1.978e-003  1.865e-003    -2.704    -2.729    -0.026     23.14

		   CO2            2.125e-004  2.126e-004    -3.673    -3.672     0.000     33.63

		   CaHCO3+        1.413e-005  1.333e-005    -4.850    -4.875    -0.025      8.95

		   CO3-2          1.957e-006  1.547e-006    -5.708    -5.811    -0.102     -7.40

		   CaCO3          1.625e-006  1.626e-006    -5.789    -5.789     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.737e-004  7.693e-004    -3.012    -3.114    -0.102    -18.37

		   CaHCO3+        1.413e-005  1.333e-005    -4.850    -4.875    -0.025      8.95

		   CaSO4          8.738e-006  8.745e-006    -5.059    -5.058     0.000      6.79

		   CaCO3          1.625e-006  1.626e-006    -5.789    -5.789     0.000    -14.66

		   CaOH+          3.457e-009  3.255e-009    -8.461    -8.487    -0.026     (0)  

		   CaHSO4+        1.985e-012  1.869e-012   -11.702   -11.728    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.860   -46.860     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -67.584   -67.611    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -69.934   -69.934     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -70.618   -70.644    -0.026     (0)  

		N(0)         5.561e-023

		   N2             2.781e-023  2.783e-023   -22.556   -22.556     0.000     29.29

		N(3)         3.100e-018

		   NO2-           3.100e-018  2.916e-018   -17.509   -17.535    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         3.488e-004

		   O2             1.744e-004  1.745e-004    -3.758    -3.758     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -150.649  -150.676    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -150.916  -150.916     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.554  -156.657    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.196e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.738e-006  8.745e-006    -5.059    -5.058     0.000      6.79

		   HSO4-          2.146e-010  2.021e-010    -9.668    -9.694    -0.026     38.91

		   CaHSO4+        1.985e-012  1.869e-012   -11.702   -11.728    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -70.618   -70.644    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.978e-003  1.978e-003      1.00

				CaHCO3+          1.413e-005  1.413e-005      1.00

				CO3-2            3.914e-006  1.957e-006      2.00

				CaCO3            3.250e-006  1.625e-006      2.00

				OH-              7.970e-008  7.970e-008      1.00

				H+              -4.145e-008  4.145e-008     -1.00

				CaOH+            3.457e-009  3.457e-009      1.00

				HSO4-           -2.146e-010  2.146e-010     -1.00

				CaHSO4+         -1.985e-012  1.985e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.67     -8.92   -8.26  CaCO3

				Calcite          -0.51     -8.92   -8.41  CaCO3

				CH4(g)         -149.59   -152.29   -2.71  CH4

				CO2(g)           -2.41     -3.67   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.80    -46.86   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -150.05   -158.08   -8.03  H2S

				N2(g)           -19.49    -22.56   -3.07  N2

				NH3(g)          -72.06    -69.93    2.13  NH3

				O2(g)            -0.99     -3.76   -2.77  O2

				Sulfur         -112.39   -107.14    5.25  S

				Vaterite         -1.12     -8.92   -7.80  CaCO3

		Reaction step 29.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.4192e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.044e-006  9.983e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.214e-003  2.214e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.397      Charge balance

		                                       pe  =  14.489      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00046

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.180e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.214e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.18

		                               Iterations  =  12

		                                  Total H  = 1.110148e+002

		                                  Total O  = 5.551384e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            7.789e-008  7.330e-008    -7.109    -7.135    -0.026     -4.99

		   H+             4.242e-008  4.013e-008    -7.372    -7.397    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -152.259  -152.259     0.000     32.22

		C(4)         2.214e-003

		   HCO3-          1.979e-003  1.866e-003    -2.704    -2.729    -0.026     23.14

		   CO2            2.174e-004  2.176e-004    -3.663    -3.662     0.000     33.63

		   CaHCO3+        1.413e-005  1.334e-005    -4.850    -4.875    -0.025      8.95

		   CO3-2          1.913e-006  1.512e-006    -5.718    -5.821    -0.102     -7.40

		   CaCO3          1.588e-006  1.589e-006    -5.799    -5.799     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.737e-004  7.693e-004    -3.012    -3.114    -0.102    -18.37

		   CaHCO3+        1.413e-005  1.334e-005    -4.850    -4.875    -0.025      8.95

		   CaSO4          8.738e-006  8.745e-006    -5.059    -5.058     0.000      6.79

		   CaCO3          1.588e-006  1.589e-006    -5.799    -5.799     0.000    -14.66

		   CaOH+          3.379e-009  3.182e-009    -8.471    -8.497    -0.026     (0)  

		   CaHSO4+        2.031e-012  1.913e-012   -11.692   -11.718    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.854   -46.853     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -67.539   -67.565    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -69.899   -69.899     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -70.572   -70.598    -0.026     (0)  

		N(0)         6.266e-023

		   N2             3.133e-023  3.135e-023   -22.504   -22.504     0.000     29.29

		N(3)         3.146e-018

		   NO2-           3.146e-018  2.959e-018   -17.502   -17.529    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         3.387e-004

		   O2             1.694e-004  1.695e-004    -3.771    -3.771     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -150.614  -150.640    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -150.871  -150.870     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.529  -156.632    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.196e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.738e-006  8.745e-006    -5.059    -5.058     0.000      6.79

		   HSO4-          2.196e-010  2.068e-010    -9.658    -9.685    -0.026     38.91

		   CaHSO4+        2.031e-012  1.913e-012   -11.692   -11.718    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -70.572   -70.598    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.979e-003  1.979e-003      1.00

				CaHCO3+          1.413e-005  1.413e-005      1.00

				CO3-2            3.825e-006  1.913e-006      2.00

				CaCO3            3.176e-006  1.588e-006      2.00

				OH-              7.789e-008  7.789e-008      1.00

				H+              -4.242e-008  4.242e-008     -1.00

				CaOH+            3.379e-009  3.379e-009      1.00

				HSO4-           -2.196e-010  2.196e-010     -1.00

				CaHSO4+         -2.031e-012  2.031e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.68     -8.93   -8.26  CaCO3

				Calcite          -0.52     -8.93   -8.41  CaCO3

				CH4(g)         -149.55   -152.26   -2.71  CH4

				CO2(g)           -2.40     -3.66   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.80    -46.85   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -150.00   -158.04   -8.03  H2S

				N2(g)           -19.43    -22.50   -3.07  N2

				NH3(g)          -72.03    -69.90    2.13  NH3

				O2(g)            -1.01     -3.77   -2.77  O2

				Sulfur         -112.35   -107.10    5.25  S

				Vaterite         -1.13     -8.93   -7.80  CaCO3

		Reaction step 30.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.5056e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -4.951e-006  9.982e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.219e-003  2.219e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.387      Charge balance

		                                       pe  =  14.496      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00046

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.180e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.219e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.18

		                               Iterations  =  12

		                                  Total H  = 1.110148e+002

		                                  Total O  = 5.551385e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            7.619e-008  7.170e-008    -7.118    -7.144    -0.026     -4.99

		   H+             4.336e-008  4.102e-008    -7.363    -7.387    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -152.223  -152.223     0.000     32.22

		C(4)         2.219e-003

		   HCO3-          1.979e-003  1.866e-003    -2.704    -2.729    -0.026     23.14

		   CO2            2.223e-004  2.225e-004    -3.653    -3.653     0.000     33.63

		   CaHCO3+        1.414e-005  1.334e-005    -4.850    -4.875    -0.025      8.95

		   CO3-2          1.871e-006  1.479e-006    -5.728    -5.830    -0.102     -7.40

		   CaCO3          1.554e-006  1.555e-006    -5.809    -5.808     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.738e-004  7.694e-004    -3.012    -3.114    -0.102    -18.37

		   CaHCO3+        1.414e-005  1.334e-005    -4.850    -4.875    -0.025      8.95

		   CaSO4          8.739e-006  8.745e-006    -5.059    -5.058     0.000      6.79

		   CaCO3          1.554e-006  1.555e-006    -5.809    -5.808     0.000    -14.66

		   CaOH+          3.305e-009  3.112e-009    -8.481    -8.507    -0.026     (0)  

		   CaHSO4+        2.076e-012  1.955e-012   -11.683   -11.709    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.847   -46.847     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -67.494   -67.520    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -69.863   -69.863     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -70.527   -70.553    -0.026     (0)  

		N(0)         7.053e-023

		   N2             3.527e-023  3.529e-023   -22.453   -22.452     0.000     29.29

		N(3)         3.193e-018

		   NO2-           3.193e-018  3.003e-018   -17.496   -17.522    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         3.288e-004

		   O2             1.644e-004  1.645e-004    -3.784    -3.784     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -150.579  -150.605    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -150.826  -150.825     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.503  -156.606    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.196e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.739e-006  8.745e-006    -5.059    -5.058     0.000      6.79

		   HSO4-          2.245e-010  2.114e-010    -9.649    -9.675    -0.026     38.91

		   CaHSO4+        2.076e-012  1.955e-012   -11.683   -11.709    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -70.527   -70.553    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.979e-003  1.979e-003      1.00

				CaHCO3+          1.414e-005  1.414e-005      1.00

				CO3-2            3.742e-006  1.871e-006      2.00

				CaCO3            3.107e-006  1.554e-006      2.00

				OH-              7.619e-008  7.619e-008      1.00

				H+              -4.336e-008  4.336e-008     -1.00

				CaOH+            3.305e-009  3.305e-009      1.00

				HSO4-           -2.245e-010  2.245e-010     -1.00

				CaHSO4+         -2.076e-012  2.076e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.69     -8.94   -8.26  CaCO3

				Calcite          -0.53     -8.94   -8.41  CaCO3

				CH4(g)         -149.52   -152.22   -2.71  CH4

				CO2(g)           -2.39     -3.65   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.79    -46.85   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -149.96   -157.99   -8.03  H2S

				N2(g)           -19.38    -22.45   -3.07  N2

				NH3(g)          -71.99    -69.86    2.13  NH3

				O2(g)            -1.02     -3.78   -2.77  O2

				Sulfur         -112.31   -107.06    5.25  S

				Vaterite         -1.14     -8.94   -7.80  CaCO3

		Reaction step 31.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.592e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -4.858e-006  9.982e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.223e-003  2.223e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.378      Charge balance

		                                       pe  =  14.502      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00046

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.180e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.223e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.18

		                               Iterations  =  12

		                                  Total H  = 1.110148e+002

		                                  Total O  = 5.551385e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            7.459e-008  7.019e-008    -7.127    -7.154    -0.026     -4.99

		   H+             4.429e-008  4.190e-008    -7.354    -7.378    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -152.188  -152.188     0.000     32.22

		C(4)         2.223e-003

		   HCO3-          1.979e-003  1.866e-003    -2.704    -2.729    -0.026     23.14

		   CO2            2.271e-004  2.273e-004    -3.644    -3.643     0.000     33.63

		   CaHCO3+        1.414e-005  1.334e-005    -4.850    -4.875    -0.025      8.95

		   CO3-2          1.832e-006  1.448e-006    -5.737    -5.839    -0.102     -7.40

		   CaCO3          1.521e-006  1.522e-006    -5.818    -5.817     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.738e-004  7.694e-004    -3.012    -3.114    -0.102    -18.37

		   CaHCO3+        1.414e-005  1.334e-005    -4.850    -4.875    -0.025      8.95

		   CaSO4          8.739e-006  8.745e-006    -5.059    -5.058     0.000      6.79

		   CaCO3          1.521e-006  1.522e-006    -5.818    -5.817     0.000    -14.66

		   CaOH+          3.236e-009  3.047e-009    -8.490    -8.516    -0.026     (0)  

		   CaHSO4+        2.121e-012  1.997e-012   -11.673   -11.700    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.841   -46.840     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -67.449   -67.476    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -69.828   -69.828     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -70.483   -70.509    -0.026     (0)  

		N(0)         7.932e-023

		   N2             3.966e-023  3.969e-023   -22.402   -22.401     0.000     29.29

		N(3)         3.241e-018

		   NO2-           3.241e-018  3.048e-018   -17.489   -17.516    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         3.191e-004

		   O2             1.595e-004  1.597e-004    -3.797    -3.797     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -150.543  -150.570    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -150.781  -150.781     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.477  -156.580    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.196e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.739e-006  8.745e-006    -5.059    -5.058     0.000      6.79

		   HSO4-          2.293e-010  2.159e-010    -9.640    -9.666    -0.026     38.91

		   CaHSO4+        2.121e-012  1.997e-012   -11.673   -11.700    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -70.483   -70.509    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.979e-003  1.979e-003      1.00

				CaHCO3+          1.414e-005  1.414e-005      1.00

				CO3-2            3.664e-006  1.832e-006      2.00

				CaCO3            3.042e-006  1.521e-006      2.00

				OH-              7.459e-008  7.459e-008      1.00

				H+              -4.429e-008  4.429e-008     -1.00

				CaOH+            3.236e-009  3.236e-009      1.00

				HSO4-           -2.293e-010  2.293e-010     -1.00

				CaHSO4+         -2.121e-012  2.121e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.70     -8.95   -8.26  CaCO3

				Calcite          -0.54     -8.95   -8.41  CaCO3

				CH4(g)         -149.48   -152.19   -2.71  CH4

				CO2(g)           -2.38     -3.64   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.79    -46.84   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -149.91   -157.95   -8.03  H2S

				N2(g)           -19.33    -22.40   -3.07  N2

				NH3(g)          -71.96    -69.83    2.13  NH3

				O2(g)            -1.03     -3.80   -2.77  O2

				Sulfur         -112.27   -107.02    5.25  S

				Vaterite         -1.15     -8.95   -7.80  CaCO3

		Reaction step 32.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.6784e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -4.764e-006  9.981e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.228e-003  2.228e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.369      Charge balance

		                                       pe  =  14.507      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00046

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.180e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.228e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110148e+002

		                                  Total O  = 5.551386e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            7.308e-008  6.878e-008    -7.136    -7.163    -0.026     -4.99

		   H+             4.521e-008  4.277e-008    -7.345    -7.369    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -152.153  -152.153     0.000     32.22

		C(4)         2.228e-003

		   HCO3-          1.979e-003  1.866e-003    -2.704    -2.729    -0.026     23.14

		   CO2            2.318e-004  2.319e-004    -3.635    -3.635     0.000     33.63

		   CaHCO3+        1.414e-005  1.334e-005    -4.850    -4.875    -0.025      8.95

		   CO3-2          1.795e-006  1.419e-006    -5.746    -5.848    -0.102     -7.40

		   CaCO3          1.491e-006  1.492e-006    -5.827    -5.826     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.738e-004  7.694e-004    -3.012    -3.114    -0.102    -18.37

		   CaHCO3+        1.414e-005  1.334e-005    -4.850    -4.875    -0.025      8.95

		   CaSO4          8.739e-006  8.745e-006    -5.059    -5.058     0.000      6.79

		   CaCO3          1.491e-006  1.492e-006    -5.827    -5.826     0.000    -14.66

		   CaOH+          3.170e-009  2.985e-009    -8.499    -8.525    -0.026     (0)  

		   CaHSO4+        2.165e-012  2.038e-012   -11.665   -11.691    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.834   -46.834     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -67.405   -67.432    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -69.793   -69.793     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -70.439   -70.465    -0.026     (0)  

		N(0)         8.913e-023

		   N2             4.456e-023  4.460e-023   -22.351   -22.351     0.000     29.29

		N(3)         3.291e-018

		   NO2-           3.291e-018  3.095e-018   -17.483   -17.509    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         3.096e-004

		   O2             1.548e-004  1.549e-004    -3.810    -3.810     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -150.508  -150.534    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -150.737  -150.737     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.451  -156.553    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.196e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.739e-006  8.745e-006    -5.059    -5.058     0.000      6.79

		   HSO4-          2.340e-010  2.204e-010    -9.631    -9.657    -0.026     38.91

		   CaHSO4+        2.165e-012  2.038e-012   -11.665   -11.691    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -70.439   -70.465    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.979e-003  1.979e-003      1.00

				CaHCO3+          1.414e-005  1.414e-005      1.00

				CO3-2            3.590e-006  1.795e-006      2.00

				CaCO3            2.981e-006  1.491e-006      2.00

				OH-              7.308e-008  7.308e-008      1.00

				H+              -4.521e-008  4.521e-008     -1.00

				CaOH+            3.170e-009  3.170e-009      1.00

				HSO4-           -2.340e-010  2.340e-010     -1.00

				CaHSO4+         -2.165e-012  2.165e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.71     -8.96   -8.26  CaCO3

				Calcite          -0.55     -8.96   -8.41  CaCO3

				CH4(g)         -149.45   -152.15   -2.71  CH4

				CO2(g)           -2.37     -3.63   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.78    -46.83   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -149.87   -157.90   -8.03  H2S

				N2(g)           -19.28    -22.35   -3.07  N2

				NH3(g)          -71.92    -69.79    2.13  NH3

				O2(g)            -1.04     -3.81   -2.77  O2

				Sulfur         -112.24   -106.98    5.25  S

				Vaterite         -1.16     -8.96   -7.80  CaCO3

		Reaction step 33.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.7648e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -4.671e-006  9.981e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.233e-003  2.233e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.360      Charge balance

		                                       pe  =  14.512      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00046

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.180e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.233e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110148e+002

		                                  Total O  = 5.551386e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            7.167e-008  6.744e-008    -7.145    -7.171    -0.026     -4.99

		   H+             4.610e-008  4.361e-008    -7.336    -7.360    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -152.118  -152.117     0.000     32.22

		C(4)         2.233e-003

		   HCO3-          1.979e-003  1.866e-003    -2.704    -2.729    -0.026     23.14

		   CO2            2.364e-004  2.366e-004    -3.626    -3.626     0.000     33.63

		   CaHCO3+        1.414e-005  1.334e-005    -4.850    -4.875    -0.025      8.95

		   CO3-2          1.760e-006  1.391e-006    -5.754    -5.857    -0.102     -7.40

		   CaCO3          1.462e-006  1.463e-006    -5.835    -5.835     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.738e-004  7.694e-004    -3.012    -3.114    -0.102    -18.37

		   CaHCO3+        1.414e-005  1.334e-005    -4.850    -4.875    -0.025      8.95

		   CaSO4          8.739e-006  8.746e-006    -5.059    -5.058     0.000      6.79

		   CaCO3          1.462e-006  1.463e-006    -5.835    -5.835     0.000    -14.66

		   CaOH+          3.109e-009  2.928e-009    -8.507    -8.533    -0.026     (0)  

		   CaHSO4+        2.208e-012  2.079e-012   -11.656   -11.682    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.827   -46.827     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -67.361   -67.388    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -69.758   -69.758     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -70.395   -70.421    -0.026     (0)  

		N(0)         1.001e-022

		   N2             5.004e-023  5.007e-023   -22.301   -22.300     0.000     29.29

		N(3)         3.341e-018

		   NO2-           3.341e-018  3.143e-018   -17.476   -17.503    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         3.002e-004

		   O2             1.501e-004  1.502e-004    -3.824    -3.823     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -150.473  -150.499    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -150.694  -150.693     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.424  -156.527    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.196e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.739e-006  8.746e-006    -5.059    -5.058     0.000      6.79

		   HSO4-          2.386e-010  2.247e-010    -9.622    -9.648    -0.026     38.91

		   CaHSO4+        2.208e-012  2.079e-012   -11.656   -11.682    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -70.395   -70.421    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.979e-003  1.979e-003      1.00

				CaHCO3+          1.414e-005  1.414e-005      1.00

				CO3-2            3.521e-006  1.760e-006      2.00

				CaCO3            2.924e-006  1.462e-006      2.00

				OH-              7.167e-008  7.167e-008      1.00

				H+              -4.610e-008  4.610e-008     -1.00

				CaOH+            3.109e-009  3.109e-009      1.00

				HSO4-           -2.386e-010  2.386e-010     -1.00

				CaHSO4+         -2.208e-012  2.208e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.72     -8.97   -8.26  CaCO3

				Calcite          -0.56     -8.97   -8.41  CaCO3

				CH4(g)         -149.41   -152.12   -2.71  CH4

				CO2(g)           -2.36     -3.63   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.77    -46.83   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -149.83   -157.86   -8.03  H2S

				N2(g)           -19.23    -22.30   -3.07  N2

				NH3(g)          -71.89    -69.76    2.13  NH3

				O2(g)            -1.06     -3.82   -2.77  O2

				Sulfur         -112.20   -106.95    5.25  S

				Vaterite         -1.17     -8.97   -7.80  CaCO3

		Reaction step 34.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.8512e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -4.577e-006  9.980e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.237e-003  2.237e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.352      Charge balance

		                                       pe  =  14.517      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00046

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.180e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.237e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110148e+002

		                                  Total O  = 5.551387e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            7.033e-008  6.618e-008    -7.153    -7.179    -0.026     -4.99

		   H+             4.698e-008  4.445e-008    -7.328    -7.352    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -152.083  -152.082     0.000     32.22

		C(4)         2.237e-003

		   HCO3-          1.979e-003  1.866e-003    -2.703    -2.729    -0.026     23.14

		   CO2            2.409e-004  2.411e-004    -3.618    -3.618     0.000     33.63

		   CaHCO3+        1.414e-005  1.334e-005    -4.850    -4.875    -0.025      8.95

		   CO3-2          1.728e-006  1.365e-006    -5.763    -5.865    -0.102     -7.40

		   CaCO3          1.435e-006  1.436e-006    -5.843    -5.843     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.739e-004  7.694e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.414e-005  1.334e-005    -4.850    -4.875    -0.025      8.95

		   CaSO4          8.739e-006  8.746e-006    -5.059    -5.058     0.000      6.79

		   CaCO3          1.435e-006  1.436e-006    -5.843    -5.843     0.000    -14.66

		   CaOH+          3.051e-009  2.873e-009    -8.516    -8.542    -0.026     (0)  

		   CaHSO4+        2.250e-012  2.118e-012   -11.648   -11.674    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.821   -46.820     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -67.318   -67.345    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -69.723   -69.722     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -70.352   -70.378    -0.026     (0)  

		N(0)         1.123e-022

		   N2             5.614e-023  5.618e-023   -22.251   -22.250     0.000     29.29

		N(3)         3.393e-018

		   NO2-           3.393e-018  3.192e-018   -17.469   -17.496    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         2.911e-004

		   O2             1.455e-004  1.456e-004    -3.837    -3.837     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -150.438  -150.464    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -150.650  -150.650     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.397  -156.500    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.196e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.739e-006  8.746e-006    -5.059    -5.058     0.000      6.79

		   HSO4-          2.432e-010  2.290e-010    -9.614    -9.640    -0.026     38.91

		   CaHSO4+        2.250e-012  2.118e-012   -11.648   -11.674    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -70.352   -70.378    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.979e-003  1.979e-003      1.00

				CaHCO3+          1.414e-005  1.414e-005      1.00

				CO3-2            3.455e-006  1.728e-006      2.00

				CaCO3            2.869e-006  1.435e-006      2.00

				OH-              7.033e-008  7.033e-008      1.00

				H+              -4.698e-008  4.698e-008     -1.00

				CaOH+            3.051e-009  3.051e-009      1.00

				HSO4-           -2.432e-010  2.432e-010     -1.00

				CaHSO4+         -2.250e-012  2.250e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.72     -8.98   -8.26  CaCO3

				Calcite          -0.57     -8.98   -8.41  CaCO3

				CH4(g)         -149.38   -152.08   -2.71  CH4

				CO2(g)           -2.35     -3.62   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.77    -46.82   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -149.78   -157.82   -8.03  H2S

				N2(g)           -19.18    -22.25   -3.07  N2

				NH3(g)          -71.85    -69.72    2.13  NH3

				O2(g)            -1.07     -3.84   -2.77  O2

				Sulfur         -112.16   -106.91    5.25  S

				Vaterite         -1.18     -8.98   -7.80  CaCO3

		Reaction step 35.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.9376e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -4.484e-006  9.980e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.242e-003  2.242e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.344      Charge balance

		                                       pe  =  14.522      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00046

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.180e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.242e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110148e+002

		                                  Total O  = 5.551387e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            6.906e-008  6.499e-008    -7.161    -7.187    -0.026     -4.99

		   H+             4.784e-008  4.526e-008    -7.320    -7.344    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -152.048  -152.047     0.000     32.22

		C(4)         2.242e-003

		   HCO3-          1.979e-003  1.866e-003    -2.703    -2.729    -0.026     23.14

		   CO2            2.453e-004  2.455e-004    -3.610    -3.610     0.000     33.63

		   CaHCO3+        1.414e-005  1.334e-005    -4.849    -4.875    -0.025      8.95

		   CO3-2          1.697e-006  1.341e-006    -5.770    -5.873    -0.102     -7.40

		   CaCO3          1.409e-006  1.410e-006    -5.851    -5.851     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.739e-004  7.695e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.414e-005  1.334e-005    -4.849    -4.875    -0.025      8.95

		   CaSO4          8.740e-006  8.746e-006    -5.059    -5.058     0.000      6.79

		   CaCO3          1.409e-006  1.410e-006    -5.851    -5.851     0.000    -14.66

		   CaOH+          2.996e-009  2.821e-009    -8.523    -8.550    -0.026     (0)  

		   CaHSO4+        2.291e-012  2.157e-012   -11.640   -11.666    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.814   -46.814     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -67.275   -67.302    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -69.688   -69.687     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -70.309   -70.335    -0.026     (0)  

		N(0)         1.259e-022

		   N2             6.295e-023  6.300e-023   -22.201   -22.201     0.000     29.29

		N(3)         3.447e-018

		   NO2-           3.447e-018  3.242e-018   -17.463   -17.489    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         2.821e-004

		   O2             1.410e-004  1.412e-004    -3.851    -3.850     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -150.403  -150.429    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -150.607  -150.607     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.370  -156.473    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.196e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.740e-006  8.746e-006    -5.059    -5.058     0.000      6.79

		   HSO4-          2.476e-010  2.332e-010    -9.606    -9.632    -0.026     38.91

		   CaHSO4+        2.291e-012  2.157e-012   -11.640   -11.666    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -70.309   -70.335    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.979e-003  1.979e-003      1.00

				CaHCO3+          1.414e-005  1.414e-005      1.00

				CO3-2            3.393e-006  1.697e-006      2.00

				CaCO3            2.818e-006  1.409e-006      2.00

				OH-              6.906e-008  6.906e-008      1.00

				H+              -4.784e-008  4.784e-008     -1.00

				CaOH+            2.996e-009  2.996e-009      1.00

				HSO4-           -2.476e-010  2.476e-010     -1.00

				CaHSO4+         -2.291e-012  2.291e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.73     -8.99   -8.26  CaCO3

				Calcite          -0.58     -8.99   -8.41  CaCO3

				CH4(g)         -149.34   -152.05   -2.71  CH4

				CO2(g)           -2.34     -3.61   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.76    -46.81   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -149.74   -157.77   -8.03  H2S

				N2(g)           -19.13    -22.20   -3.07  N2

				NH3(g)          -71.82    -69.69    2.13  NH3

				O2(g)            -1.08     -3.85   -2.77  O2

				Sulfur         -112.13   -106.88    5.25  S

				Vaterite         -1.18     -8.99   -7.80  CaCO3

		Reaction step 36.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 3.024e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -4.390e-006  9.979e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.246e-003  2.246e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.337      Charge balance

		                                       pe  =  14.526      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.180e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.246e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110148e+002

		                                  Total O  = 5.551388e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            6.787e-008  6.387e-008    -7.168    -7.195    -0.026     -4.99

		   H+             4.868e-008  4.606e-008    -7.313    -7.337    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -152.013  -152.012     0.000     32.22

		C(4)         2.246e-003

		   HCO3-          1.979e-003  1.866e-003    -2.703    -2.729    -0.026     23.14

		   CO2            2.497e-004  2.498e-004    -3.603    -3.602     0.000     33.63

		   CaHCO3+        1.414e-005  1.334e-005    -4.849    -4.875    -0.025      8.95

		   CO3-2          1.667e-006  1.318e-006    -5.778    -5.880    -0.102     -7.40

		   CaCO3          1.385e-006  1.386e-006    -5.859    -5.858     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.739e-004  7.695e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.414e-005  1.334e-005    -4.849    -4.875    -0.025      8.95

		   CaSO4          8.740e-006  8.746e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          1.385e-006  1.386e-006    -5.859    -5.858     0.000    -14.66

		   CaOH+          2.944e-009  2.773e-009    -8.531    -8.557    -0.026     (0)  

		   CaHSO4+        2.331e-012  2.195e-012   -11.632   -11.658    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.807   -46.807     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -67.233   -67.259    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -69.653   -69.652     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -70.266   -70.292    -0.026     (0)  

		N(0)         1.411e-022

		   N2             7.055e-023  7.060e-023   -22.151   -22.151     0.000     29.29

		N(3)         3.502e-018

		   NO2-           3.502e-018  3.294e-018   -17.456   -17.482    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         2.733e-004

		   O2             1.367e-004  1.368e-004    -3.864    -3.864     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -150.368  -150.394    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -150.565  -150.564     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.342  -156.445    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.196e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.740e-006  8.746e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          2.520e-010  2.373e-010    -9.599    -9.625    -0.026     38.91

		   CaHSO4+        2.331e-012  2.195e-012   -11.632   -11.658    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -70.266   -70.292    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.979e-003  1.979e-003      1.00

				CaHCO3+          1.414e-005  1.414e-005      1.00

				CO3-2            3.335e-006  1.667e-006      2.00

				CaCO3            2.769e-006  1.385e-006      2.00

				OH-              6.787e-008  6.787e-008      1.00

				H+              -4.868e-008  4.868e-008     -1.00

				CaOH+            2.944e-009  2.944e-009      1.00

				HSO4-           -2.520e-010  2.520e-010     -1.00

				CaHSO4+         -2.331e-012  2.331e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.74     -8.99   -8.26  CaCO3

				Calcite          -0.58     -8.99   -8.41  CaCO3

				CH4(g)         -149.31   -152.01   -2.71  CH4

				CO2(g)           -2.34     -3.60   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.75    -46.81   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -149.70   -157.73   -8.03  H2S

				N2(g)           -19.08    -22.15   -3.07  N2

				NH3(g)          -71.78    -69.65    2.13  NH3

				O2(g)            -1.10     -3.86   -2.77  O2

				Sulfur         -112.09   -106.84    5.25  S

				Vaterite         -1.19     -8.99   -7.80  CaCO3

		Reaction step 37.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 3.1104e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -4.297e-006  9.979e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.251e-003  2.251e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.329      Charge balance

		                                       pe  =  14.530      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.251e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110148e+002

		                                  Total O  = 5.551388e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            6.674e-008  6.280e-008    -7.176    -7.202    -0.026     -4.99

		   H+             4.951e-008  4.684e-008    -7.305    -7.329    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.977  -151.977     0.000     32.22

		C(4)         2.251e-003

		   HCO3-          1.980e-003  1.867e-003    -2.703    -2.729    -0.026     23.14

		   CO2            2.539e-004  2.541e-004    -3.595    -3.595     0.000     33.63

		   CaHCO3+        1.414e-005  1.334e-005    -4.849    -4.875    -0.025      8.95

		   CO3-2          1.640e-006  1.296e-006    -5.785    -5.887    -0.102     -7.40

		   CaCO3          1.362e-006  1.363e-006    -5.866    -5.866     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.739e-004  7.695e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.414e-005  1.334e-005    -4.849    -4.875    -0.025      8.95

		   CaSO4          8.740e-006  8.746e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          1.362e-006  1.363e-006    -5.866    -5.866     0.000    -14.66

		   CaOH+          2.895e-009  2.726e-009    -8.538    -8.564    -0.026     (0)  

		   CaHSO4+        2.371e-012  2.233e-012   -11.625   -11.651    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.800   -46.800     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -67.190   -67.217    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -69.618   -69.617     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -70.224   -70.250    -0.026     (0)  

		N(0)         1.581e-022

		   N2             7.903e-023  7.909e-023   -22.102   -22.102     0.000     29.29

		N(3)         3.558e-018

		   NO2-           3.558e-018  3.347e-018   -17.449   -17.475    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         2.647e-004

		   O2             1.324e-004  1.325e-004    -3.878    -3.878     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -150.333  -150.359    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -150.522  -150.522     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.315  -156.418    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.196e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.740e-006  8.746e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          2.563e-010  2.413e-010    -9.591    -9.617    -0.026     38.91

		   CaHSO4+        2.371e-012  2.233e-012   -11.625   -11.651    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -70.224   -70.250    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.980e-003  1.980e-003      1.00

				CaHCO3+          1.414e-005  1.414e-005      1.00

				CO3-2            3.279e-006  1.640e-006      2.00

				CaCO3            2.723e-006  1.362e-006      2.00

				OH-              6.674e-008  6.674e-008      1.00

				H+              -4.951e-008  4.951e-008     -1.00

				CaOH+            2.895e-009  2.895e-009      1.00

				HSO4-           -2.563e-010  2.563e-010     -1.00

				CaHSO4+         -2.371e-012  2.371e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.75     -9.00   -8.26  CaCO3

				Calcite          -0.59     -9.00   -8.41  CaCO3

				CH4(g)         -149.27   -151.98   -2.71  CH4

				CO2(g)           -2.33     -3.60   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.74    -46.80   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -149.66   -157.69   -8.03  H2S

				N2(g)           -19.03    -22.10   -3.07  N2

				NH3(g)          -71.75    -69.62    2.13  NH3

				O2(g)            -1.11     -3.88   -2.77  O2

				Sulfur         -112.05   -106.80    5.25  S

				Vaterite         -1.20     -9.00   -7.80  CaCO3

		Reaction step 38.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 3.1968e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -4.204e-006  9.978e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.255e-003  2.255e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.322      Charge balance

		                                       pe  =  14.533      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.255e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110148e+002

		                                  Total O  = 5.551388e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            6.566e-008  6.179e-008    -7.183    -7.209    -0.026     -4.99

		   H+             5.032e-008  4.760e-008    -7.298    -7.322    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.942  -151.942     0.000     32.22

		C(4)         2.255e-003

		   HCO3-          1.980e-003  1.867e-003    -2.703    -2.729    -0.026     23.14

		   CO2            2.581e-004  2.582e-004    -3.588    -3.588     0.000     33.63

		   CaHCO3+        1.415e-005  1.335e-005    -4.849    -4.875    -0.025      8.95

		   CO3-2          1.613e-006  1.275e-006    -5.792    -5.894    -0.102     -7.40

		   CaCO3          1.340e-006  1.341e-006    -5.873    -5.873     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.740e-004  7.695e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.415e-005  1.335e-005    -4.849    -4.875    -0.025      8.95

		   CaSO4          8.740e-006  8.747e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          1.340e-006  1.341e-006    -5.873    -5.873     0.000    -14.66

		   CaOH+          2.849e-009  2.683e-009    -8.545    -8.571    -0.026     (0)  

		   CaHSO4+        2.410e-012  2.269e-012   -11.618   -11.644    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.793   -46.793     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -67.148   -67.175    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -69.583   -69.582     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -70.182   -70.208    -0.026     (0)  

		N(0)         1.770e-022

		   N2             8.849e-023  8.855e-023   -22.053   -22.053     0.000     29.29

		N(3)         3.616e-018

		   NO2-           3.616e-018  3.401e-018   -17.442   -17.468    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         2.563e-004

		   O2             1.282e-004  1.283e-004    -3.892    -3.892     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -150.298  -150.324    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -150.480  -150.480     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.287  -156.389    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.196e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.740e-006  8.747e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          2.605e-010  2.453e-010    -9.584    -9.610    -0.026     38.91

		   CaHSO4+        2.410e-012  2.269e-012   -11.618   -11.644    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -70.182   -70.208    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.980e-003  1.980e-003      1.00

				CaHCO3+          1.415e-005  1.415e-005      1.00

				CO3-2            3.227e-006  1.613e-006      2.00

				CaCO3            2.680e-006  1.340e-006      2.00

				OH-              6.566e-008  6.566e-008      1.00

				H+              -5.032e-008  5.032e-008     -1.00

				CaOH+            2.849e-009  2.849e-009      1.00

				HSO4-           -2.605e-010  2.605e-010     -1.00

				CaHSO4+         -2.410e-012  2.410e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.75     -9.01   -8.26  CaCO3

				Calcite          -0.60     -9.01   -8.41  CaCO3

				CH4(g)         -149.24   -151.94   -2.71  CH4

				CO2(g)           -2.32     -3.59   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.74    -46.79   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -149.61   -157.65   -8.03  H2S

				N2(g)           -18.98    -22.05   -3.07  N2

				NH3(g)          -71.71    -69.58    2.13  NH3

				O2(g)            -1.13     -3.89   -2.77  O2

				Sulfur         -112.02   -106.77    5.25  S

				Vaterite         -1.21     -9.01   -7.80  CaCO3

		Reaction step 39.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 3.2832e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -4.111e-006  9.978e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.259e-003  2.259e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.316      Charge balance

		                                       pe  =  14.536      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.259e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110148e+002

		                                  Total O  = 5.551389e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            6.465e-008  6.084e-008    -7.189    -7.216    -0.026     -4.99

		   H+             5.111e-008  4.835e-008    -7.292    -7.316    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.907  -151.907     0.000     32.22

		C(4)         2.259e-003

		   HCO3-          1.980e-003  1.867e-003    -2.703    -2.729    -0.026     23.14

		   CO2            2.621e-004  2.623e-004    -3.582    -3.581     0.000     33.63

		   CaHCO3+        1.415e-005  1.335e-005    -4.849    -4.875    -0.025      8.95

		   CO3-2          1.588e-006  1.256e-006    -5.799    -5.901    -0.102     -7.40

		   CaCO3          1.319e-006  1.320e-006    -5.880    -5.879     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.740e-004  7.695e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.415e-005  1.335e-005    -4.849    -4.875    -0.025      8.95

		   CaSO4          8.740e-006  8.747e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          1.319e-006  1.320e-006    -5.880    -5.879     0.000    -14.66

		   CaOH+          2.805e-009  2.641e-009    -8.552    -8.578    -0.026     (0)  

		   CaHSO4+        2.447e-012  2.305e-012   -11.611   -11.637    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.786   -46.786     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -67.106   -67.133    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -69.548   -69.547     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -70.140   -70.166    -0.026     (0)  

		N(0)         1.981e-022

		   N2             9.904e-023  9.911e-023   -22.004   -22.004     0.000     29.29

		N(3)         3.676e-018

		   NO2-           3.676e-018  3.457e-018   -17.435   -17.461    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         2.481e-004

		   O2             1.240e-004  1.241e-004    -3.906    -3.906     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -150.263  -150.289    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -150.439  -150.438     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.258  -156.361    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.196e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.740e-006  8.747e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          2.645e-010  2.491e-010    -9.578    -9.604    -0.026     38.91

		   CaHSO4+        2.447e-012  2.305e-012   -11.611   -11.637    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -70.140   -70.166    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.980e-003  1.980e-003      1.00

				CaHCO3+          1.415e-005  1.415e-005      1.00

				CO3-2            3.177e-006  1.588e-006      2.00

				CaCO3            2.639e-006  1.319e-006      2.00

				OH-              6.465e-008  6.465e-008      1.00

				H+              -5.111e-008  5.111e-008     -1.00

				CaOH+            2.805e-009  2.805e-009      1.00

				HSO4-           -2.645e-010  2.645e-010     -1.00

				CaHSO4+         -2.447e-012  2.447e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.76     -9.01   -8.26  CaCO3

				Calcite          -0.60     -9.01   -8.41  CaCO3

				CH4(g)         -149.20   -151.91   -2.71  CH4

				CO2(g)           -2.31     -3.58   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.73    -46.79   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -149.57   -157.60   -8.03  H2S

				N2(g)           -18.93    -22.00   -3.07  N2

				NH3(g)          -71.68    -69.55    2.13  NH3

				O2(g)            -1.14     -3.91   -2.77  O2

				Sulfur         -111.99   -106.73    5.25  S

				Vaterite         -1.21     -9.01   -7.80  CaCO3

		Reaction step 40.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 3.3696e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -4.018e-006  9.978e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.263e-003  2.263e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.309      Charge balance

		                                       pe  =  14.539      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.263e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110149e+002

		                                  Total O  = 5.551389e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            6.369e-008  5.993e-008    -7.196    -7.222    -0.026     -4.99

		   H+             5.188e-008  4.908e-008    -7.285    -7.309    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.872  -151.872     0.000     32.22

		C(4)         2.263e-003

		   HCO3-          1.980e-003  1.867e-003    -2.703    -2.729    -0.026     23.14

		   CO2            2.661e-004  2.663e-004    -3.575    -3.575     0.000     33.63

		   CaHCO3+        1.415e-005  1.335e-005    -4.849    -4.875    -0.025      8.95

		   CO3-2          1.565e-006  1.237e-006    -5.806    -5.908    -0.102     -7.40

		   CaCO3          1.300e-006  1.301e-006    -5.886    -5.886     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.740e-004  7.695e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.415e-005  1.335e-005    -4.849    -4.875    -0.025      8.95

		   CaSO4          8.740e-006  8.747e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          1.300e-006  1.301e-006    -5.886    -5.886     0.000    -14.66

		   CaOH+          2.763e-009  2.602e-009    -8.559    -8.585    -0.026     (0)  

		   CaHSO4+        2.484e-012  2.340e-012   -11.605   -11.631    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.779   -46.778     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -67.065   -67.091    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -69.512   -69.512     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -70.098   -70.124    -0.026     (0)  

		N(0)         2.216e-022

		   N2             1.108e-022  1.109e-022   -21.955   -21.955     0.000     29.29

		N(3)         3.737e-018

		   NO2-           3.737e-018  3.515e-018   -17.428   -17.454    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         2.401e-004

		   O2             1.200e-004  1.201e-004    -3.921    -3.920     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -150.227  -150.254    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -150.397  -150.397     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.230  -156.333    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.196e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.740e-006  8.747e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          2.685e-010  2.529e-010    -9.571    -9.597    -0.026     38.91

		   CaHSO4+        2.484e-012  2.340e-012   -11.605   -11.631    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -70.098   -70.124    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.980e-003  1.980e-003      1.00

				CaHCO3+          1.415e-005  1.415e-005      1.00

				CO3-2            3.130e-006  1.565e-006      2.00

				CaCO3            2.599e-006  1.300e-006      2.00

				OH-              6.369e-008  6.369e-008      1.00

				H+              -5.188e-008  5.188e-008     -1.00

				CaOH+            2.763e-009  2.763e-009      1.00

				HSO4-           -2.685e-010  2.685e-010     -1.00

				CaHSO4+         -2.484e-012  2.484e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.77     -9.02   -8.26  CaCO3

				Calcite          -0.61     -9.02   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -2.31     -3.57   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.72    -46.78   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -149.53   -157.56   -8.03  H2S

				N2(g)           -18.89    -21.96   -3.07  N2

				NH3(g)          -71.64    -69.51    2.13  NH3

				O2(g)            -1.15     -3.92   -2.77  O2

				Sulfur         -111.95   -106.70    5.25  S

				Vaterite         -1.22     -9.02   -7.80  CaCO3

		Reaction step 41.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 3.456e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -3.926e-006  9.977e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.267e-003  2.267e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.303      Charge balance

		                                       pe  =  14.542      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.267e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110149e+002

		                                  Total O  = 5.551390e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            6.277e-008  5.907e-008    -7.202    -7.229    -0.026     -4.99

		   H+             5.263e-008  4.979e-008    -7.279    -7.303    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.837  -151.837     0.000     32.22

		C(4)         2.267e-003

		   HCO3-          1.980e-003  1.867e-003    -2.703    -2.729    -0.026     23.14

		   CO2            2.700e-004  2.702e-004    -3.569    -3.568     0.000     33.63

		   CaHCO3+        1.415e-005  1.335e-005    -4.849    -4.875    -0.025      8.95

		   CO3-2          1.543e-006  1.219e-006    -5.812    -5.914    -0.102     -7.40

		   CaCO3          1.281e-006  1.282e-006    -5.892    -5.892     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.740e-004  7.696e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.415e-005  1.335e-005    -4.849    -4.875    -0.025      8.95

		   CaSO4          8.741e-006  8.747e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          1.281e-006  1.282e-006    -5.892    -5.892     0.000    -14.66

		   CaOH+          2.724e-009  2.565e-009    -8.565    -8.591    -0.026     (0)  

		   CaHSO4+        2.521e-012  2.374e-012   -11.598   -11.625    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.772   -46.771     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -67.023   -67.050    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -69.477   -69.477     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -70.057   -70.083    -0.026     (0)  

		N(0)         2.479e-022

		   N2             1.239e-022  1.240e-022   -21.907   -21.906     0.000     29.29

		N(3)         3.799e-018

		   NO2-           3.799e-018  3.573e-018   -17.420   -17.447    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         2.322e-004

		   O2             1.161e-004  1.162e-004    -3.935    -3.935     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -150.192  -150.219    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -150.355  -150.355     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.201  -156.304    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.196e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.741e-006  8.747e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          2.724e-010  2.566e-010    -9.565    -9.591    -0.026     38.91

		   CaHSO4+        2.521e-012  2.374e-012   -11.598   -11.625    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -70.057   -70.083    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.980e-003  1.980e-003      1.00

				CaHCO3+          1.415e-005  1.415e-005      1.00

				CO3-2            3.085e-006  1.543e-006      2.00

				CaCO3            2.562e-006  1.281e-006      2.00

				OH-              6.277e-008  6.277e-008      1.00

				H+              -5.263e-008  5.263e-008     -1.00

				CaOH+            2.724e-009  2.724e-009      1.00

				HSO4-           -2.724e-010  2.724e-010     -1.00

				CaHSO4+         -2.521e-012  2.521e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.77     -9.03   -8.26  CaCO3

				Calcite          -0.62     -9.03   -8.41  CaCO3

				CH4(g)         -149.13   -151.84   -2.71  CH4

				CO2(g)           -2.30     -3.57   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.72    -46.77   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -149.49   -157.52   -8.03  H2S

				N2(g)           -18.84    -21.91   -3.07  N2

				NH3(g)          -71.61    -69.48    2.13  NH3

				O2(g)            -1.17     -3.93   -2.77  O2

				Sulfur         -111.92   -106.67    5.25  S

				Vaterite         -1.23     -9.03   -7.80  CaCO3

		Reaction step 42.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 3.5424e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -3.834e-006  9.977e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.271e-003  2.271e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.297      Charge balance

		                                       pe  =  14.544      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.271e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110149e+002

		                                  Total O  = 5.551390e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            6.191e-008  5.826e-008    -7.208    -7.235    -0.026     -4.99

		   H+             5.337e-008  5.049e-008    -7.273    -7.297    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.802  -151.801     0.000     32.22

		C(4)         2.271e-003

		   HCO3-          1.980e-003  1.867e-003    -2.703    -2.729    -0.026     23.14

		   CO2            2.738e-004  2.740e-004    -3.563    -3.562     0.000     33.63

		   CaHCO3+        1.415e-005  1.335e-005    -4.849    -4.875    -0.025      8.95

		   CO3-2          1.521e-006  1.202e-006    -5.818    -5.920    -0.102     -7.40

		   CaCO3          1.264e-006  1.264e-006    -5.898    -5.898     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.740e-004  7.696e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.415e-005  1.335e-005    -4.849    -4.875    -0.025      8.95

		   CaSO4          8.741e-006  8.747e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          1.264e-006  1.264e-006    -5.898    -5.898     0.000    -14.66

		   CaOH+          2.686e-009  2.529e-009    -8.571    -8.597    -0.026     (0)  

		   CaHSO4+        2.556e-012  2.407e-012   -11.592   -11.619    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.764   -46.764     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -66.982   -67.009    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -69.442   -69.442     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -70.016   -70.042    -0.026     (0)  

		N(0)         2.772e-022

		   N2             1.386e-022  1.387e-022   -21.858   -21.858     0.000     29.29

		N(3)         3.864e-018

		   NO2-           3.864e-018  3.634e-018   -17.413   -17.440    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         2.245e-004

		   O2             1.123e-004  1.124e-004    -3.950    -3.949     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -150.157  -150.183    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -150.314  -150.314     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.172  -156.275    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.196e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.741e-006  8.747e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          2.763e-010  2.601e-010    -9.559    -9.585    -0.026     38.91

		   CaHSO4+        2.556e-012  2.407e-012   -11.592   -11.619    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -70.016   -70.042    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.980e-003  1.980e-003      1.00

				CaHCO3+          1.415e-005  1.415e-005      1.00

				CO3-2            3.043e-006  1.521e-006      2.00

				CaCO3            2.527e-006  1.264e-006      2.00

				OH-              6.191e-008  6.191e-008      1.00

				H+              -5.337e-008  5.337e-008     -1.00

				CaOH+            2.686e-009  2.686e-009      1.00

				HSO4-           -2.763e-010  2.763e-010     -1.00

				CaHSO4+         -2.556e-012  2.556e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.78     -9.03   -8.26  CaCO3

				Calcite          -0.62     -9.03   -8.41  CaCO3

				CH4(g)         -149.10   -151.80   -2.71  CH4

				CO2(g)           -2.30     -3.56   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.71    -46.76   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -149.45   -157.48   -8.03  H2S

				N2(g)           -18.79    -21.86   -3.07  N2

				NH3(g)          -71.57    -69.44    2.13  NH3

				O2(g)            -1.18     -3.95   -2.77  O2

				Sulfur         -111.88   -106.63    5.25  S

				Vaterite         -1.23     -9.03   -7.80  CaCO3

		Reaction step 43.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 3.6288e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -3.742e-006  9.976e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.274e-003  2.274e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.291      Charge balance

		                                       pe  =  14.546      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.274e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110149e+002

		                                  Total O  = 5.551390e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            6.108e-008  5.748e-008    -7.214    -7.240    -0.026     -4.99

		   H+             5.409e-008  5.117e-008    -7.267    -7.291    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.766  -151.766     0.000     32.22

		C(4)         2.274e-003

		   HCO3-          1.980e-003  1.867e-003    -2.703    -2.729    -0.026     23.14

		   CO2            2.775e-004  2.777e-004    -3.557    -3.556     0.000     33.63

		   CaHCO3+        1.415e-005  1.335e-005    -4.849    -4.875    -0.025      8.95

		   CO3-2          1.501e-006  1.186e-006    -5.824    -5.926    -0.102     -7.40

		   CaCO3          1.247e-006  1.248e-006    -5.904    -5.904     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.740e-004  7.696e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.415e-005  1.335e-005    -4.849    -4.875    -0.025      8.95

		   CaSO4          8.741e-006  8.747e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          1.247e-006  1.248e-006    -5.904    -5.904     0.000    -14.66

		   CaOH+          2.650e-009  2.496e-009    -8.577    -8.603    -0.026     (0)  

		   CaHSO4+        2.591e-012  2.439e-012   -11.587   -11.613    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.757   -46.757     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -66.941   -66.968    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -69.407   -69.406     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -69.975   -70.001    -0.026     (0)  

		N(0)         3.099e-022

		   N2             1.550e-022  1.551e-022   -21.810   -21.809     0.000     29.29

		N(3)         3.930e-018

		   NO2-           3.930e-018  3.696e-018   -17.406   -17.432    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         2.171e-004

		   O2             1.085e-004  1.086e-004    -3.964    -3.964     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -150.122  -150.148    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -150.273  -150.273     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.142  -156.245    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.196e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.741e-006  8.747e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          2.800e-010  2.637e-010    -9.553    -9.579    -0.026     38.91

		   CaHSO4+        2.591e-012  2.439e-012   -11.587   -11.613    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -69.975   -70.001    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.980e-003  1.980e-003      1.00

				CaHCO3+          1.415e-005  1.415e-005      1.00

				CO3-2            3.002e-006  1.501e-006      2.00

				CaCO3            2.494e-006  1.247e-006      2.00

				OH-              6.108e-008  6.108e-008      1.00

				H+              -5.409e-008  5.409e-008     -1.00

				CaOH+            2.650e-009  2.650e-009      1.00

				HSO4-           -2.800e-010  2.800e-010     -1.00

				CaHSO4+         -2.591e-012  2.591e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.78     -9.04   -8.26  CaCO3

				Calcite          -0.63     -9.04   -8.41  CaCO3

				CH4(g)         -149.06   -151.77   -2.71  CH4

				CO2(g)           -2.29     -3.56   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.70    -46.76   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -149.41   -157.44   -8.03  H2S

				N2(g)           -18.74    -21.81   -3.07  N2

				NH3(g)          -71.53    -69.41    2.13  NH3

				O2(g)            -1.20     -3.96   -2.77  O2

				Sulfur         -111.85   -106.60    5.25  S

				Vaterite         -1.24     -9.04   -7.80  CaCO3

		Reaction step 44.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 3.7152e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -3.652e-006  9.976e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.278e-003  2.278e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.285      Charge balance

		                                       pe  =  14.548      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.278e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110149e+002

		                                  Total O  = 5.551391e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            6.030e-008  5.675e-008    -7.220    -7.246    -0.026     -4.99

		   H+             5.479e-008  5.184e-008    -7.261    -7.285    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.731  -151.731     0.000     32.22

		C(4)         2.278e-003

		   HCO3-          1.980e-003  1.867e-003    -2.703    -2.729    -0.026     23.14

		   CO2            2.811e-004  2.813e-004    -3.551    -3.551     0.000     33.63

		   CaHCO3+        1.415e-005  1.335e-005    -4.849    -4.875    -0.025      8.95

		   CO3-2          1.482e-006  1.171e-006    -5.829    -5.931    -0.102     -7.40

		   CaCO3          1.231e-006  1.232e-006    -5.910    -5.909     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.741e-004  7.696e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.415e-005  1.335e-005    -4.849    -4.875    -0.025      8.95

		   CaSO4          8.741e-006  8.747e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          1.231e-006  1.232e-006    -5.910    -5.909     0.000    -14.66

		   CaOH+          2.616e-009  2.464e-009    -8.582    -8.608    -0.026     (0)  

		   CaHSO4+        2.624e-012  2.471e-012   -11.581   -11.607    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.749   -46.749     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -66.900   -66.927    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -69.371   -69.371     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -69.934   -69.960    -0.026     (0)  

		N(0)         3.464e-022

		   N2             1.732e-022  1.733e-022   -21.761   -21.761     0.000     29.29

		N(3)         3.997e-018

		   NO2-           3.997e-018  3.760e-018   -17.398   -17.425    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         2.098e-004

		   O2             1.049e-004  1.050e-004    -3.979    -3.979     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -150.087  -150.113    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -150.232  -150.232     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.113  -156.215    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.196e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.741e-006  8.747e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          2.836e-010  2.671e-010    -9.547    -9.573    -0.026     38.91

		   CaHSO4+        2.624e-012  2.471e-012   -11.581   -11.607    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -69.934   -69.960    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.980e-003  1.980e-003      1.00

				CaHCO3+          1.415e-005  1.415e-005      1.00

				CO3-2            2.964e-006  1.482e-006      2.00

				CaCO3            2.462e-006  1.231e-006      2.00

				OH-              6.030e-008  6.030e-008      1.00

				H+              -5.479e-008  5.479e-008     -1.00

				CaOH+            2.616e-009  2.616e-009      1.00

				HSO4-           -2.836e-010  2.836e-010     -1.00

				CaHSO4+         -2.624e-012  2.624e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.79     -9.05   -8.26  CaCO3

				Calcite          -0.63     -9.05   -8.41  CaCO3

				CH4(g)         -149.03   -151.73   -2.71  CH4

				CO2(g)           -2.28     -3.55   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.69    -46.75   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -149.37   -157.40   -8.03  H2S

				N2(g)           -18.69    -21.76   -3.07  N2

				NH3(g)          -71.50    -69.37    2.13  NH3

				O2(g)            -1.21     -3.98   -2.77  O2

				Sulfur         -111.82   -106.56    5.25  S

				Vaterite         -1.24     -9.05   -7.80  CaCO3

		Reaction step 45.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 3.8016e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -3.561e-006  9.976e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.282e-003  2.282e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.280      Charge balance

		                                       pe  =  14.550      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.282e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110149e+002

		                                  Total O  = 5.551391e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            5.955e-008  5.604e-008    -7.225    -7.251    -0.026     -4.99

		   H+             5.548e-008  5.248e-008    -7.256    -7.280    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.696  -151.695     0.000     32.22

		C(4)         2.282e-003

		   HCO3-          1.980e-003  1.867e-003    -2.703    -2.729    -0.026     23.14

		   CO2            2.846e-004  2.848e-004    -3.546    -3.545     0.000     33.63

		   CaHCO3+        1.415e-005  1.335e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.464e-006  1.157e-006    -5.835    -5.937    -0.102     -7.40

		   CaCO3          1.216e-006  1.217e-006    -5.915    -5.915     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.741e-004  7.696e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.415e-005  1.335e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.741e-006  8.747e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          1.216e-006  1.217e-006    -5.915    -5.915     0.000    -14.66

		   CaOH+          2.584e-009  2.433e-009    -8.588    -8.614    -0.026     (0)  

		   CaHSO4+        2.657e-012  2.502e-012   -11.576   -11.602    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.742   -46.742     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -66.859   -66.886    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -69.336   -69.336     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -69.893   -69.919    -0.026     (0)  

		N(0)         3.872e-022

		   N2             1.936e-022  1.937e-022   -21.713   -21.713     0.000     29.29

		N(3)         4.067e-018

		   NO2-           4.067e-018  3.825e-018   -17.391   -17.417    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         2.026e-004

		   O2             1.013e-004  1.014e-004    -3.994    -3.994     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -150.051  -150.077    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -150.191  -150.191     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.083  -156.185    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.196e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.741e-006  8.747e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          2.872e-010  2.704e-010    -9.542    -9.568    -0.026     38.91

		   CaHSO4+        2.657e-012  2.502e-012   -11.576   -11.602    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -69.893   -69.919    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.980e-003  1.980e-003      1.00

				CaHCO3+          1.415e-005  1.415e-005      1.00

				CO3-2            2.927e-006  1.464e-006      2.00

				CaCO3            2.431e-006  1.216e-006      2.00

				OH-              5.955e-008  5.955e-008      1.00

				H+              -5.548e-008  5.548e-008     -1.00

				CaOH+            2.584e-009  2.584e-009      1.00

				HSO4-           -2.872e-010  2.872e-010     -1.00

				CaHSO4+         -2.657e-012  2.657e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.80     -9.05   -8.26  CaCO3

				Calcite          -0.64     -9.05   -8.41  CaCO3

				CH4(g)         -148.99   -151.70   -2.71  CH4

				CO2(g)           -2.28     -3.55   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.69    -46.74   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -149.32   -157.36   -8.03  H2S

				N2(g)           -18.64    -21.71   -3.07  N2

				NH3(g)          -71.46    -69.34    2.13  NH3

				O2(g)            -1.23     -3.99   -2.77  O2

				Sulfur         -111.78   -106.53    5.25  S

				Vaterite         -1.25     -9.05   -7.80  CaCO3

		Reaction step 46.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 3.888e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -3.472e-006  9.975e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.285e-003  2.285e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.275      Charge balance

		                                       pe  =  14.551      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.285e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110149e+002

		                                  Total O  = 5.551391e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            5.884e-008  5.538e-008    -7.230    -7.257    -0.026     -4.99

		   H+             5.615e-008  5.312e-008    -7.251    -7.275    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.660  -151.660     0.000     32.22

		C(4)         2.285e-003

		   HCO3-          1.980e-003  1.867e-003    -2.703    -2.729    -0.026     23.14

		   CO2            2.881e-004  2.883e-004    -3.541    -3.540     0.000     33.63

		   CaHCO3+        1.415e-005  1.335e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.446e-006  1.143e-006    -5.840    -5.942    -0.102     -7.40

		   CaCO3          1.201e-006  1.202e-006    -5.920    -5.920     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.741e-004  7.696e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.415e-005  1.335e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.741e-006  8.747e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          1.201e-006  1.202e-006    -5.920    -5.920     0.000    -14.66

		   CaOH+          2.553e-009  2.404e-009    -8.593    -8.619    -0.026     (0)  

		   CaHSO4+        2.689e-012  2.532e-012   -11.570   -11.596    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.734   -46.734     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -66.818   -66.845    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -69.301   -69.300     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -69.852   -69.878    -0.026     (0)  

		N(0)         4.327e-022

		   N2             2.164e-022  2.165e-022   -21.665   -21.665     0.000     29.29

		N(3)         4.139e-018

		   NO2-           4.139e-018  3.893e-018   -17.383   -17.410    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.957e-004

		   O2             9.784e-005  9.792e-005    -4.009    -4.009     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -150.016  -150.042    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -150.151  -150.150     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.052  -156.155    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.196e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.741e-006  8.747e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          2.906e-010  2.737e-010    -9.537    -9.563    -0.026     38.91

		   CaHSO4+        2.689e-012  2.532e-012   -11.570   -11.596    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -69.852   -69.878    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.980e-003  1.980e-003      1.00

				CaHCO3+          1.415e-005  1.415e-005      1.00

				CO3-2            2.892e-006  1.446e-006      2.00

				CaCO3            2.403e-006  1.201e-006      2.00

				OH-              5.884e-008  5.884e-008      1.00

				H+              -5.615e-008  5.615e-008     -1.00

				CaOH+            2.553e-009  2.553e-009      1.00

				HSO4-           -2.906e-010  2.906e-010     -1.00

				CaHSO4+         -2.689e-012  2.689e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.80     -9.06   -8.26  CaCO3

				Calcite          -0.65     -9.06   -8.41  CaCO3

				CH4(g)         -148.95   -151.66   -2.71  CH4

				CO2(g)           -2.27     -3.54   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.68    -46.73   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -149.28   -157.32   -8.03  H2S

				N2(g)           -18.59    -21.66   -3.07  N2

				NH3(g)          -71.43    -69.30    2.13  NH3

				O2(g)            -1.24     -4.01   -2.77  O2

				Sulfur         -111.75   -106.50    5.25  S

				Vaterite         -1.25     -9.06   -7.80  CaCO3

		Reaction step 47.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 3.9744e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -3.383e-006  9.975e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.289e-003  2.289e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.270      Charge balance

		                                       pe  =  14.553      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.289e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110149e+002

		                                  Total O  = 5.551392e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            5.817e-008  5.474e-008    -7.235    -7.262    -0.026     -4.99

		   H+             5.680e-008  5.373e-008    -7.246    -7.270    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.625  -151.624     0.000     32.22

		C(4)         2.289e-003

		   HCO3-          1.980e-003  1.867e-003    -2.703    -2.729    -0.026     23.14

		   CO2            2.914e-004  2.916e-004    -3.536    -3.535     0.000     33.63

		   CaHCO3+        1.415e-005  1.335e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.430e-006  1.130e-006    -5.845    -5.947    -0.102     -7.40

		   CaCO3          1.188e-006  1.188e-006    -5.925    -5.925     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.741e-004  7.696e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.415e-005  1.335e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.741e-006  8.748e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          1.188e-006  1.188e-006    -5.925    -5.925     0.000    -14.66

		   CaOH+          2.524e-009  2.377e-009    -8.598    -8.624    -0.026     (0)  

		   CaHSO4+        2.720e-012  2.562e-012   -11.565   -11.591    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.727   -46.726     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -66.778   -66.805    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -69.265   -69.265     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -69.812   -69.838    -0.026     (0)  

		N(0)         4.835e-022

		   N2             2.418e-022  2.419e-022   -21.617   -21.616     0.000     29.29

		N(3)         4.212e-018

		   NO2-           4.212e-018  3.962e-018   -17.376   -17.402    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.889e-004

		   O2             9.446e-005  9.453e-005    -4.025    -4.024     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -149.980  -150.006    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -150.110  -150.110     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -156.022  -156.125    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.196e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.741e-006  8.748e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          2.940e-010  2.769e-010    -9.532    -9.558    -0.026     38.91

		   CaHSO4+        2.720e-012  2.562e-012   -11.565   -11.591    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -69.812   -69.838    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.980e-003  1.980e-003      1.00

				CaHCO3+          1.415e-005  1.415e-005      1.00

				CO3-2            2.859e-006  1.430e-006      2.00

				CaCO3            2.375e-006  1.188e-006      2.00

				OH-              5.817e-008  5.817e-008      1.00

				H+              -5.680e-008  5.680e-008     -1.00

				CaOH+            2.524e-009  2.524e-009      1.00

				HSO4-           -2.940e-010  2.940e-010     -1.00

				CaHSO4+         -2.720e-012  2.720e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.81     -9.06   -8.26  CaCO3

				Calcite          -0.65     -9.06   -8.41  CaCO3

				CH4(g)         -148.92   -151.62   -2.71  CH4

				CO2(g)           -2.27     -3.54   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.67    -46.73   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -149.24   -157.28   -8.03  H2S

				N2(g)           -18.55    -21.62   -3.07  N2

				NH3(g)          -71.39    -69.26    2.13  NH3

				O2(g)            -1.26     -4.02   -2.77  O2

				Sulfur         -111.72   -106.47    5.25  S

				Vaterite         -1.26     -9.06   -7.80  CaCO3

		Reaction step 48.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 4.0608e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -3.295e-006  9.975e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.292e-003  2.292e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.265      Charge balance

		                                       pe  =  14.554      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.292e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110149e+002

		                                  Total O  = 5.551392e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            5.753e-008  5.414e-008    -7.240    -7.267    -0.026     -4.99

		   H+             5.743e-008  5.433e-008    -7.241    -7.265    -0.024      0.00

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.589  -151.589     0.000     32.22

		C(4)         2.292e-003

		   HCO3-          1.980e-003  1.867e-003    -2.703    -2.729    -0.026     23.14

		   CO2            2.947e-004  2.949e-004    -3.531    -3.530     0.000     33.63

		   CaHCO3+        1.415e-005  1.335e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.414e-006  1.118e-006    -5.850    -5.952    -0.102     -7.40

		   CaCO3          1.174e-006  1.175e-006    -5.930    -5.930     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.741e-004  7.696e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.415e-005  1.335e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.741e-006  8.748e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          1.174e-006  1.175e-006    -5.930    -5.930     0.000    -14.66

		   CaOH+          2.496e-009  2.351e-009    -8.603    -8.629    -0.026     (0)  

		   CaHSO4+        2.751e-012  2.590e-012   -11.561   -11.587    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.719   -46.719     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -66.737   -66.764    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -69.229   -69.229     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -69.771   -69.797    -0.026     (0)  

		N(0)         5.403e-022

		   N2             2.701e-022  2.703e-022   -21.568   -21.568     0.000     29.29

		N(3)         4.288e-018

		   NO2-           4.288e-018  4.033e-018   -17.368   -17.394    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.823e-004

		   O2             9.117e-005  9.123e-005    -4.040    -4.040     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -149.944  -149.971    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -150.070  -150.069     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -155.991  -156.094    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.741e-006  8.748e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          2.973e-010  2.799e-010    -9.527    -9.553    -0.026     38.91

		   CaHSO4+        2.751e-012  2.590e-012   -11.561   -11.587    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -69.771   -69.797    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.980e-003  1.980e-003      1.00

				CaHCO3+          1.415e-005  1.415e-005      1.00

				CO3-2            2.828e-006  1.414e-006      2.00

				CaCO3            2.349e-006  1.174e-006      2.00

				OH-              5.753e-008  5.753e-008      1.00

				H+              -5.743e-008  5.743e-008     -1.00

				CaOH+            2.496e-009  2.496e-009      1.00

				HSO4-           -2.973e-010  2.973e-010     -1.00

				CaHSO4+         -2.751e-012  2.751e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.81     -9.07   -8.26  CaCO3

				Calcite          -0.65     -9.07   -8.41  CaCO3

				CH4(g)         -148.88   -151.59   -2.71  CH4

				CO2(g)           -2.26     -3.53   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.66    -46.72   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -149.20   -157.24   -8.03  H2S

				N2(g)           -18.50    -21.57   -3.07  N2

				NH3(g)          -71.36    -69.23    2.13  NH3

				O2(g)            -1.27     -4.04   -2.77  O2

				Sulfur         -111.68   -106.43    5.25  S

				Vaterite         -1.26     -9.07   -7.80  CaCO3

		Reaction step 49.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 4.1472e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -3.208e-006  9.974e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.295e-003  2.295e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.260      Charge balance

		                                       pe  =  14.554      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.295e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110149e+002

		                                  Total O  = 5.551392e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             5.805e-008  5.492e-008    -7.236    -7.260    -0.024      0.00

		   OH-            5.691e-008  5.356e-008    -7.245    -7.271    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.553  -151.553     0.000     32.22

		C(4)         2.295e-003

		   HCO3-          1.980e-003  1.867e-003    -2.703    -2.729    -0.026     23.14

		   CO2            2.978e-004  2.981e-004    -3.526    -3.526     0.000     33.63

		   CaHCO3+        1.415e-005  1.335e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.399e-006  1.106e-006    -5.854    -5.956    -0.102     -7.40

		   CaCO3          1.162e-006  1.163e-006    -5.935    -5.934     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.741e-004  7.696e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.415e-005  1.335e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.741e-006  8.748e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          1.162e-006  1.163e-006    -5.935    -5.934     0.000    -14.66

		   CaOH+          2.470e-009  2.326e-009    -8.607    -8.633    -0.026     (0)  

		   CaHSO4+        2.780e-012  2.618e-012   -11.556   -11.582    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.711   -46.711     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -66.697   -66.724    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -69.194   -69.193     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -69.731   -69.757    -0.026     (0)  

		N(0)         6.037e-022

		   N2             3.018e-022  3.021e-022   -21.520   -21.520     0.000     29.29

		N(3)         4.365e-018

		   NO2-           4.365e-018  4.106e-018   -17.360   -17.387    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.759e-004

		   O2             8.796e-005  8.802e-005    -4.056    -4.055     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -149.909  -149.935    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -150.029  -150.029     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -155.960  -156.063    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.741e-006  8.748e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.005e-010  2.830e-010    -9.522    -9.548    -0.026     38.91

		   CaHSO4+        2.780e-012  2.618e-012   -11.556   -11.582    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -69.731   -69.757    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.980e-003  1.980e-003      1.00

				CaHCO3+          1.415e-005  1.415e-005      1.00

				CO3-2            2.798e-006  1.399e-006      2.00

				CaCO3            2.324e-006  1.162e-006      2.00

				H+              -5.805e-008  5.805e-008     -1.00

				OH-              5.691e-008  5.691e-008      1.00

				CaOH+            2.470e-009  2.470e-009      1.00

				HSO4-           -3.005e-010  3.005e-010     -1.00

				CaHSO4+         -2.780e-012  2.780e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.81     -9.07   -8.26  CaCO3

				Calcite          -0.66     -9.07   -8.41  CaCO3

				CH4(g)         -148.85   -151.55   -2.71  CH4

				CO2(g)           -2.26     -3.53   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.66    -46.71   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -149.16   -157.20   -8.03  H2S

				N2(g)           -18.45    -21.52   -3.07  N2

				NH3(g)          -71.32    -69.19    2.13  NH3

				O2(g)            -1.29     -4.06   -2.77  O2

				Sulfur         -111.65   -106.40    5.25  S

				Vaterite         -1.27     -9.07   -7.80  CaCO3

		Reaction step 50.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 4.2336e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -3.122e-006  9.974e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.298e-003  2.298e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.256      Charge balance

		                                       pe  =  14.555      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.298e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110149e+002

		                                  Total O  = 5.551393e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             5.865e-008  5.549e-008    -7.232    -7.256    -0.024      0.00

		   OH-            5.633e-008  5.301e-008    -7.249    -7.276    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.517  -151.517     0.000     32.22

		C(4)         2.298e-003

		   HCO3-          1.981e-003  1.867e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.009e-004  3.012e-004    -3.522    -3.521     0.000     33.63

		   CaHCO3+        1.415e-005  1.335e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.385e-006  1.094e-006    -5.859    -5.961    -0.102     -7.40

		   CaCO3          1.150e-006  1.151e-006    -5.939    -5.939     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.741e-004  7.696e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.415e-005  1.335e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.741e-006  8.748e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          1.150e-006  1.151e-006    -5.939    -5.939     0.000    -14.66

		   CaOH+          2.444e-009  2.302e-009    -8.612    -8.638    -0.026     (0)  

		   CaHSO4+        2.809e-012  2.645e-012   -11.551   -11.578    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.703   -46.703     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -66.657   -66.683    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -69.158   -69.157     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -69.690   -69.716    -0.026     (0)  

		N(0)         6.745e-022

		   N2             3.373e-022  3.375e-022   -21.472   -21.472     0.000     29.29

		N(3)         4.445e-018

		   NO2-           4.445e-018  4.180e-018   -17.352   -17.379    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.697e-004

		   O2             8.484e-005  8.490e-005    -4.071    -4.071     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -149.873  -149.899    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -149.989  -149.989     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -155.928  -156.031    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.741e-006  8.748e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.036e-010  2.859e-010    -9.518    -9.544    -0.026     38.91

		   CaHSO4+        2.809e-012  2.645e-012   -11.551   -11.578    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -69.690   -69.716    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.415e-005  1.415e-005      1.00

				CO3-2            2.769e-006  1.385e-006      2.00

				CaCO3            2.300e-006  1.150e-006      2.00

				H+              -5.865e-008  5.865e-008     -1.00

				OH-              5.633e-008  5.633e-008      1.00

				CaOH+            2.444e-009  2.444e-009      1.00

				HSO4-           -3.036e-010  3.036e-010     -1.00

				CaHSO4+         -2.809e-012  2.809e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.82     -9.07   -8.26  CaCO3

				Calcite          -0.66     -9.07   -8.41  CaCO3

				CH4(g)         -148.81   -151.52   -2.71  CH4

				CO2(g)           -2.25     -3.52   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.65    -46.70   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -149.12   -157.15   -8.03  H2S

				N2(g)           -18.40    -21.47   -3.07  N2

				NH3(g)          -71.29    -69.16    2.13  NH3

				O2(g)            -1.31     -4.07   -2.77  O2

				Sulfur         -111.62   -106.37    5.25  S

				Vaterite         -1.27     -9.07   -7.80  CaCO3

		Reaction step 51.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 4.32e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -3.036e-006  9.974e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.301e-003  2.301e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.251      Charge balance

		                                       pe  =  14.555      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.301e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110149e+002

		                                  Total O  = 5.551393e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             5.924e-008  5.604e-008    -7.227    -7.251    -0.024      0.00

		   OH-            5.577e-008  5.249e-008    -7.254    -7.280    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.481  -151.481     0.000     32.22

		C(4)         2.301e-003

		   HCO3-          1.981e-003  1.867e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.040e-004  3.042e-004    -3.517    -3.517     0.000     33.63

		   CaHCO3+        1.415e-005  1.335e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.371e-006  1.084e-006    -5.863    -5.965    -0.102     -7.40

		   CaCO3          1.139e-006  1.140e-006    -5.944    -5.943     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.742e-004  7.697e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.415e-005  1.335e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.741e-006  8.748e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          1.139e-006  1.140e-006    -5.944    -5.943     0.000    -14.66

		   CaOH+          2.420e-009  2.279e-009    -8.616    -8.642    -0.026     (0)  

		   CaHSO4+        2.837e-012  2.672e-012   -11.547   -11.573    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.696   -46.695     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -66.616   -66.643    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -69.122   -69.121     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -69.650   -69.676    -0.026     (0)  

		N(0)         7.537e-022

		   N2             3.768e-022  3.771e-022   -21.424   -21.424     0.000     29.29

		N(3)         4.526e-018

		   NO2-           4.526e-018  4.257e-018   -17.344   -17.371    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.636e-004

		   O2             8.180e-005  8.186e-005    -4.087    -4.087     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -149.837  -149.863    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -149.949  -149.948     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -155.897  -156.000    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.741e-006  8.748e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.066e-010  2.887e-010    -9.513    -9.539    -0.026     38.91

		   CaHSO4+        2.837e-012  2.672e-012   -11.547   -11.573    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -69.650   -69.676    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.415e-005  1.415e-005      1.00

				CO3-2            2.742e-006  1.371e-006      2.00

				CaCO3            2.278e-006  1.139e-006      2.00

				H+              -5.924e-008  5.924e-008     -1.00

				OH-              5.577e-008  5.577e-008      1.00

				CaOH+            2.420e-009  2.420e-009      1.00

				HSO4-           -3.066e-010  3.066e-010     -1.00

				CaHSO4+         -2.837e-012  2.837e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.82     -9.08   -8.26  CaCO3

				Calcite          -0.67     -9.08   -8.41  CaCO3

				CH4(g)         -148.78   -151.48   -2.71  CH4

				CO2(g)           -2.25     -3.52   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.64    -46.70   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -149.08   -157.11   -8.03  H2S

				N2(g)           -18.35    -21.42   -3.07  N2

				NH3(g)          -71.25    -69.12    2.13  NH3

				O2(g)            -1.32     -4.09   -2.77  O2

				Sulfur         -111.59   -106.33    5.25  S

				Vaterite         -1.28     -9.08   -7.80  CaCO3

		Reaction step 52.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 4.4064e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -2.952e-006  9.974e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.304e-003  2.304e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.247      Charge balance

		                                       pe  =  14.555      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.304e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110149e+002

		                                  Total O  = 5.551393e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             5.981e-008  5.658e-008    -7.223    -7.247    -0.024      0.00

		   OH-            5.524e-008  5.199e-008    -7.258    -7.284    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.445  -151.445     0.000     32.22

		C(4)         2.304e-003

		   HCO3-          1.981e-003  1.867e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.069e-004  3.071e-004    -3.513    -3.513     0.000     33.63

		   CaHCO3+        1.416e-005  1.335e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.358e-006  1.073e-006    -5.867    -5.969    -0.102     -7.40

		   CaCO3          1.128e-006  1.129e-006    -5.948    -5.947     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.742e-004  7.697e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.335e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.742e-006  8.748e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          1.128e-006  1.129e-006    -5.948    -5.947     0.000    -14.66

		   CaOH+          2.397e-009  2.257e-009    -8.620    -8.646    -0.026     (0)  

		   CaHSO4+        2.865e-012  2.697e-012   -11.543   -11.569    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.688   -46.687     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -66.576   -66.603    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -69.086   -69.085     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -69.610   -69.636    -0.026     (0)  

		N(0)         8.421e-022

		   N2             4.211e-022  4.214e-022   -21.376   -21.375     0.000     29.29

		N(3)         4.610e-018

		   NO2-           4.610e-018  4.336e-018   -17.336   -17.363    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.577e-004

		   O2             7.885e-005  7.891e-005    -4.103    -4.103     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -149.801  -149.827    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -149.908  -149.908     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -155.865  -155.968    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.742e-006  8.748e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.096e-010  2.915e-010    -9.509    -9.535    -0.026     38.91

		   CaHSO4+        2.865e-012  2.697e-012   -11.543   -11.569    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -69.610   -69.636    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.716e-006  1.358e-006      2.00

				CaCO3            2.256e-006  1.128e-006      2.00

				H+              -5.981e-008  5.981e-008     -1.00

				OH-              5.524e-008  5.524e-008      1.00

				CaOH+            2.397e-009  2.397e-009      1.00

				HSO4-           -3.096e-010  3.096e-010     -1.00

				CaHSO4+         -2.865e-012  2.865e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.83     -9.08   -8.26  CaCO3

				Calcite          -0.67     -9.08   -8.41  CaCO3

				CH4(g)         -148.74   -151.44   -2.71  CH4

				CO2(g)           -2.25     -3.51   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.63    -46.69   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -149.04   -157.07   -8.03  H2S

				N2(g)           -18.31    -21.38   -3.07  N2

				NH3(g)          -71.21    -69.09    2.13  NH3

				O2(g)            -1.34     -4.10   -2.77  O2

				Sulfur         -111.55   -106.30    5.25  S

				Vaterite         -1.28     -9.08   -7.80  CaCO3

		Reaction step 53.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 4.4928e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -2.869e-006  9.973e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.307e-003  2.307e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.243      Charge balance

		                                       pe  =  14.555      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.307e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110149e+002

		                                  Total O  = 5.551394e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             6.036e-008  5.710e-008    -7.219    -7.243    -0.024      0.00

		   OH-            5.474e-008  5.151e-008    -7.262    -7.288    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.409  -151.409     0.000     32.22

		C(4)         2.307e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.097e-004  3.099e-004    -3.509    -3.509     0.000     33.63

		   CaHCO3+        1.416e-005  1.335e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.346e-006  1.063e-006    -5.871    -5.973    -0.102     -7.40

		   CaCO3          1.118e-006  1.119e-006    -5.952    -5.951     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.742e-004  7.697e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.335e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.742e-006  8.748e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          1.118e-006  1.119e-006    -5.952    -5.951     0.000    -14.66

		   CaOH+          2.375e-009  2.237e-009    -8.624    -8.650    -0.026     (0)  

		   CaHSO4+        2.891e-012  2.722e-012   -11.539   -11.565    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.680   -46.679     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -66.536   -66.563    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -69.049   -69.049     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -69.570   -69.596    -0.026     (0)  

		N(0)         9.411e-022

		   N2             4.705e-022  4.709e-022   -21.327   -21.327     0.000     29.29

		N(3)         4.696e-018

		   NO2-           4.696e-018  4.417e-018   -17.328   -17.355    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.520e-004

		   O2             7.598e-005  7.604e-005    -4.119    -4.119     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -149.765  -149.791    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -149.868  -149.868     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -155.833  -155.935    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.742e-006  8.748e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.124e-010  2.942e-010    -9.505    -9.531    -0.026     38.91

		   CaHSO4+        2.891e-012  2.722e-012   -11.539   -11.565    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -69.570   -69.596    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.691e-006  1.346e-006      2.00

				CaCO3            2.235e-006  1.118e-006      2.00

				H+              -6.036e-008  6.036e-008     -1.00

				OH-              5.474e-008  5.474e-008      1.00

				CaOH+            2.375e-009  2.375e-009      1.00

				HSO4-           -3.124e-010  3.124e-010     -1.00

				CaHSO4+         -2.891e-012  2.891e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.83     -9.09   -8.26  CaCO3

				Calcite          -0.68     -9.09   -8.41  CaCO3

				CH4(g)         -148.70   -151.41   -2.71  CH4

				CO2(g)           -2.24     -3.51   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.62    -46.68   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -149.00   -157.03   -8.03  H2S

				N2(g)           -18.26    -21.33   -3.07  N2

				NH3(g)          -71.18    -69.05    2.13  NH3

				O2(g)            -1.35     -4.12   -2.77  O2

				Sulfur         -111.52   -106.27    5.25  S

				Vaterite         -1.28     -9.09   -7.80  CaCO3

		Reaction step 54.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 4.5792e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -2.787e-006  9.973e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.310e-003  2.310e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.239      Charge balance

		                                       pe  =  14.555      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.310e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110149e+002

		                                  Total O  = 5.551394e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             6.090e-008  5.761e-008    -7.215    -7.239    -0.024      0.00

		   OH-            5.425e-008  5.106e-008    -7.266    -7.292    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.373  -151.372     0.000     32.22

		C(4)         2.310e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.125e-004  3.127e-004    -3.505    -3.505     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.334e-006  1.054e-006    -5.875    -5.977    -0.102     -7.40

		   CaCO3          1.108e-006  1.109e-006    -5.955    -5.955     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.742e-004  7.697e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.742e-006  8.748e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          1.108e-006  1.109e-006    -5.955    -5.955     0.000    -14.66

		   CaOH+          2.354e-009  2.217e-009    -8.628    -8.654    -0.026     (0)  

		   CaHSO4+        2.917e-012  2.747e-012   -11.535   -11.561    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.671   -46.671     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -66.496   -66.523    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -69.013   -69.013     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -69.529   -69.556    -0.026     (0)  

		N(0)         1.052e-021

		   N2             5.258e-022  5.262e-022   -21.279   -21.279     0.000     29.29

		N(3)         4.785e-018

		   NO2-           4.785e-018  4.501e-018   -17.320   -17.347    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.464e-004

		   O2             7.319e-005  7.325e-005    -4.136    -4.135     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -149.728  -149.755    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -149.828  -149.828     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -155.800  -155.903    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.742e-006  8.748e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.152e-010  2.968e-010    -9.501    -9.527    -0.026     38.91

		   CaHSO4+        2.917e-012  2.747e-012   -11.535   -11.561    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -69.529   -69.556    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.667e-006  1.334e-006      2.00

				CaCO3            2.216e-006  1.108e-006      2.00

				H+              -6.090e-008  6.090e-008     -1.00

				OH-              5.425e-008  5.425e-008      1.00

				CaOH+            2.354e-009  2.354e-009      1.00

				HSO4-           -3.152e-010  3.152e-010     -1.00

				CaHSO4+         -2.917e-012  2.917e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.84     -9.09   -8.26  CaCO3

				Calcite          -0.68     -9.09   -8.41  CaCO3

				CH4(g)         -148.67   -151.37   -2.71  CH4

				CO2(g)           -2.24     -3.50   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.62    -46.67   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -148.96   -156.99   -8.03  H2S

				N2(g)           -18.21    -21.28   -3.07  N2

				NH3(g)          -71.14    -69.01    2.13  NH3

				O2(g)            -1.37     -4.14   -2.77  O2

				Sulfur         -111.49   -106.24    5.25  S

				Vaterite         -1.29     -9.09   -7.80  CaCO3

		Reaction step 55.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 4.6656e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -2.706e-006  9.973e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.312e-003  2.313e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.236      Charge balance

		                                       pe  =  14.555      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.312e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110150e+002

		                                  Total O  = 5.551394e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             6.142e-008  5.810e-008    -7.212    -7.236    -0.024      0.00

		   OH-            5.379e-008  5.062e-008    -7.269    -7.296    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.336  -151.336     0.000     32.22

		C(4)         2.312e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.152e-004  3.154e-004    -3.501    -3.501     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.322e-006  1.045e-006    -5.879    -5.981    -0.102     -7.40

		   CaCO3          1.099e-006  1.099e-006    -5.959    -5.959     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.742e-004  7.697e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.742e-006  8.748e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          1.099e-006  1.099e-006    -5.959    -5.959     0.000    -14.66

		   CaOH+          2.334e-009  2.198e-009    -8.632    -8.658    -0.026     (0)  

		   CaHSO4+        2.942e-012  2.770e-012   -11.531   -11.557    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.663   -46.663     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -66.456   -66.483    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -68.977   -68.976     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -69.489   -69.515    -0.026     (0)  

		N(0)         1.175e-021

		   N2             5.877e-022  5.881e-022   -21.231   -21.231     0.000     29.29

		N(3)         4.876e-018

		   NO2-           4.876e-018  4.586e-018   -17.312   -17.339    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.410e-004

		   O2             7.049e-005  7.054e-005    -4.152    -4.152     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -149.692  -149.718    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -149.788  -149.788     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -155.767  -155.870    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.742e-006  8.748e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.179e-010  2.994e-010    -9.498    -9.524    -0.026     38.91

		   CaHSO4+        2.942e-012  2.770e-012   -11.531   -11.557    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -69.489   -69.515    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.645e-006  1.322e-006      2.00

				CaCO3            2.197e-006  1.099e-006      2.00

				H+              -6.142e-008  6.142e-008     -1.00

				OH-              5.379e-008  5.379e-008      1.00

				CaOH+            2.334e-009  2.334e-009      1.00

				HSO4-           -3.179e-010  3.179e-010     -1.00

				CaHSO4+         -2.942e-012  2.942e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.84     -9.09   -8.26  CaCO3

				Calcite          -0.68     -9.09   -8.41  CaCO3

				CH4(g)         -148.63   -151.34   -2.71  CH4

				CO2(g)           -2.23     -3.50   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.61    -46.66   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -148.92   -156.95   -8.03  H2S

				N2(g)           -18.16    -21.23   -3.07  N2

				NH3(g)          -71.10    -68.98    2.13  NH3

				O2(g)            -1.39     -4.15   -2.77  O2

				Sulfur         -111.46   -106.21    5.25  S

				Vaterite         -1.29     -9.09   -7.80  CaCO3

		Reaction step 56.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 4.752e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -2.626e-006  9.972e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.315e-003  2.315e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.232      Charge balance

		                                       pe  =  14.554      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.315e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110150e+002

		                                  Total O  = 5.551394e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             6.193e-008  5.858e-008    -7.208    -7.232    -0.024      0.00

		   OH-            5.335e-008  5.021e-008    -7.273    -7.299    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.300  -151.299     0.000     32.22

		C(4)         2.315e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.178e-004  3.180e-004    -3.498    -3.498     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.312e-006  1.037e-006    -5.882    -5.984    -0.102     -7.40

		   CaCO3          1.090e-006  1.090e-006    -5.963    -5.962     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.742e-004  7.697e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.742e-006  8.748e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          1.090e-006  1.090e-006    -5.963    -5.962     0.000    -14.66

		   CaOH+          2.315e-009  2.180e-009    -8.635    -8.661    -0.026     (0)  

		   CaHSO4+        2.966e-012  2.793e-012   -11.528   -11.554    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.655   -46.655     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -66.416   -66.442    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -68.940   -68.940     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -69.449   -69.475    -0.026     (0)  

		N(0)         1.314e-021

		   N2             6.569e-022  6.574e-022   -21.182   -21.182     0.000     29.29

		N(3)         4.969e-018

		   NO2-           4.969e-018  4.674e-018   -17.304   -17.330    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.357e-004

		   O2             6.786e-005  6.791e-005    -4.168    -4.168     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -149.655  -149.682    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -149.748  -149.747     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -155.734  -155.837    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.742e-006  8.748e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.205e-010  3.018e-010    -9.494    -9.520    -0.026     38.91

		   CaHSO4+        2.966e-012  2.793e-012   -11.528   -11.554    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -69.449   -69.475    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.623e-006  1.312e-006      2.00

				CaCO3            2.179e-006  1.090e-006      2.00

				H+              -6.193e-008  6.193e-008     -1.00

				OH-              5.335e-008  5.335e-008      1.00

				CaOH+            2.315e-009  2.315e-009      1.00

				HSO4-           -3.205e-010  3.205e-010     -1.00

				CaHSO4+         -2.966e-012  2.966e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.84     -9.10   -8.26  CaCO3

				Calcite          -0.69     -9.10   -8.41  CaCO3

				CH4(g)         -148.59   -151.30   -2.71  CH4

				CO2(g)           -2.23     -3.50   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.60    -46.65   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -148.88   -156.91   -8.03  H2S

				N2(g)           -18.11    -21.18   -3.07  N2

				NH3(g)          -71.07    -68.94    2.13  NH3

				O2(g)            -1.40     -4.17   -2.77  O2

				Sulfur         -111.43   -106.17    5.25  S

				Vaterite         -1.30     -9.10   -7.80  CaCO3

		Reaction step 57.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 4.8384e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -2.548e-006  9.972e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.318e-003  2.318e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.229      Charge balance

		                                       pe  =  14.554      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.318e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110150e+002

		                                  Total O  = 5.551395e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             6.242e-008  5.905e-008    -7.205    -7.229    -0.024      0.00

		   OH-            5.293e-008  4.981e-008    -7.276    -7.303    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.263  -151.263     0.000     32.22

		C(4)         2.318e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.203e-004  3.205e-004    -3.494    -3.494     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.301e-006  1.029e-006    -5.886    -5.988    -0.102     -7.40

		   CaCO3          1.081e-006  1.082e-006    -5.966    -5.966     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.742e-004  7.697e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.742e-006  8.748e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          1.081e-006  1.082e-006    -5.966    -5.966     0.000    -14.66

		   CaOH+          2.297e-009  2.163e-009    -8.639    -8.665    -0.026     (0)  

		   CaHSO4+        2.990e-012  2.815e-012   -11.524   -11.550    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.647   -46.646     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -66.375   -66.402    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -68.904   -68.903     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -69.409   -69.435    -0.026     (0)  

		N(0)         1.469e-021

		   N2             7.344e-022  7.349e-022   -21.134   -21.134     0.000     29.29

		N(3)         5.065e-018

		   NO2-           5.065e-018  4.764e-018   -17.295   -17.322    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.306e-004

		   O2             6.531e-005  6.536e-005    -4.185    -4.185     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -149.619  -149.645    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -149.708  -149.707     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -155.701  -155.804    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.742e-006  8.748e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.231e-010  3.042e-010    -9.491    -9.517    -0.026     38.91

		   CaHSO4+        2.990e-012  2.815e-012   -11.524   -11.550    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -69.409   -69.435    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.603e-006  1.301e-006      2.00

				CaCO3            2.162e-006  1.081e-006      2.00

				H+              -6.242e-008  6.242e-008     -1.00

				OH-              5.293e-008  5.293e-008      1.00

				CaOH+            2.297e-009  2.297e-009      1.00

				HSO4-           -3.231e-010  3.231e-010     -1.00

				CaHSO4+         -2.990e-012  2.990e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.85     -9.10   -8.26  CaCO3

				Calcite          -0.69     -9.10   -8.41  CaCO3

				CH4(g)         -148.56   -151.26   -2.71  CH4

				CO2(g)           -2.23     -3.49   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.59    -46.65   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -148.84   -156.87   -8.03  H2S

				N2(g)           -18.06    -21.13   -3.07  N2

				NH3(g)          -71.03    -68.90    2.13  NH3

				O2(g)            -1.42     -4.18   -2.77  O2

				Sulfur         -111.39   -106.14    5.25  S

				Vaterite         -1.30     -9.10   -7.80  CaCO3

		Reaction step 58.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 4.9248e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -2.470e-006  9.972e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.320e-003  2.320e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.225      Charge balance

		                                       pe  =  14.553      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.320e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110150e+002

		                                  Total O  = 5.551395e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             6.289e-008  5.950e-008    -7.201    -7.225    -0.024      0.00

		   OH-            5.253e-008  4.944e-008    -7.280    -7.306    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.226  -151.226     0.000     32.22

		C(4)         2.320e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.228e-004  3.230e-004    -3.491    -3.491     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.291e-006  1.021e-006    -5.889    -5.991    -0.102     -7.40

		   CaCO3          1.073e-006  1.074e-006    -5.969    -5.969     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.742e-004  7.697e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.742e-006  8.748e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          1.073e-006  1.074e-006    -5.969    -5.969     0.000    -14.66

		   CaOH+          2.280e-009  2.147e-009    -8.642    -8.668    -0.026     (0)  

		   CaHSO4+        3.013e-012  2.837e-012   -11.521   -11.547    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.638   -46.638     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -66.335   -66.362    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -68.867   -68.866     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -69.369   -69.395    -0.026     (0)  

		N(0)         1.642e-021

		   N2             8.211e-022  8.217e-022   -21.086   -21.085     0.000     29.29

		N(3)         5.164e-018

		   NO2-           5.164e-018  4.857e-018   -17.287   -17.314    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.257e-004

		   O2             6.284e-005  6.289e-005    -4.202    -4.201     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -149.582  -149.608    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -149.668  -149.667     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -155.668  -155.771    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.742e-006  8.748e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.255e-010  3.066e-010    -9.487    -9.513    -0.026     38.91

		   CaHSO4+        3.013e-012  2.837e-012   -11.521   -11.547    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -69.369   -69.395    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.583e-006  1.291e-006      2.00

				CaCO3            2.146e-006  1.073e-006      2.00

				H+              -6.289e-008  6.289e-008     -1.00

				OH-              5.253e-008  5.253e-008      1.00

				CaOH+            2.280e-009  2.280e-009      1.00

				HSO4-           -3.255e-010  3.255e-010     -1.00

				CaHSO4+         -3.013e-012  3.013e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.85     -9.10   -8.26  CaCO3

				Calcite          -0.69     -9.10   -8.41  CaCO3

				CH4(g)         -148.52   -151.23   -2.71  CH4

				CO2(g)           -2.22     -3.49   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.58    -46.64   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -148.80   -156.83   -8.03  H2S

				N2(g)           -18.02    -21.09   -3.07  N2

				NH3(g)          -70.99    -68.87    2.13  NH3

				O2(g)            -1.44     -4.20   -2.77  O2

				Sulfur         -111.36   -106.11    5.25  S

				Vaterite         -1.30     -9.10   -7.80  CaCO3

		Reaction step 59.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 5.0112e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -2.394e-006  9.972e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.323e-003  2.323e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.222      Charge balance

		                                       pe  =  14.552      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.323e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110150e+002

		                                  Total O  = 5.551395e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             6.335e-008  5.994e-008    -7.198    -7.222    -0.024      0.00

		   OH-            5.215e-008  4.908e-008    -7.283    -7.309    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.189  -151.189     0.000     32.22

		C(4)         2.323e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.251e-004  3.254e-004    -3.488    -3.488     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.282e-006  1.013e-006    -5.892    -5.994    -0.102     -7.40

		   CaCO3          1.065e-006  1.066e-006    -5.973    -5.972     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.742e-004  7.697e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.742e-006  8.748e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          1.065e-006  1.066e-006    -5.973    -5.972     0.000    -14.66

		   CaOH+          2.263e-009  2.131e-009    -8.645    -8.671    -0.026     (0)  

		   CaHSO4+        3.035e-012  2.858e-012   -11.518   -11.544    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.630   -46.630     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -66.295   -66.322    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -68.830   -68.829     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -69.329   -69.355    -0.026     (0)  

		N(0)         1.836e-021

		   N2             9.182e-022  9.188e-022   -21.037   -21.037     0.000     29.29

		N(3)         5.265e-018

		   NO2-           5.265e-018  4.952e-018   -17.279   -17.305    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.209e-004

		   O2             6.045e-005  6.049e-005    -4.219    -4.218     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -149.545  -149.571    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -149.627  -149.627     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -155.634  -155.737    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.742e-006  8.748e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.279e-010  3.088e-010    -9.484    -9.510    -0.026     38.91

		   CaHSO4+        3.035e-012  2.858e-012   -11.518   -11.544    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -69.329   -69.355    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.564e-006  1.282e-006      2.00

				CaCO3            2.130e-006  1.065e-006      2.00

				H+              -6.335e-008  6.335e-008     -1.00

				OH-              5.215e-008  5.215e-008      1.00

				CaOH+            2.263e-009  2.263e-009      1.00

				HSO4-           -3.279e-010  3.279e-010     -1.00

				CaHSO4+         -3.035e-012  3.035e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.85     -9.11   -8.26  CaCO3

				Calcite          -0.70     -9.11   -8.41  CaCO3

				CH4(g)         -148.48   -151.19   -2.71  CH4

				CO2(g)           -2.22     -3.49   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.57    -46.63   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -148.76   -156.79   -8.03  H2S

				N2(g)           -17.97    -21.04   -3.07  N2

				NH3(g)          -70.96    -68.83    2.13  NH3

				O2(g)            -1.45     -4.22   -2.77  O2

				Sulfur         -111.33   -106.08    5.25  S

				Vaterite         -1.31     -9.11   -7.80  CaCO3

		Reaction step 60.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 5.0976e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -2.320e-006  9.971e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.325e-003  2.325e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.219      Charge balance

		                                       pe  =  14.550      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.325e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110150e+002

		                                  Total O  = 5.551395e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             6.380e-008  6.036e-008    -7.195    -7.219    -0.024      0.00

		   OH-            5.178e-008  4.873e-008    -7.286    -7.312    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.152  -151.152     0.000     32.22

		C(4)         2.325e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.274e-004  3.277e-004    -3.485    -3.485     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.273e-006  1.006e-006    -5.895    -5.997    -0.102     -7.40

		   CaCO3          1.058e-006  1.058e-006    -5.976    -5.975     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.742e-004  7.697e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.742e-006  8.748e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          1.058e-006  1.058e-006    -5.976    -5.975     0.000    -14.66

		   CaOH+          2.247e-009  2.116e-009    -8.648    -8.674    -0.026     (0)  

		   CaHSO4+        3.056e-012  2.878e-012   -11.515   -11.541    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.621   -46.621     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -66.255   -66.282    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -68.793   -68.792     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -69.289   -69.315    -0.026     (0)  

		N(0)         2.054e-021

		   N2             1.027e-021  1.028e-021   -20.988   -20.988     0.000     29.29

		N(3)         5.369e-018

		   NO2-           5.369e-018  5.050e-018   -17.270   -17.297    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.163e-004

		   O2             5.813e-005  5.817e-005    -4.236    -4.235     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -149.508  -149.534    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -149.587  -149.587     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -155.600  -155.703    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.742e-006  8.748e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.303e-010  3.110e-010    -9.481    -9.507    -0.026     38.91

		   CaHSO4+        3.056e-012  2.878e-012   -11.515   -11.541    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -69.289   -69.315    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.546e-006  1.273e-006      2.00

				CaCO3            2.115e-006  1.058e-006      2.00

				H+              -6.380e-008  6.380e-008     -1.00

				OH-              5.178e-008  5.178e-008      1.00

				CaOH+            2.247e-009  2.247e-009      1.00

				HSO4-           -3.303e-010  3.303e-010     -1.00

				CaHSO4+         -3.056e-012  3.056e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.86     -9.11   -8.26  CaCO3

				Calcite          -0.70     -9.11   -8.41  CaCO3

				CH4(g)         -148.45   -151.15   -2.71  CH4

				CO2(g)           -2.22     -3.48   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.57    -46.62   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -148.72   -156.75   -8.03  H2S

				N2(g)           -17.92    -20.99   -3.07  N2

				NH3(g)          -70.92    -68.79    2.13  NH3

				O2(g)            -1.47     -4.24   -2.77  O2

				Sulfur         -111.30   -106.05    5.25  S

				Vaterite         -1.31     -9.11   -7.80  CaCO3

		Reaction step 61.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 5.184e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -2.247e-006  9.971e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.327e-003  2.327e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.216      Charge balance

		                                       pe  =  14.549      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.327e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110150e+002

		                                  Total O  = 5.551396e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             6.424e-008  6.077e-008    -7.192    -7.216    -0.024      0.00

		   OH-            5.143e-008  4.840e-008    -7.289    -7.315    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.115  -151.115     0.000     32.22

		C(4)         2.327e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.297e-004  3.299e-004    -3.482    -3.482     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.265e-006  9.995e-007    -5.898    -6.000    -0.102     -7.40

		   CaCO3          1.051e-006  1.051e-006    -5.979    -5.978     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.742e-004  7.697e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.742e-006  8.748e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          1.051e-006  1.051e-006    -5.979    -5.978     0.000    -14.66

		   CaOH+          2.232e-009  2.102e-009    -8.651    -8.677    -0.026     (0)  

		   CaHSO4+        3.077e-012  2.897e-012   -11.512   -11.538    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.613   -46.612     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -66.215   -66.242    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -68.756   -68.755     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -69.249   -69.275    -0.026     (0)  

		N(0)         2.297e-021

		   N2             1.149e-021  1.150e-021   -20.940   -20.939     0.000     29.29

		N(3)         5.476e-018

		   NO2-           5.476e-018  5.151e-018   -17.262   -17.288    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.118e-004

		   O2             5.588e-005  5.592e-005    -4.253    -4.252     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -149.471  -149.497    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -149.547  -149.547     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -155.566  -155.669    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.742e-006  8.748e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.325e-010  3.131e-010    -9.478    -9.504    -0.026     38.91

		   CaHSO4+        3.077e-012  2.897e-012   -11.512   -11.538    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -69.249   -69.275    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.529e-006  1.265e-006      2.00

				CaCO3            2.101e-006  1.051e-006      2.00

				H+              -6.424e-008  6.424e-008     -1.00

				OH-              5.143e-008  5.143e-008      1.00

				CaOH+            2.232e-009  2.232e-009      1.00

				HSO4-           -3.325e-010  3.325e-010     -1.00

				CaHSO4+         -3.077e-012  3.077e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.86     -9.11   -8.26  CaCO3

				Calcite          -0.70     -9.11   -8.41  CaCO3

				CH4(g)         -148.41   -151.11   -2.71  CH4

				CO2(g)           -2.21     -3.48   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.56    -46.61   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -148.68   -156.71   -8.03  H2S

				N2(g)           -17.87    -20.94   -3.07  N2

				NH3(g)          -70.88    -68.76    2.13  NH3

				O2(g)            -1.49     -4.25   -2.77  O2

				Sulfur         -111.27   -106.02    5.25  S

				Vaterite         -1.31     -9.11   -7.80  CaCO3

		Reaction step 62.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 5.2704e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -2.175e-006  9.971e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.329e-003  2.329e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.213      Charge balance

		                                       pe  =  14.548      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.329e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110150e+002

		                                  Total O  = 5.551396e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             6.466e-008  6.117e-008    -7.189    -7.213    -0.024      0.00

		   OH-            5.110e-008  4.809e-008    -7.292    -7.318    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.078  -151.077     0.000     32.22

		C(4)         2.329e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.318e-004  3.321e-004    -3.479    -3.479     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.256e-006  9.930e-007    -5.901    -6.003    -0.102     -7.40

		   CaCO3          1.044e-006  1.044e-006    -5.981    -5.981     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.742e-004  7.697e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.742e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          1.044e-006  1.044e-006    -5.981    -5.981     0.000    -14.66

		   CaOH+          2.218e-009  2.088e-009    -8.654    -8.680    -0.026     (0)  

		   CaHSO4+        3.097e-012  2.916e-012   -11.509   -11.535    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.604   -46.604     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -66.175   -66.202    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -68.718   -68.718     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -69.209   -69.235    -0.026     (0)  

		N(0)         2.570e-021

		   N2             1.285e-021  1.286e-021   -20.891   -20.891     0.000     29.29

		N(3)         5.586e-018

		   NO2-           5.586e-018  5.254e-018   -17.253   -17.280    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.074e-004

		   O2             5.371e-005  5.375e-005    -4.270    -4.270     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -149.433  -149.460    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -149.507  -149.507     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -155.531  -155.634    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.742e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.347e-010  3.151e-010    -9.475    -9.501    -0.026     38.91

		   CaHSO4+        3.097e-012  2.916e-012   -11.509   -11.535    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -69.209   -69.235    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.513e-006  1.256e-006      2.00

				CaCO3            2.087e-006  1.044e-006      2.00

				H+              -6.466e-008  6.466e-008     -1.00

				OH-              5.110e-008  5.110e-008      1.00

				CaOH+            2.218e-009  2.218e-009      1.00

				HSO4-           -3.347e-010  3.347e-010     -1.00

				CaHSO4+         -3.097e-012  3.097e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.86     -9.12   -8.26  CaCO3

				Calcite          -0.71     -9.12   -8.41  CaCO3

				CH4(g)         -148.37   -151.08   -2.71  CH4

				CO2(g)           -2.21     -3.48   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.55    -46.60   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -148.64   -156.67   -8.03  H2S

				N2(g)           -17.82    -20.89   -3.07  N2

				NH3(g)          -70.85    -68.72    2.13  NH3

				O2(g)            -1.50     -4.27   -2.77  O2

				Sulfur         -111.24   -105.98    5.25  S

				Vaterite         -1.31     -9.12   -7.80  CaCO3

		Reaction step 63.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 5.3568e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -2.105e-006  9.971e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.331e-003  2.331e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.211      Charge balance

		                                       pe  =  14.546      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.331e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110150e+002

		                                  Total O  = 5.551396e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             6.506e-008  6.155e-008    -7.187    -7.211    -0.024      0.00

		   OH-            5.078e-008  4.779e-008    -7.294    -7.321    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.040  -151.040     0.000     32.22

		C(4)         2.331e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.339e-004  3.342e-004    -3.476    -3.476     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.249e-006  9.868e-007    -5.904    -6.006    -0.102     -7.40

		   CaCO3          1.037e-006  1.038e-006    -5.984    -5.984     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.742e-004  7.697e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.742e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          1.037e-006  1.038e-006    -5.984    -5.984     0.000    -14.66

		   CaOH+          2.204e-009  2.075e-009    -8.657    -8.683    -0.026     (0)  

		   CaHSO4+        3.117e-012  2.935e-012   -11.506   -11.532    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.595   -46.595     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -66.135   -66.162    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -68.681   -68.681     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -69.168   -69.195    -0.026     (0)  

		N(0)         2.876e-021

		   N2             1.438e-021  1.439e-021   -20.842   -20.842     0.000     29.29

		N(3)         5.699e-018

		   NO2-           5.699e-018  5.360e-018   -17.244   -17.271    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.032e-004

		   O2             5.160e-005  5.164e-005    -4.287    -4.287     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -149.396  -149.422    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -149.467  -149.467     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -155.496  -155.599    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.742e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.368e-010  3.171e-010    -9.473    -9.499    -0.026     38.91

		   CaHSO4+        3.117e-012  2.935e-012   -11.506   -11.532    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -69.168   -69.195    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.497e-006  1.249e-006      2.00

				CaCO3            2.074e-006  1.037e-006      2.00

				H+              -6.506e-008  6.506e-008     -1.00

				OH-              5.078e-008  5.078e-008      1.00

				CaOH+            2.204e-009  2.204e-009      1.00

				HSO4-           -3.368e-010  3.368e-010     -1.00

				CaHSO4+         -3.117e-012  3.117e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.86     -9.12   -8.26  CaCO3

				Calcite          -0.71     -9.12   -8.41  CaCO3

				CH4(g)         -148.33   -151.04   -2.71  CH4

				CO2(g)           -2.21     -3.48   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.54    -46.60   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -148.60   -156.63   -8.03  H2S

				N2(g)           -17.77    -20.84   -3.07  N2

				NH3(g)          -70.81    -68.68    2.13  NH3

				O2(g)            -1.52     -4.29   -2.77  O2

				Sulfur         -111.20   -105.95    5.25  S

				Vaterite         -1.32     -9.12   -7.80  CaCO3

		Reaction step 64.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 5.4432e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -2.036e-006  9.971e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.333e-003  2.333e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.208      Charge balance

		                                       pe  =  14.544      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.333e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110150e+002

		                                  Total O  = 5.551396e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             6.546e-008  6.192e-008    -7.184    -7.208    -0.024      0.00

		   OH-            5.048e-008  4.750e-008    -7.297    -7.323    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.003  -151.002     0.000     32.22

		C(4)         2.333e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.359e-004  3.362e-004    -3.474    -3.473     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.241e-006  9.809e-007    -5.906    -6.008    -0.102     -7.40

		   CaCO3          1.031e-006  1.032e-006    -5.987    -5.986     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.697e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.742e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          1.031e-006  1.032e-006    -5.987    -5.986     0.000    -14.66

		   CaOH+          2.191e-009  2.063e-009    -8.659    -8.686    -0.026     (0)  

		   CaHSO4+        3.135e-012  2.952e-012   -11.504   -11.530    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.587   -46.586     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -66.095   -66.121    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -68.643   -68.643     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -69.128   -69.154    -0.026     (0)  

		N(0)         3.220e-021

		   N2             1.610e-021  1.611e-021   -20.793   -20.793     0.000     29.29

		N(3)         5.815e-018

		   NO2-           5.815e-018  5.469e-018   -17.235   -17.262    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         9.913e-005

		   O2             4.957e-005  4.960e-005    -4.305    -4.304     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -149.358  -149.385    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -149.427  -149.426     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -155.462  -155.564    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.742e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.388e-010  3.190e-010    -9.470    -9.496    -0.026     38.91

		   CaHSO4+        3.135e-012  2.952e-012   -11.504   -11.530    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -69.128   -69.154    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.482e-006  1.241e-006      2.00

				CaCO3            2.062e-006  1.031e-006      2.00

				H+              -6.546e-008  6.546e-008     -1.00

				OH-              5.048e-008  5.048e-008      1.00

				CaOH+            2.191e-009  2.191e-009      1.00

				HSO4-           -3.388e-010  3.388e-010     -1.00

				CaHSO4+         -3.135e-012  3.135e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.87     -9.12   -8.26  CaCO3

				Calcite          -0.71     -9.12   -8.41  CaCO3

				CH4(g)         -148.30   -151.00   -2.71  CH4

				CO2(g)           -2.21     -3.47   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.53    -46.59   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -148.56   -156.59   -8.03  H2S

				N2(g)           -17.72    -20.79   -3.07  N2

				NH3(g)          -70.77    -68.64    2.13  NH3

				O2(g)            -1.54     -4.30   -2.77  O2

				Sulfur         -111.17   -105.92    5.25  S

				Vaterite         -1.32     -9.12   -7.80  CaCO3

		Reaction step 65.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 5.5296e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -1.969e-006  9.970e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.335e-003  2.335e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.206      Charge balance

		                                       pe  =  14.542      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.335e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110150e+002

		                                  Total O  = 5.551396e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             6.584e-008  6.228e-008    -7.182    -7.206    -0.024      0.00

		   OH-            5.019e-008  4.723e-008    -7.299    -7.326    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -150.965  -150.965     0.000     32.22

		C(4)         2.335e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.379e-004  3.381e-004    -3.471    -3.471     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.234e-006  9.752e-007    -5.909    -6.011    -0.102     -7.40

		   CaCO3          1.025e-006  1.026e-006    -5.989    -5.989     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.697e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.742e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          1.025e-006  1.026e-006    -5.989    -5.989     0.000    -14.66

		   CaOH+          2.178e-009  2.051e-009    -8.662    -8.688    -0.026     (0)  

		   CaHSO4+        3.154e-012  2.970e-012   -11.501   -11.527    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.578   -46.578     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -66.054   -66.081    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -68.606   -68.605     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -69.088   -69.114    -0.026     (0)  

		N(0)         3.604e-021

		   N2             1.802e-021  1.803e-021   -20.744   -20.744     0.000     29.29

		N(3)         5.934e-018

		   NO2-           5.934e-018  5.581e-018   -17.227   -17.253    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         9.520e-005

		   O2             4.760e-005  4.763e-005    -4.322    -4.322     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -149.321  -149.347    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -149.387  -149.386     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -155.426  -155.529    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.742e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.408e-010  3.209e-010    -9.468    -9.494    -0.026     38.91

		   CaHSO4+        3.154e-012  2.970e-012   -11.501   -11.527    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -69.088   -69.114    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.468e-006  1.234e-006      2.00

				CaCO3            2.050e-006  1.025e-006      2.00

				H+              -6.584e-008  6.584e-008     -1.00

				OH-              5.019e-008  5.019e-008      1.00

				CaOH+            2.178e-009  2.178e-009      1.00

				HSO4-           -3.408e-010  3.408e-010     -1.00

				CaHSO4+         -3.154e-012  3.154e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.87     -9.12   -8.26  CaCO3

				Calcite          -0.71     -9.12   -8.41  CaCO3

				CH4(g)         -148.26   -150.96   -2.71  CH4

				CO2(g)           -2.20     -3.47   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.52    -46.58   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -148.52   -156.55   -8.03  H2S

				N2(g)           -17.67    -20.74   -3.07  N2

				NH3(g)          -70.73    -68.61    2.13  NH3

				O2(g)            -1.56     -4.32   -2.77  O2

				Sulfur         -111.14   -105.89    5.25  S

				Vaterite         -1.32     -9.12   -7.80  CaCO3

		Reaction step 66.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 5.616e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -1.903e-006  9.970e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.337e-003  2.337e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.203      Charge balance

		                                       pe  =  14.540      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.337e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110150e+002

		                                  Total O  = 5.551397e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             6.620e-008  6.263e-008    -7.179    -7.203    -0.024      0.00

		   OH-            4.991e-008  4.697e-008    -7.302    -7.328    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -150.927  -150.927     0.000     32.22

		C(4)         2.337e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.398e-004  3.400e-004    -3.469    -3.468     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.227e-006  9.698e-007    -5.911    -6.013    -0.102     -7.40

		   CaCO3          1.019e-006  1.020e-006    -5.992    -5.991     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.697e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.742e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          1.019e-006  1.020e-006    -5.992    -5.991     0.000    -14.66

		   CaOH+          2.166e-009  2.040e-009    -8.664    -8.690    -0.026     (0)  

		   CaHSO4+        3.171e-012  2.986e-012   -11.499   -11.525    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.569   -46.569     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -66.014   -66.041    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -68.568   -68.567     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -69.048   -69.074    -0.026     (0)  

		N(0)         4.036e-021

		   N2             2.018e-021  2.019e-021   -20.695   -20.695     0.000     29.29

		N(3)         6.056e-018

		   NO2-           6.056e-018  5.696e-018   -17.218   -17.244    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         9.139e-005

		   O2             4.569e-005  4.573e-005    -4.340    -4.340     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -149.283  -149.309    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -149.346  -149.346     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -155.391  -155.494    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.742e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.427e-010  3.227e-010    -9.465    -9.491    -0.026     38.91

		   CaHSO4+        3.171e-012  2.986e-012   -11.499   -11.525    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -69.048   -69.074    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.454e-006  1.227e-006      2.00

				CaCO3            2.039e-006  1.019e-006      2.00

				H+              -6.620e-008  6.620e-008     -1.00

				OH-              4.991e-008  4.991e-008      1.00

				CaOH+            2.166e-009  2.166e-009      1.00

				HSO4-           -3.427e-010  3.427e-010     -1.00

				CaHSO4+         -3.171e-012  3.171e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.87     -9.13   -8.26  CaCO3

				Calcite          -0.72     -9.13   -8.41  CaCO3

				CH4(g)         -148.22   -150.93   -2.71  CH4

				CO2(g)           -2.20     -3.47   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.51    -46.57   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -148.48   -156.51   -8.03  H2S

				N2(g)           -17.63    -20.69   -3.07  N2

				NH3(g)          -70.70    -68.57    2.13  NH3

				O2(g)            -1.57     -4.34   -2.77  O2

				Sulfur         -111.11   -105.86    5.25  S

				Vaterite         -1.32     -9.13   -7.80  CaCO3

		Reaction step 67.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 5.7024e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -1.839e-006  9.970e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.339e-003  2.339e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.201      Charge balance

		                                       pe  =  14.538      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.339e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110150e+002

		                                  Total O  = 5.551397e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             6.656e-008  6.297e-008    -7.177    -7.201    -0.024      0.00

		   OH-            4.964e-008  4.671e-008    -7.304    -7.331    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -150.889  -150.889     0.000     32.22

		C(4)         2.339e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.416e-004  3.419e-004    -3.466    -3.466     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.221e-006  9.647e-007    -5.913    -6.016    -0.102     -7.40

		   CaCO3          1.014e-006  1.015e-006    -5.994    -5.994     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.697e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.742e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          1.014e-006  1.015e-006    -5.994    -5.994     0.000    -14.66

		   CaOH+          2.154e-009  2.029e-009    -8.667    -8.693    -0.026     (0)  

		   CaHSO4+        3.188e-012  3.002e-012   -11.496   -11.523    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.560   -46.560     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -65.974   -66.001    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -68.530   -68.529     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -69.007   -69.033    -0.026     (0)  

		N(0)         4.521e-021

		   N2             2.260e-021  2.262e-021   -20.646   -20.646     0.000     29.29

		N(3)         6.182e-018

		   NO2-           6.182e-018  5.814e-018   -17.209   -17.236    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         8.771e-005

		   O2             4.386e-005  4.389e-005    -4.358    -4.358     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -149.245  -149.271    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -149.306  -149.306     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -155.355  -155.458    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.742e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.445e-010  3.244e-010    -9.463    -9.489    -0.026     38.91

		   CaHSO4+        3.188e-012  3.002e-012   -11.496   -11.523    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -69.007   -69.033    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.441e-006  1.221e-006      2.00

				CaCO3            2.028e-006  1.014e-006      2.00

				H+              -6.656e-008  6.656e-008     -1.00

				OH-              4.964e-008  4.964e-008      1.00

				CaOH+            2.154e-009  2.154e-009      1.00

				HSO4-           -3.445e-010  3.445e-010     -1.00

				CaHSO4+         -3.188e-012  3.188e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.87     -9.13   -8.26  CaCO3

				Calcite          -0.72     -9.13   -8.41  CaCO3

				CH4(g)         -148.18   -150.89   -2.71  CH4

				CO2(g)           -2.20     -3.47   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.50    -46.56   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -148.44   -156.47   -8.03  H2S

				N2(g)           -17.58    -20.65   -3.07  N2

				NH3(g)          -70.66    -68.53    2.13  NH3

				O2(g)            -1.59     -4.36   -2.77  O2

				Sulfur         -111.08   -105.83    5.25  S

				Vaterite         -1.33     -9.13   -7.80  CaCO3

		Reaction step 68.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 5.7888e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -1.776e-006  9.970e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.341e-003  2.341e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.199      Charge balance

		                                       pe  =  14.536      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.341e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110150e+002

		                                  Total O  = 5.551397e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             6.690e-008  6.329e-008    -7.175    -7.199    -0.024      0.00

		   OH-            4.939e-008  4.648e-008    -7.306    -7.333    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -150.851  -150.851     0.000     32.22

		C(4)         2.341e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.434e-004  3.436e-004    -3.464    -3.464     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.214e-006  9.598e-007    -5.916    -6.018    -0.102     -7.40

		   CaCO3          1.009e-006  1.010e-006    -5.996    -5.996     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.697e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.742e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          1.009e-006  1.010e-006    -5.996    -5.996     0.000    -14.66

		   CaOH+          2.143e-009  2.018e-009    -8.669    -8.695    -0.026     (0)  

		   CaHSO4+        3.205e-012  3.018e-012   -11.494   -11.520    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.551   -46.551     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -65.933   -65.960    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -68.492   -68.491     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -68.967   -68.993    -0.026     (0)  

		N(0)         5.064e-021

		   N2             2.532e-021  2.534e-021   -20.597   -20.596     0.000     29.29

		N(3)         6.311e-018

		   NO2-           6.311e-018  5.936e-018   -17.200   -17.227    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         8.416e-005

		   O2             4.208e-005  4.211e-005    -4.376    -4.376     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -149.207  -149.233    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -149.266  -149.265     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -155.319  -155.422    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.742e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.463e-010  3.261e-010    -9.461    -9.487    -0.026     38.91

		   CaHSO4+        3.205e-012  3.018e-012   -11.494   -11.520    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -68.967   -68.993    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.429e-006  1.214e-006      2.00

				CaCO3            2.018e-006  1.009e-006      2.00

				H+              -6.690e-008  6.690e-008     -1.00

				OH-              4.939e-008  4.939e-008      1.00

				CaOH+            2.143e-009  2.143e-009      1.00

				HSO4-           -3.463e-010  3.463e-010     -1.00

				CaHSO4+         -3.205e-012  3.205e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.88     -9.13   -8.26  CaCO3

				Calcite          -0.72     -9.13   -8.41  CaCO3

				CH4(g)         -148.14   -150.85   -2.71  CH4

				CO2(g)           -2.20     -3.46   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.50    -46.55   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -148.40   -156.43   -8.03  H2S

				N2(g)           -17.53    -20.60   -3.07  N2

				NH3(g)          -70.62    -68.49    2.13  NH3

				O2(g)            -1.61     -4.38   -2.77  O2

				Sulfur         -111.05   -105.80    5.25  S

				Vaterite         -1.33     -9.13   -7.80  CaCO3

		Reaction step 69.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 5.8752e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -1.714e-006  9.970e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.343e-003  2.343e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.197      Charge balance

		                                       pe  =  14.534      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.343e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110150e+002

		                                  Total O  = 5.551397e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             6.723e-008  6.360e-008    -7.172    -7.197    -0.024      0.00

		   OH-            4.914e-008  4.625e-008    -7.309    -7.335    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -150.813  -150.812     0.000     32.22

		C(4)         2.343e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.451e-004  3.453e-004    -3.462    -3.462     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.208e-006  9.550e-007    -5.918    -6.020    -0.102     -7.40

		   CaCO3          1.004e-006  1.005e-006    -5.998    -5.998     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.697e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.742e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          1.004e-006  1.005e-006    -5.998    -5.998     0.000    -14.66

		   CaOH+          2.133e-009  2.008e-009    -8.671    -8.697    -0.026     (0)  

		   CaHSO4+        3.221e-012  3.033e-012   -11.492   -11.518    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.542   -46.542     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -65.893   -65.920    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -68.453   -68.453     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -68.927   -68.953    -0.026     (0)  

		N(0)         5.675e-021

		   N2             2.838e-021  2.840e-021   -20.547   -20.547     0.000     29.29

		N(3)         6.443e-018

		   NO2-           6.443e-018  6.060e-018   -17.191   -17.217    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         8.073e-005

		   O2             4.037e-005  4.040e-005    -4.394    -4.394     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -149.168  -149.195    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -149.225  -149.225     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -155.283  -155.386    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.742e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.480e-010  3.277e-010    -9.458    -9.485    -0.026     38.91

		   CaHSO4+        3.221e-012  3.033e-012   -11.492   -11.518    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -68.927   -68.953    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.417e-006  1.208e-006      2.00

				CaCO3            2.008e-006  1.004e-006      2.00

				H+              -6.723e-008  6.723e-008     -1.00

				OH-              4.914e-008  4.914e-008      1.00

				CaOH+            2.133e-009  2.133e-009      1.00

				HSO4-           -3.480e-010  3.480e-010     -1.00

				CaHSO4+         -3.221e-012  3.221e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.88     -9.13   -8.26  CaCO3

				Calcite          -0.72     -9.13   -8.41  CaCO3

				CH4(g)         -148.11   -150.81   -2.71  CH4

				CO2(g)           -2.19     -3.46   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.49    -46.54   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -148.36   -156.39   -8.03  H2S

				N2(g)           -17.48    -20.55   -3.07  N2

				NH3(g)          -70.58    -68.45    2.13  NH3

				O2(g)            -1.63     -4.39   -2.77  O2

				Sulfur         -111.02   -105.76    5.25  S

				Vaterite         -1.33     -9.13   -7.80  CaCO3

		Reaction step 70.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 5.9616e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -1.655e-006  9.969e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.344e-003  2.344e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.194      Charge balance

		                                       pe  =  14.531      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.344e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110150e+002

		                                  Total O  = 5.551397e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             6.755e-008  6.391e-008    -7.170    -7.194    -0.024      0.00

		   OH-            4.891e-008  4.603e-008    -7.311    -7.337    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -150.774  -150.774     0.000     32.22

		C(4)         2.344e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.467e-004  3.470e-004    -3.460    -3.460     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.203e-006  9.505e-007    -5.920    -6.022    -0.102     -7.40

		   CaCO3          9.991e-007  9.998e-007    -6.000    -6.000     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.697e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.742e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.991e-007  9.998e-007    -6.000    -6.000     0.000    -14.66

		   CaOH+          2.123e-009  1.999e-009    -8.673    -8.699    -0.026     (0)  

		   CaHSO4+        3.236e-012  3.047e-012   -11.490   -11.516    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.533   -46.533     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -65.852   -65.879    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -68.415   -68.415     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -68.886   -68.912    -0.026     (0)  

		N(0)         6.361e-021

		   N2             3.181e-021  3.183e-021   -20.497   -20.497     0.000     29.29

		N(3)         6.580e-018

		   NO2-           6.580e-018  6.189e-018   -17.182   -17.208    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         7.742e-005

		   O2             3.871e-005  3.874e-005    -4.412    -4.412     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -149.130  -149.156    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -149.185  -149.184     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -155.247  -155.350    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.742e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.497e-010  3.293e-010    -9.456    -9.482    -0.026     38.91

		   CaHSO4+        3.236e-012  3.047e-012   -11.490   -11.516    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -68.886   -68.912    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.405e-006  1.203e-006      2.00

				CaCO3            1.998e-006  9.991e-007      2.00

				H+              -6.755e-008  6.755e-008     -1.00

				OH-              4.891e-008  4.891e-008      1.00

				CaOH+            2.123e-009  2.123e-009      1.00

				HSO4-           -3.497e-010  3.497e-010     -1.00

				CaHSO4+         -3.236e-012  3.236e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.88     -9.14   -8.26  CaCO3

				Calcite          -0.73     -9.14   -8.41  CaCO3

				CH4(g)         -148.07   -150.77   -2.71  CH4

				CO2(g)           -2.19     -3.46   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.48    -46.53   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -148.32   -156.35   -8.03  H2S

				N2(g)           -17.43    -20.50   -3.07  N2

				NH3(g)          -70.54    -68.41    2.13  NH3

				O2(g)            -1.65     -4.41   -2.77  O2

				Sulfur         -110.98   -105.73    5.25  S

				Vaterite         -1.33     -9.14   -7.80  CaCO3

		Reaction step 71.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 6.048e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -1.596e-006  9.969e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.346e-003  2.346e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.192      Charge balance

		                                       pe  =  14.528      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.346e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110150e+002

		                                  Total O  = 5.551398e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             6.786e-008  6.420e-008    -7.168    -7.192    -0.024      0.00

		   OH-            4.869e-008  4.582e-008    -7.313    -7.339    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -150.736  -150.735     0.000     32.22

		C(4)         2.346e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.483e-004  3.486e-004    -3.458    -3.458     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.197e-006  9.462e-007    -5.922    -6.024    -0.102     -7.40

		   CaCO3          9.946e-007  9.953e-007    -6.002    -6.002     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.742e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.946e-007  9.953e-007    -6.002    -6.002     0.000    -14.66

		   CaOH+          2.113e-009  1.990e-009    -8.675    -8.701    -0.026     (0)  

		   CaHSO4+        3.251e-012  3.061e-012   -11.488   -11.514    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.524   -46.524     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -65.812   -65.839    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -68.376   -68.376     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -68.846   -68.872    -0.026     (0)  

		N(0)         7.132e-021

		   N2             3.566e-021  3.569e-021   -20.448   -20.447     0.000     29.29

		N(3)         6.720e-018

		   NO2-           6.720e-018  6.320e-018   -17.173   -17.199    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         7.423e-005

		   O2             3.711e-005  3.714e-005    -4.430    -4.430     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -149.091  -149.118    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -149.144  -149.144     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -155.210  -155.313    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.742e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.513e-010  3.308e-010    -9.454    -9.480    -0.026     38.91

		   CaHSO4+        3.251e-012  3.061e-012   -11.488   -11.514    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -68.846   -68.872    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.394e-006  1.197e-006      2.00

				CaCO3            1.989e-006  9.946e-007      2.00

				H+              -6.786e-008  6.786e-008     -1.00

				OH-              4.869e-008  4.869e-008      1.00

				CaOH+            2.113e-009  2.113e-009      1.00

				HSO4-           -3.513e-010  3.513e-010     -1.00

				CaHSO4+         -3.251e-012  3.251e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.88     -9.14   -8.26  CaCO3

				Calcite          -0.73     -9.14   -8.41  CaCO3

				CH4(g)         -148.03   -150.74   -2.71  CH4

				CO2(g)           -2.19     -3.46   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.47    -46.52   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -148.28   -156.31   -8.03  H2S

				N2(g)           -17.38    -20.45   -3.07  N2

				NH3(g)          -70.50    -68.38    2.13  NH3

				O2(g)            -1.66     -4.43   -2.77  O2

				Sulfur         -110.95   -105.70    5.25  S

				Vaterite         -1.34     -9.14   -7.80  CaCO3

		Reaction step 72.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 6.1344e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -1.540e-006  9.969e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.347e-003  2.347e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.191      Charge balance

		                                       pe  =  14.526      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.347e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110150e+002

		                                  Total O  = 5.551398e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             6.816e-008  6.448e-008    -7.166    -7.191    -0.024      0.00

		   OH-            4.848e-008  4.562e-008    -7.314    -7.341    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -150.697  -150.697     0.000     32.22

		C(4)         2.347e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.498e-004  3.501e-004    -3.456    -3.456     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.192e-006  9.421e-007    -5.924    -6.026    -0.102     -7.40

		   CaCO3          9.903e-007  9.910e-007    -6.004    -6.004     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.742e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.903e-007  9.910e-007    -6.004    -6.004     0.000    -14.66

		   CaOH+          2.104e-009  1.981e-009    -8.677    -8.703    -0.026     (0)  

		   CaHSO4+        3.265e-012  3.074e-012   -11.486   -11.512    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.515   -46.514     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -65.771   -65.798    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -68.338   -68.337     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -68.805   -68.831    -0.026     (0)  

		N(0)         7.999e-021

		   N2             3.999e-021  4.002e-021   -20.398   -20.398     0.000     29.29

		N(3)         6.864e-018

		   NO2-           6.864e-018  6.456e-018   -17.163   -17.190    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         7.115e-005

		   O2             3.558e-005  3.560e-005    -4.449    -4.449     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -149.053  -149.079    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -149.104  -149.103     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -155.173  -155.276    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.742e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.528e-010  3.322e-010    -9.452    -9.479    -0.026     38.91

		   CaHSO4+        3.265e-012  3.074e-012   -11.486   -11.512    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -68.805   -68.831    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.384e-006  1.192e-006      2.00

				CaCO3            1.981e-006  9.903e-007      2.00

				H+              -6.816e-008  6.816e-008     -1.00

				OH-              4.848e-008  4.848e-008      1.00

				CaOH+            2.104e-009  2.104e-009      1.00

				HSO4-           -3.528e-010  3.528e-010     -1.00

				CaHSO4+         -3.265e-012  3.265e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.88     -9.14   -8.26  CaCO3

				Calcite          -0.73     -9.14   -8.41  CaCO3

				CH4(g)         -147.99   -150.70   -2.71  CH4

				CO2(g)           -2.19     -3.46   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.46    -46.51   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -148.24   -156.27   -8.03  H2S

				N2(g)           -17.33    -20.40   -3.07  N2

				NH3(g)          -70.47    -68.34    2.13  NH3

				O2(g)            -1.68     -4.45   -2.77  O2

				Sulfur         -110.92   -105.67    5.25  S

				Vaterite         -1.34     -9.14   -7.80  CaCO3

		Reaction step 73.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 6.2208e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -1.485e-006  9.969e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.349e-003  2.349e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.189      Charge balance

		                                       pe  =  14.523      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.349e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110150e+002

		                                  Total O  = 5.551398e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             6.844e-008  6.475e-008    -7.165    -7.189    -0.024      0.00

		   OH-            4.827e-008  4.543e-008    -7.316    -7.343    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -150.658  -150.658     0.000     32.22

		C(4)         2.349e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.513e-004  3.516e-004    -3.454    -3.454     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.187e-006  9.382e-007    -5.926    -6.028    -0.102     -7.40

		   CaCO3          9.861e-007  9.869e-007    -6.006    -6.006     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.742e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.861e-007  9.869e-007    -6.006    -6.006     0.000    -14.66

		   CaOH+          2.095e-009  1.973e-009    -8.679    -8.705    -0.026     (0)  

		   CaHSO4+        3.279e-012  3.087e-012   -11.484   -11.510    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.505   -46.505     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -65.731   -65.757    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -68.299   -68.298     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -68.764   -68.790    -0.026     (0)  

		N(0)         8.973e-021

		   N2             4.487e-021  4.490e-021   -20.348   -20.348     0.000     29.29

		N(3)         7.011e-018

		   NO2-           7.011e-018  6.595e-018   -17.154   -17.181    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         6.818e-005

		   O2             3.409e-005  3.412e-005    -4.467    -4.467     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -149.014  -149.040    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -149.063  -149.063     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -155.136  -155.239    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.742e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.543e-010  3.336e-010    -9.451    -9.477    -0.026     38.91

		   CaHSO4+        3.279e-012  3.087e-012   -11.484   -11.510    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -68.764   -68.790    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.374e-006  1.187e-006      2.00

				CaCO3            1.972e-006  9.861e-007      2.00

				H+              -6.844e-008  6.844e-008     -1.00

				OH-              4.827e-008  4.827e-008      1.00

				CaOH+            2.095e-009  2.095e-009      1.00

				HSO4-           -3.543e-010  3.543e-010     -1.00

				CaHSO4+         -3.279e-012  3.279e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.89     -9.14   -8.26  CaCO3

				Calcite          -0.73     -9.14   -8.41  CaCO3

				CH4(g)         -147.95   -150.66   -2.71  CH4

				CO2(g)           -2.19     -3.45   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.45    -46.51   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -148.20   -156.23   -8.03  H2S

				N2(g)           -17.28    -20.35   -3.07  N2

				NH3(g)          -70.43    -68.30    2.13  NH3

				O2(g)            -1.70     -4.47   -2.77  O2

				Sulfur         -110.89   -105.64    5.25  S

				Vaterite         -1.34     -9.14   -7.80  CaCO3

		Reaction step 74.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 6.3072e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -1.431e-006  9.969e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.350e-003  2.350e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.187      Charge balance

		                                       pe  =  14.520      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.350e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110150e+002

		                                  Total O  = 5.551398e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             6.872e-008  6.501e-008    -7.163    -7.187    -0.024      0.00

		   OH-            4.808e-008  4.525e-008    -7.318    -7.344    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -150.619  -150.619     0.000     32.22

		C(4)         2.350e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.527e-004  3.530e-004    -3.453    -3.452     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.182e-006  9.344e-007    -5.927    -6.029    -0.102     -7.40

		   CaCO3          9.822e-007  9.829e-007    -6.008    -6.007     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.822e-007  9.829e-007    -6.008    -6.007     0.000    -14.66

		   CaOH+          2.087e-009  1.965e-009    -8.681    -8.707    -0.026     (0)  

		   CaHSO4+        3.292e-012  3.100e-012   -11.483   -11.509    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.496   -46.496     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -65.690   -65.717    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -68.260   -68.259     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -68.724   -68.750    -0.026     (0)  

		N(0)         1.007e-020

		   N2             5.035e-021  5.038e-021   -20.298   -20.298     0.000     29.29

		N(3)         7.163e-018

		   NO2-           7.163e-018  6.738e-018   -17.145   -17.171    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         6.532e-005

		   O2             3.266e-005  3.268e-005    -4.486    -4.486     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -148.975  -149.001    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -149.022  -149.022     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -155.099  -155.202    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.557e-010  3.350e-010    -9.449    -9.475    -0.026     38.91

		   CaHSO4+        3.292e-012  3.100e-012   -11.483   -11.509    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -68.724   -68.750    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.364e-006  1.182e-006      2.00

				CaCO3            1.964e-006  9.822e-007      2.00

				H+              -6.872e-008  6.872e-008     -1.00

				OH-              4.808e-008  4.808e-008      1.00

				CaOH+            2.087e-009  2.087e-009      1.00

				HSO4-           -3.557e-010  3.557e-010     -1.00

				CaHSO4+         -3.292e-012  3.292e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.89     -9.14   -8.26  CaCO3

				Calcite          -0.73     -9.14   -8.41  CaCO3

				CH4(g)         -147.91   -150.62   -2.71  CH4

				CO2(g)           -2.19     -3.45   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.44    -46.50   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -148.16   -156.19   -8.03  H2S

				N2(g)           -17.23    -20.30   -3.07  N2

				NH3(g)          -70.39    -68.26    2.13  NH3

				O2(g)            -1.72     -4.49   -2.77  O2

				Sulfur         -110.86   -105.61    5.25  S

				Vaterite         -1.34     -9.14   -7.80  CaCO3

		Reaction step 75.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 6.3936e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -1.379e-006  9.969e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.352e-003  2.352e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.185      Charge balance

		                                       pe  =  14.517      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.352e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110150e+002

		                                  Total O  = 5.551398e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             6.899e-008  6.526e-008    -7.161    -7.185    -0.024      0.00

		   OH-            4.789e-008  4.507e-008    -7.320    -7.346    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -150.580  -150.580     0.000     32.22

		C(4)         2.352e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.541e-004  3.544e-004    -3.451    -3.451     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.178e-006  9.308e-007    -5.929    -6.031    -0.102     -7.40

		   CaCO3          9.784e-007  9.791e-007    -6.009    -6.009     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.784e-007  9.791e-007    -6.009    -6.009     0.000    -14.66

		   CaOH+          2.079e-009  1.957e-009    -8.682    -8.708    -0.026     (0)  

		   CaHSO4+        3.305e-012  3.112e-012   -11.481   -11.507    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.487   -46.486     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -65.649   -65.676    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -68.221   -68.220     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -68.683   -68.709    -0.026     (0)  

		N(0)         1.130e-020

		   N2             5.651e-021  5.655e-021   -20.248   -20.248     0.000     29.29

		N(3)         7.319e-018

		   NO2-           7.319e-018  6.884e-018   -17.136   -17.162    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         6.256e-005

		   O2             3.128e-005  3.130e-005    -4.505    -4.504     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -148.936  -148.962    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -148.981  -148.981     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -155.062  -155.165    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.571e-010  3.363e-010    -9.447    -9.473    -0.026     38.91

		   CaHSO4+        3.305e-012  3.112e-012   -11.481   -11.507    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -68.683   -68.709    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.355e-006  1.178e-006      2.00

				CaCO3            1.957e-006  9.784e-007      2.00

				H+              -6.899e-008  6.899e-008     -1.00

				OH-              4.789e-008  4.789e-008      1.00

				CaOH+            2.079e-009  2.079e-009      1.00

				HSO4-           -3.571e-010  3.571e-010     -1.00

				CaHSO4+         -3.305e-012  3.305e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.89     -9.14   -8.26  CaCO3

				Calcite          -0.73     -9.14   -8.41  CaCO3

				CH4(g)         -147.87   -150.58   -2.71  CH4

				CO2(g)           -2.18     -3.45   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.43    -46.49   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -148.11   -156.15   -8.03  H2S

				N2(g)           -17.18    -20.25   -3.07  N2

				NH3(g)          -70.35    -68.22    2.13  NH3

				O2(g)            -1.74     -4.50   -2.77  O2

				Sulfur         -110.83   -105.58    5.25  S

				Vaterite         -1.34     -9.14   -7.80  CaCO3

		Reaction step 76.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 6.48e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -1.328e-006  9.969e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.353e-003  2.353e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.184      Charge balance

		                                       pe  =  14.514      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.353e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110150e+002

		                                  Total O  = 5.551398e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             6.924e-008  6.551e-008    -7.160    -7.184    -0.024      0.00

		   OH-            4.772e-008  4.490e-008    -7.321    -7.348    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -150.541  -150.540     0.000     32.22

		C(4)         2.353e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.554e-004  3.557e-004    -3.449    -3.449     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.173e-006  9.274e-007    -5.931    -6.033    -0.102     -7.40

		   CaCO3          9.748e-007  9.755e-007    -6.011    -6.011     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.748e-007  9.755e-007    -6.011    -6.011     0.000    -14.66

		   CaOH+          2.071e-009  1.950e-009    -8.684    -8.710    -0.026     (0)  

		   CaHSO4+        3.317e-012  3.123e-012   -11.479   -11.505    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.477   -46.477     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -65.608   -65.635    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -68.181   -68.181     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -68.642   -68.668    -0.026     (0)  

		N(0)         1.269e-020

		   N2             6.346e-021  6.350e-021   -20.198   -20.197     0.000     29.29

		N(3)         7.480e-018

		   NO2-           7.480e-018  7.035e-018   -17.126   -17.153    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         5.991e-005

		   O2             2.995e-005  2.998e-005    -4.524    -4.523     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -148.896  -148.923    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -148.940  -148.940     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -155.024  -155.127    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.584e-010  3.375e-010    -9.446    -9.472    -0.026     38.91

		   CaHSO4+        3.317e-012  3.123e-012   -11.479   -11.505    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -68.642   -68.668    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.347e-006  1.173e-006      2.00

				CaCO3            1.950e-006  9.748e-007      2.00

				H+              -6.924e-008  6.924e-008     -1.00

				OH-              4.772e-008  4.772e-008      1.00

				CaOH+            2.071e-009  2.071e-009      1.00

				HSO4-           -3.584e-010  3.584e-010     -1.00

				CaHSO4+         -3.317e-012  3.317e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.89     -9.15   -8.26  CaCO3

				Calcite          -0.74     -9.15   -8.41  CaCO3

				CH4(g)         -147.83   -150.54   -2.71  CH4

				CO2(g)           -2.18     -3.45   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.42    -46.48   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -148.07   -156.11   -8.03  H2S

				N2(g)           -17.13    -20.20   -3.07  N2

				NH3(g)          -70.31    -68.18    2.13  NH3

				O2(g)            -1.76     -4.52   -2.77  O2

				Sulfur         -110.80   -105.54    5.25  S

				Vaterite         -1.34     -9.15   -7.80  CaCO3

		Reaction step 77.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 6.5664e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -1.279e-006  9.968e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.354e-003  2.354e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.182      Charge balance

		                                       pe  =  14.511      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.354e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110150e+002

		                                  Total O  = 5.551398e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             6.949e-008  6.574e-008    -7.158    -7.182    -0.024      0.00

		   OH-            4.755e-008  4.474e-008    -7.323    -7.349    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -150.501  -150.501     0.000     32.22

		C(4)         2.354e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.567e-004  3.569e-004    -3.448    -3.447     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.169e-006  9.241e-007    -5.932    -6.034    -0.102     -7.40

		   CaCO3          9.713e-007  9.720e-007    -6.013    -6.012     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.713e-007  9.720e-007    -6.013    -6.012     0.000    -14.66

		   CaOH+          2.064e-009  1.943e-009    -8.685    -8.711    -0.026     (0)  

		   CaHSO4+        3.329e-012  3.135e-012   -11.478   -11.504    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.468   -46.468     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -65.567   -65.594    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -68.142   -68.142     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -68.601   -68.627    -0.026     (0)  

		N(0)         1.425e-020

		   N2             7.127e-021  7.133e-021   -20.147   -20.147     0.000     29.29

		N(3)         7.645e-018

		   NO2-           7.645e-018  7.191e-018   -17.117   -17.143    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         5.735e-005

		   O2             2.867e-005  2.870e-005    -4.543    -4.542     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -148.857  -148.883    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -148.899  -148.899     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -154.986  -155.089    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.597e-010  3.387e-010    -9.444    -9.470    -0.026     38.91

		   CaHSO4+        3.329e-012  3.135e-012   -11.478   -11.504    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -68.601   -68.627    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.338e-006  1.169e-006      2.00

				CaCO3            1.943e-006  9.713e-007      2.00

				H+              -6.949e-008  6.949e-008     -1.00

				OH-              4.755e-008  4.755e-008      1.00

				CaOH+            2.064e-009  2.064e-009      1.00

				HSO4-           -3.597e-010  3.597e-010     -1.00

				CaHSO4+         -3.329e-012  3.329e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.89     -9.15   -8.26  CaCO3

				Calcite          -0.74     -9.15   -8.41  CaCO3

				CH4(g)         -147.80   -150.50   -2.71  CH4

				CO2(g)           -2.18     -3.45   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.41    -46.47   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -148.03   -156.07   -8.03  H2S

				N2(g)           -17.08    -20.15   -3.07  N2

				NH3(g)          -70.27    -68.14    2.13  NH3

				O2(g)            -1.78     -4.54   -2.77  O2

				Sulfur         -110.76   -105.51    5.25  S

				Vaterite         -1.35     -9.15   -7.80  CaCO3

		Reaction step 78.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 6.6528e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -1.231e-006  9.968e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.356e-003  2.356e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.181      Charge balance

		                                       pe  =  14.507      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.356e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110150e+002

		                                  Total O  = 5.551398e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             6.973e-008  6.596e-008    -7.157    -7.181    -0.024      0.00

		   OH-            4.738e-008  4.459e-008    -7.324    -7.351    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -150.462  -150.461     0.000     32.22

		C(4)         2.356e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.579e-004  3.582e-004    -3.446    -3.446     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.165e-006  9.209e-007    -5.934    -6.036    -0.102     -7.40

		   CaCO3          9.680e-007  9.687e-007    -6.014    -6.014     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.680e-007  9.687e-007    -6.014    -6.014     0.000    -14.66

		   CaOH+          2.057e-009  1.937e-009    -8.687    -8.713    -0.026     (0)  

		   CaHSO4+        3.340e-012  3.145e-012   -11.476   -11.502    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.458   -46.458     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -65.526   -65.553    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -68.102   -68.102     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -68.560   -68.586    -0.026     (0)  

		N(0)         1.602e-020

		   N2             8.008e-021  8.014e-021   -20.096   -20.096     0.000     29.29

		N(3)         7.814e-018

		   NO2-           7.814e-018  7.350e-018   -17.107   -17.134    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         5.489e-005

		   O2             2.744e-005  2.746e-005    -4.562    -4.561     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -148.817  -148.844    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -148.858  -148.858     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -154.948  -155.051    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.609e-010  3.399e-010    -9.443    -9.469    -0.026     38.91

		   CaHSO4+        3.340e-012  3.145e-012   -11.476   -11.502    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -68.560   -68.586    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.330e-006  1.165e-006      2.00

				CaCO3            1.936e-006  9.680e-007      2.00

				H+              -6.973e-008  6.973e-008     -1.00

				OH-              4.738e-008  4.738e-008      1.00

				CaOH+            2.057e-009  2.057e-009      1.00

				HSO4-           -3.609e-010  3.609e-010     -1.00

				CaHSO4+         -3.340e-012  3.340e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.89     -9.15   -8.26  CaCO3

				Calcite          -0.74     -9.15   -8.41  CaCO3

				CH4(g)         -147.76   -150.46   -2.71  CH4

				CO2(g)           -2.18     -3.45   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.40    -46.46   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -147.99   -156.02   -8.03  H2S

				N2(g)           -17.03    -20.10   -3.07  N2

				NH3(g)          -70.23    -68.10    2.13  NH3

				O2(g)            -1.80     -4.56   -2.77  O2

				Sulfur         -110.73   -105.48    5.25  S

				Vaterite         -1.35     -9.15   -7.80  CaCO3

		Reaction step 79.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 6.7392e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -1.185e-006  9.968e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.357e-003  2.357e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.179      Charge balance

		                                       pe  =  14.504      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.357e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110150e+002

		                                  Total O  = 5.551399e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             6.996e-008  6.618e-008    -7.155    -7.179    -0.024      0.00

		   OH-            4.723e-008  4.445e-008    -7.326    -7.352    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -150.422  -150.422     0.000     32.22

		C(4)         2.357e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.591e-004  3.594e-004    -3.445    -3.444     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.161e-006  9.179e-007    -5.935    -6.037    -0.102     -7.40

		   CaCO3          9.649e-007  9.656e-007    -6.016    -6.015     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.649e-007  9.656e-007    -6.016    -6.015     0.000    -14.66

		   CaOH+          2.050e-009  1.930e-009    -8.688    -8.714    -0.026     (0)  

		   CaHSO4+        3.351e-012  3.156e-012   -11.475   -11.501    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.449   -46.448     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -65.485   -65.512    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -68.063   -68.062     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -68.519   -68.545    -0.026     (0)  

		N(0)         1.800e-020

		   N2             9.001e-021  9.007e-021   -20.046   -20.045     0.000     29.29

		N(3)         7.989e-018

		   NO2-           7.989e-018  7.514e-018   -17.098   -17.124    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         5.252e-005

		   O2             2.626e-005  2.628e-005    -4.581    -4.580     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -148.778  -148.804    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -148.817  -148.817     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -154.910  -155.013    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.621e-010  3.410e-010    -9.441    -9.467    -0.026     38.91

		   CaHSO4+        3.351e-012  3.156e-012   -11.475   -11.501    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -68.519   -68.545    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.323e-006  1.161e-006      2.00

				CaCO3            1.930e-006  9.649e-007      2.00

				H+              -6.996e-008  6.996e-008     -1.00

				OH-              4.723e-008  4.723e-008      1.00

				CaOH+            2.050e-009  2.050e-009      1.00

				HSO4-           -3.621e-010  3.621e-010     -1.00

				CaHSO4+         -3.351e-012  3.351e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.90     -9.15   -8.26  CaCO3

				Calcite          -0.74     -9.15   -8.41  CaCO3

				CH4(g)         -147.72   -150.42   -2.71  CH4

				CO2(g)           -2.18     -3.44   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.39    -46.45   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -147.95   -155.98   -8.03  H2S

				N2(g)           -16.98    -20.05   -3.07  N2

				NH3(g)          -70.19    -68.06    2.13  NH3

				O2(g)            -1.81     -4.58   -2.77  O2

				Sulfur         -110.70   -105.45    5.25  S

				Vaterite         -1.35     -9.15   -7.80  CaCO3

		Reaction step 80.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 6.8256e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -1.140e-006  9.968e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.358e-003  2.358e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.178      Charge balance

		                                       pe  =  14.501      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.358e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110150e+002

		                                  Total O  = 5.551399e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.018e-008  6.639e-008    -7.154    -7.178    -0.024      0.00

		   OH-            4.708e-008  4.431e-008    -7.327    -7.354    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -150.382  -150.382     0.000     32.22

		C(4)         2.358e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.602e-004  3.605e-004    -3.443    -3.443     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.158e-006  9.150e-007    -5.936    -6.039    -0.102     -7.40

		   CaCO3          9.619e-007  9.626e-007    -6.017    -6.017     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.619e-007  9.626e-007    -6.017    -6.017     0.000    -14.66

		   CaOH+          2.043e-009  1.924e-009    -8.690    -8.716    -0.026     (0)  

		   CaHSO4+        3.362e-012  3.166e-012   -11.473   -11.500    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.439   -46.439     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -65.444   -65.471    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -68.023   -68.022     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -68.477   -68.503    -0.026     (0)  

		N(0)         2.024e-020

		   N2             1.012e-020  1.013e-020   -19.995   -19.995     0.000     29.29

		N(3)         8.168e-018

		   NO2-           8.168e-018  7.683e-018   -17.088   -17.114    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         5.024e-005

		   O2             2.512e-005  2.514e-005    -4.600    -4.600     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -148.738  -148.764    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -148.776  -148.776     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -154.871  -154.974    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.632e-010  3.421e-010    -9.440    -9.466    -0.026     38.91

		   CaHSO4+        3.362e-012  3.166e-012   -11.473   -11.500    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -68.477   -68.503    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.316e-006  1.158e-006      2.00

				CaCO3            1.924e-006  9.619e-007      2.00

				H+              -7.018e-008  7.018e-008     -1.00

				OH-              4.708e-008  4.708e-008      1.00

				CaOH+            2.043e-009  2.043e-009      1.00

				HSO4-           -3.632e-010  3.632e-010     -1.00

				CaHSO4+         -3.362e-012  3.362e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.90     -9.15   -8.26  CaCO3

				Calcite          -0.74     -9.15   -8.41  CaCO3

				CH4(g)         -147.68   -150.38   -2.71  CH4

				CO2(g)           -2.18     -3.44   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.38    -46.44   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -147.91   -155.94   -8.03  H2S

				N2(g)           -16.92    -19.99   -3.07  N2

				NH3(g)          -70.15    -68.02    2.13  NH3

				O2(g)            -1.83     -4.60   -2.77  O2

				Sulfur         -110.67   -105.42    5.25  S

				Vaterite         -1.35     -9.15   -7.80  CaCO3

		Reaction step 81.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 6.912e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -1.096e-006  9.968e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.359e-003  2.359e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.177      Charge balance

		                                       pe  =  14.497      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.359e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110150e+002

		                                  Total O  = 5.551399e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.039e-008  6.659e-008    -7.153    -7.177    -0.024      0.00

		   OH-            4.694e-008  4.417e-008    -7.328    -7.355    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -150.342  -150.342     0.000     32.22

		C(4)         2.359e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.613e-004  3.616e-004    -3.442    -3.442     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.154e-006  9.123e-007    -5.938    -6.040    -0.102     -7.40

		   CaCO3          9.590e-007  9.597e-007    -6.018    -6.018     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.590e-007  9.597e-007    -6.018    -6.018     0.000    -14.66

		   CaOH+          2.037e-009  1.918e-009    -8.691    -8.717    -0.026     (0)  

		   CaHSO4+        3.372e-012  3.175e-012   -11.472   -11.498    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.429   -46.429     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -65.402   -65.429    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -67.983   -67.982     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -68.436   -68.462    -0.026     (0)  

		N(0)         2.276e-020

		   N2             1.138e-020  1.139e-020   -19.944   -19.943     0.000     29.29

		N(3)         8.352e-018

		   NO2-           8.352e-018  7.856e-018   -17.078   -17.105    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         4.805e-005

		   O2             2.402e-005  2.404e-005    -4.619    -4.619     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -148.698  -148.724    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -148.735  -148.734     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -154.832  -154.935    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.643e-010  3.431e-010    -9.438    -9.465    -0.026     38.91

		   CaHSO4+        3.372e-012  3.175e-012   -11.472   -11.498    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -68.436   -68.462    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.309e-006  1.154e-006      2.00

				CaCO3            1.918e-006  9.590e-007      2.00

				H+              -7.039e-008  7.039e-008     -1.00

				OH-              4.694e-008  4.694e-008      1.00

				CaOH+            2.037e-009  2.037e-009      1.00

				HSO4-           -3.643e-010  3.643e-010     -1.00

				CaHSO4+         -3.372e-012  3.372e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.90     -9.15   -8.26  CaCO3

				Calcite          -0.74     -9.15   -8.41  CaCO3

				CH4(g)         -147.64   -150.34   -2.71  CH4

				CO2(g)           -2.17     -3.44   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.37    -46.43   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -147.87   -155.90   -8.03  H2S

				N2(g)           -16.87    -19.94   -3.07  N2

				NH3(g)          -70.11    -67.98    2.13  NH3

				O2(g)            -1.85     -4.62   -2.77  O2

				Sulfur         -110.64   -105.39    5.25  S

				Vaterite         -1.35     -9.15   -7.80  CaCO3

		Reaction step 82.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 6.9984e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -1.054e-006  9.968e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.360e-003  2.360e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.175      Charge balance

		                                       pe  =  14.494      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.360e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110150e+002

		                                  Total O  = 5.551399e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.059e-008  6.678e-008    -7.151    -7.175    -0.024      0.00

		   OH-            4.680e-008  4.405e-008    -7.330    -7.356    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -150.302  -150.301     0.000     32.22

		C(4)         2.360e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.624e-004  3.626e-004    -3.441    -3.441     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.151e-006  9.097e-007    -5.939    -6.041    -0.102     -7.40

		   CaCO3          9.562e-007  9.569e-007    -6.019    -6.019     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.562e-007  9.569e-007    -6.019    -6.019     0.000    -14.66

		   CaOH+          2.031e-009  1.913e-009    -8.692    -8.718    -0.026     (0)  

		   CaHSO4+        3.382e-012  3.184e-012   -11.471   -11.497    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.420   -46.419     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -65.361   -65.388    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -67.942   -67.942     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -68.395   -68.421    -0.026     (0)  

		N(0)         2.561e-020

		   N2             1.281e-020  1.282e-020   -19.893   -19.892     0.000     29.29

		N(3)         8.542e-018

		   NO2-           8.542e-018  8.034e-018   -17.068   -17.095    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         4.594e-005

		   O2             2.297e-005  2.299e-005    -4.639    -4.639     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -148.657  -148.684    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -148.693  -148.693     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -154.793  -154.896    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.654e-010  3.441e-010    -9.437    -9.463    -0.026     38.91

		   CaHSO4+        3.382e-012  3.184e-012   -11.471   -11.497    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -68.395   -68.421    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.302e-006  1.151e-006      2.00

				CaCO3            1.912e-006  9.562e-007      2.00

				H+              -7.059e-008  7.059e-008     -1.00

				OH-              4.680e-008  4.680e-008      1.00

				CaOH+            2.031e-009  2.031e-009      1.00

				HSO4-           -3.654e-010  3.654e-010     -1.00

				CaHSO4+         -3.382e-012  3.382e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.90     -9.15   -8.26  CaCO3

				Calcite          -0.74     -9.15   -8.41  CaCO3

				CH4(g)         -147.60   -150.30   -2.71  CH4

				CO2(g)           -2.17     -3.44   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.36    -46.42   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -147.83   -155.86   -8.03  H2S

				N2(g)           -16.82    -19.89   -3.07  N2

				NH3(g)          -70.07    -67.94    2.13  NH3

				O2(g)            -1.87     -4.64   -2.77  O2

				Sulfur         -110.61   -105.36    5.25  S

				Vaterite         -1.35     -9.15   -7.80  CaCO3

		Reaction step 83.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 7.0848e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -1.013e-006  9.968e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.361e-003  2.361e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.174      Charge balance

		                                       pe  =  14.490      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.361e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110150e+002

		                                  Total O  = 5.551399e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.079e-008  6.697e-008    -7.150    -7.174    -0.024      0.00

		   OH-            4.667e-008  4.392e-008    -7.331    -7.357    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -150.261  -150.261     0.000     32.22

		C(4)         2.361e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.634e-004  3.636e-004    -3.440    -3.439     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.148e-006  9.072e-007    -5.940    -6.042    -0.102     -7.40

		   CaCO3          9.536e-007  9.543e-007    -6.021    -6.020     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.536e-007  9.543e-007    -6.021    -6.020     0.000    -14.66

		   CaOH+          2.026e-009  1.908e-009    -8.693    -8.720    -0.026     (0)  

		   CaHSO4+        3.391e-012  3.193e-012   -11.470   -11.496    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.410   -46.410     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -65.319   -65.346    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -67.902   -67.902     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -68.353   -68.379    -0.026     (0)  

		N(0)         2.883e-020

		   N2             1.442e-020  1.443e-020   -19.841   -19.841     0.000     29.29

		N(3)         8.737e-018

		   NO2-           8.737e-018  8.217e-018   -17.059   -17.085    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         4.391e-005

		   O2             2.196e-005  2.197e-005    -4.658    -4.658     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -148.617  -148.643    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -148.652  -148.651     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -154.754  -154.857    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.664e-010  3.450e-010    -9.436    -9.462    -0.026     38.91

		   CaHSO4+        3.391e-012  3.193e-012   -11.470   -11.496    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -68.353   -68.379    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.296e-006  1.148e-006      2.00

				CaCO3            1.907e-006  9.536e-007      2.00

				H+              -7.079e-008  7.079e-008     -1.00

				OH-              4.667e-008  4.667e-008      1.00

				CaOH+            2.026e-009  2.026e-009      1.00

				HSO4-           -3.664e-010  3.664e-010     -1.00

				CaHSO4+         -3.391e-012  3.391e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.90     -9.16   -8.26  CaCO3

				Calcite          -0.75     -9.16   -8.41  CaCO3

				CH4(g)         -147.56   -150.26   -2.71  CH4

				CO2(g)           -2.17     -3.44   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.35    -46.41   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -147.78   -155.82   -8.03  H2S

				N2(g)           -16.77    -19.84   -3.07  N2

				NH3(g)          -70.03    -67.90    2.13  NH3

				O2(g)            -1.89     -4.66   -2.77  O2

				Sulfur         -110.57   -105.32    5.25  S

				Vaterite         -1.35     -9.16   -7.80  CaCO3

		Reaction step 84.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 7.1712e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -9.737e-007  9.968e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.362e-003  2.362e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.173      Charge balance

		                                       pe  =  14.486      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.362e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551399e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.098e-008  6.715e-008    -7.149    -7.173    -0.024      0.00

		   OH-            4.655e-008  4.381e-008    -7.332    -7.358    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -150.221  -150.221     0.000     32.22

		C(4)         2.362e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.643e-004  3.646e-004    -3.439    -3.438     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.145e-006  9.048e-007    -5.941    -6.043    -0.102     -7.40

		   CaCO3          9.511e-007  9.518e-007    -6.022    -6.021     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.511e-007  9.518e-007    -6.022    -6.021     0.000    -14.66

		   CaOH+          2.020e-009  1.902e-009    -8.695    -8.721    -0.026     (0)  

		   CaHSO4+        3.400e-012  3.202e-012   -11.469   -11.495    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.400   -46.400     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -65.278   -65.304    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -67.861   -67.861     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -68.311   -68.337    -0.026     (0)  

		N(0)         3.247e-020

		   N2             1.623e-020  1.624e-020   -19.790   -19.789     0.000     29.29

		N(3)         8.937e-018

		   NO2-           8.937e-018  8.406e-018   -17.049   -17.075    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         4.197e-005

		   O2             2.098e-005  2.100e-005    -4.678    -4.678     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -148.577  -148.603    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -148.610  -148.609     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -154.715  -154.818    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.674e-010  3.459e-010    -9.435    -9.461    -0.026     38.91

		   CaHSO4+        3.400e-012  3.202e-012   -11.469   -11.495    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -68.311   -68.337    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.289e-006  1.145e-006      2.00

				CaCO3            1.902e-006  9.511e-007      2.00

				H+              -7.098e-008  7.098e-008     -1.00

				OH-              4.655e-008  4.655e-008      1.00

				CaOH+            2.020e-009  2.020e-009      1.00

				HSO4-           -3.674e-010  3.674e-010     -1.00

				CaHSO4+         -3.400e-012  3.400e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.90     -9.16   -8.26  CaCO3

				Calcite          -0.75     -9.16   -8.41  CaCO3

				CH4(g)         -147.51   -150.22   -2.71  CH4

				CO2(g)           -2.17     -3.44   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.34    -46.40   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -147.74   -155.78   -8.03  H2S

				N2(g)           -16.72    -19.79   -3.07  N2

				NH3(g)          -69.99    -67.86    2.13  NH3

				O2(g)            -1.91     -4.68   -2.77  O2

				Sulfur         -110.54   -105.29    5.25  S

				Vaterite         -1.35     -9.16   -7.80  CaCO3

		Reaction step 85.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 7.2576e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -9.356e-007  9.968e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.363e-003  2.363e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.172      Charge balance

		                                       pe  =  14.482      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.363e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551399e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.116e-008  6.732e-008    -7.148    -7.172    -0.024      0.00

		   OH-            4.643e-008  4.370e-008    -7.333    -7.360    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -150.180  -150.180     0.000     32.22

		C(4)         2.363e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.653e-004  3.655e-004    -3.437    -3.437     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.142e-006  9.025e-007    -5.942    -6.045    -0.102     -7.40

		   CaCO3          9.486e-007  9.493e-007    -6.023    -6.023     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.486e-007  9.493e-007    -6.023    -6.023     0.000    -14.66

		   CaOH+          2.015e-009  1.898e-009    -8.696    -8.722    -0.026     (0)  

		   CaHSO4+        3.409e-012  3.210e-012   -11.467   -11.494    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.390   -46.390     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -65.236   -65.263    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -67.821   -67.820     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -68.269   -68.296    -0.026     (0)  

		N(0)         3.657e-020

		   N2             1.829e-020  1.830e-020   -19.738   -19.738     0.000     29.29

		N(3)         9.143e-018

		   NO2-           9.143e-018  8.600e-018   -17.039   -17.066    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         4.009e-005

		   O2             2.005e-005  2.006e-005    -4.698    -4.698     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -148.536  -148.562    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -148.568  -148.568     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -154.675  -154.778    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.683e-010  3.468e-010    -9.434    -9.460    -0.026     38.91

		   CaHSO4+        3.409e-012  3.210e-012   -11.467   -11.494    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -68.269   -68.296    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.284e-006  1.142e-006      2.00

				CaCO3            1.897e-006  9.486e-007      2.00

				H+              -7.116e-008  7.116e-008     -1.00

				OH-              4.643e-008  4.643e-008      1.00

				CaOH+            2.015e-009  2.015e-009      1.00

				HSO4-           -3.683e-010  3.683e-010     -1.00

				CaHSO4+         -3.409e-012  3.409e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.90     -9.16   -8.26  CaCO3

				Calcite          -0.75     -9.16   -8.41  CaCO3

				CH4(g)         -147.47   -150.18   -2.71  CH4

				CO2(g)           -2.17     -3.44   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.33    -46.39   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -147.70   -155.73   -8.03  H2S

				N2(g)           -16.67    -19.74   -3.07  N2

				NH3(g)          -69.95    -67.82    2.13  NH3

				O2(g)            -1.93     -4.70   -2.77  O2

				Sulfur         -110.51   -105.26    5.25  S

				Vaterite         -1.36     -9.16   -7.80  CaCO3

		Reaction step 86.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 7.344e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -8.987e-007  9.968e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.364e-003  2.364e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.171      Charge balance

		                                       pe  =  14.478      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.364e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551399e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.133e-008  6.748e-008    -7.147    -7.171    -0.024      0.00

		   OH-            4.632e-008  4.359e-008    -7.334    -7.361    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -150.139  -150.139     0.000     32.22

		C(4)         2.364e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.662e-004  3.664e-004    -3.436    -3.436     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.139e-006  9.003e-007    -5.943    -6.046    -0.102     -7.40

		   CaCO3          9.463e-007  9.470e-007    -6.024    -6.024     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.463e-007  9.470e-007    -6.024    -6.024     0.000    -14.66

		   CaOH+          2.010e-009  1.893e-009    -8.697    -8.723    -0.026     (0)  

		   CaHSO4+        3.417e-012  3.218e-012   -11.466   -11.492    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.380   -46.380     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -65.194   -65.221    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -67.780   -67.779     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -68.227   -68.254    -0.026     (0)  

		N(0)         4.122e-020

		   N2             2.061e-020  2.062e-020   -19.686   -19.686     0.000     29.29

		N(3)         9.355e-018

		   NO2-           9.355e-018  8.799e-018   -17.029   -17.056    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         3.830e-005

		   O2             1.915e-005  1.916e-005    -4.718    -4.718     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -148.495  -148.521    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -148.526  -148.526     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -154.635  -154.738    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.692e-010  3.477e-010    -9.433    -9.459    -0.026     38.91

		   CaHSO4+        3.417e-012  3.218e-012   -11.466   -11.492    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -68.227   -68.254    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.278e-006  1.139e-006      2.00

				CaCO3            1.893e-006  9.463e-007      2.00

				H+              -7.133e-008  7.133e-008     -1.00

				OH-              4.632e-008  4.632e-008      1.00

				CaOH+            2.010e-009  2.010e-009      1.00

				HSO4-           -3.692e-010  3.692e-010     -1.00

				CaHSO4+         -3.417e-012  3.417e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.90     -9.16   -8.26  CaCO3

				Calcite          -0.75     -9.16   -8.41  CaCO3

				CH4(g)         -147.43   -150.14   -2.71  CH4

				CO2(g)           -2.17     -3.44   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.32    -46.38   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -147.66   -155.69   -8.03  H2S

				N2(g)           -16.62    -19.69   -3.07  N2

				NH3(g)          -69.91    -67.78    2.13  NH3

				O2(g)            -1.95     -4.72   -2.77  O2

				Sulfur         -110.48   -105.23    5.25  S

				Vaterite         -1.36     -9.16   -7.80  CaCO3

		Reaction step 87.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 7.4304e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -8.631e-007  9.967e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.365e-003  2.365e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.170      Charge balance

		                                       pe  =  14.474      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.365e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551399e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.150e-008  6.764e-008    -7.146    -7.170    -0.024      0.00

		   OH-            4.621e-008  4.349e-008    -7.335    -7.362    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -150.098  -150.098     0.000     32.22

		C(4)         2.365e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.670e-004  3.673e-004    -3.435    -3.435     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.136e-006  8.982e-007    -5.944    -6.047    -0.102     -7.40

		   CaCO3          9.441e-007  9.448e-007    -6.025    -6.025     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.441e-007  9.448e-007    -6.025    -6.025     0.000    -14.66

		   CaOH+          2.006e-009  1.889e-009    -8.698    -8.724    -0.026     (0)  

		   CaHSO4+        3.425e-012  3.225e-012   -11.465   -11.491    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.370   -46.370     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -65.152   -65.179    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -67.739   -67.738     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -68.185   -68.211    -0.026     (0)  

		N(0)         4.647e-020

		   N2             2.324e-020  2.325e-020   -19.634   -19.634     0.000     29.29

		N(3)         9.573e-018

		   NO2-           9.573e-018  9.004e-018   -17.019   -17.046    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         3.657e-005

		   O2             1.829e-005  1.830e-005    -4.738    -4.738     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -148.454  -148.480    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -148.484  -148.484     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -154.595  -154.698    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.701e-010  3.485e-010    -9.432    -9.458    -0.026     38.91

		   CaHSO4+        3.425e-012  3.225e-012   -11.465   -11.491    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -68.185   -68.211    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.273e-006  1.136e-006      2.00

				CaCO3            1.888e-006  9.441e-007      2.00

				H+              -7.150e-008  7.150e-008     -1.00

				OH-              4.621e-008  4.621e-008      1.00

				CaOH+            2.006e-009  2.006e-009      1.00

				HSO4-           -3.701e-010  3.701e-010     -1.00

				CaHSO4+         -3.425e-012  3.425e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.90     -9.16   -8.26  CaCO3

				Calcite          -0.75     -9.16   -8.41  CaCO3

				CH4(g)         -147.39   -150.10   -2.71  CH4

				CO2(g)           -2.17     -3.43   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.31    -46.37   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -147.62   -155.65   -8.03  H2S

				N2(g)           -16.56    -19.63   -3.07  N2

				NH3(g)          -69.87    -67.74    2.13  NH3

				O2(g)            -1.97     -4.74   -2.77  O2

				Sulfur         -110.45   -105.20    5.25  S

				Vaterite         -1.36     -9.16   -7.80  CaCO3

		Reaction step 88.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 7.5168e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -8.288e-007  9.967e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.366e-003  2.366e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.169      Charge balance

		                                       pe  =  14.470      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.366e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =  12

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551399e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.166e-008  6.779e-008    -7.145    -7.169    -0.024      0.00

		   OH-            4.611e-008  4.339e-008    -7.336    -7.363    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -150.057  -150.057     0.000     32.22

		C(4)         2.366e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.678e-004  3.681e-004    -3.434    -3.434     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.134e-006  8.962e-007    -5.945    -6.048    -0.102     -7.40

		   CaCO3          9.420e-007  9.427e-007    -6.026    -6.026     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.420e-007  9.427e-007    -6.026    -6.026     0.000    -14.66

		   CaOH+          2.001e-009  1.884e-009    -8.699    -8.725    -0.026     (0)  

		   CaHSO4+        3.433e-012  3.232e-012   -11.464   -11.490    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.360   -46.360     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -65.109   -65.136    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -67.697   -67.697     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -68.143   -68.169    -0.026     (0)  

		N(0)         5.242e-020

		   N2             2.621e-020  2.623e-020   -19.582   -19.581     0.000     29.29

		N(3)         9.798e-018

		   NO2-           9.798e-018  9.216e-018   -17.009   -17.035    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         3.491e-005

		   O2             1.746e-005  1.747e-005    -4.758    -4.758     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -148.413  -148.439    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -148.442  -148.441     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -154.555  -154.658    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.709e-010  3.493e-010    -9.431    -9.457    -0.026     38.91

		   CaHSO4+        3.433e-012  3.232e-012   -11.464   -11.490    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -68.143   -68.169    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.268e-006  1.134e-006      2.00

				CaCO3            1.884e-006  9.420e-007      2.00

				H+              -7.166e-008  7.166e-008     -1.00

				OH-              4.611e-008  4.611e-008      1.00

				CaOH+            2.001e-009  2.001e-009      1.00

				HSO4-           -3.709e-010  3.709e-010     -1.00

				CaHSO4+         -3.433e-012  3.433e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.91     -9.16   -8.26  CaCO3

				Calcite          -0.75     -9.16   -8.41  CaCO3

				CH4(g)         -147.35   -150.06   -2.71  CH4

				CO2(g)           -2.17     -3.43   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.30    -46.36   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -147.57   -155.61   -8.03  H2S

				N2(g)           -16.51    -19.58   -3.07  N2

				NH3(g)          -69.83    -67.70    2.13  NH3

				O2(g)            -1.99     -4.76   -2.77  O2

				Sulfur         -110.41   -105.16    5.25  S

				Vaterite         -1.36     -9.16   -7.80  CaCO3

		Reaction step 89.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 7.6032e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -8.021e-007  9.967e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.366e-003  2.366e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.168      Charge balance

		                                       pe  =  14.466      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.366e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   6

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551400e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.181e-008  6.794e-008    -7.144    -7.168    -0.024      0.00

		   OH-            4.601e-008  4.330e-008    -7.337    -7.364    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -150.015  -150.015     0.000     32.22

		C(4)         2.366e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.686e-004  3.689e-004    -3.433    -3.433     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.131e-006  8.942e-007    -5.946    -6.049    -0.102     -7.40

		   CaCO3          9.400e-007  9.407e-007    -6.027    -6.027     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.400e-007  9.407e-007    -6.027    -6.027     0.000    -14.66

		   CaOH+          1.997e-009  1.880e-009    -8.700    -8.726    -0.026     (0)  

		   CaHSO4+        3.440e-012  3.239e-012   -11.463   -11.490    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.350   -46.350     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -65.067   -65.094    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -67.656   -67.655     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -68.100   -68.127    -0.026     (0)  

		N(0)         5.921e-020

		   N2             2.961e-020  2.963e-020   -19.529   -19.528     0.000     29.29

		N(3)         1.003e-017

		   NO2-           1.003e-017  9.435e-018   -16.999   -17.025    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         3.331e-005

		   O2             1.665e-005  1.667e-005    -4.778    -4.778     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -148.371  -148.397    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -148.399  -148.399     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -154.514  -154.617    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.717e-010  3.500e-010    -9.430    -9.456    -0.026     38.91

		   CaHSO4+        3.440e-012  3.239e-012   -11.463   -11.490    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -68.100   -68.127    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.263e-006  1.131e-006      2.00

				CaCO3            1.880e-006  9.400e-007      2.00

				H+              -7.181e-008  7.181e-008     -1.00

				OH-              4.601e-008  4.601e-008      1.00

				CaOH+            1.997e-009  1.997e-009      1.00

				HSO4-           -3.717e-010  3.717e-010     -1.00

				CaHSO4+         -3.440e-012  3.440e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.91     -9.16   -8.26  CaCO3

				Calcite          -0.75     -9.16   -8.41  CaCO3

				CH4(g)         -147.31   -150.01   -2.71  CH4

				CO2(g)           -2.17     -3.43   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.29    -46.35   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -147.53   -155.57   -8.03  H2S

				N2(g)           -16.46    -19.53   -3.07  N2

				NH3(g)          -69.78    -67.66    2.13  NH3

				O2(g)            -2.01     -4.78   -2.77  O2

				Sulfur         -110.38   -105.13    5.25  S

				Vaterite         -1.36     -9.16   -7.80  CaCO3

		Reaction step 90.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 7.6896e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -7.696e-007  9.967e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.367e-003  2.367e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.167      Charge balance

		                                       pe  =  14.462      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.367e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   6

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551400e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.196e-008  6.808e-008    -7.143    -7.167    -0.024      0.00

		   OH-            4.591e-008  4.321e-008    -7.338    -7.364    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -149.973  -149.973     0.000     32.22

		C(4)         2.367e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.694e-004  3.697e-004    -3.433    -3.432     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.129e-006  8.924e-007    -5.947    -6.049    -0.102     -7.40

		   CaCO3          9.381e-007  9.388e-007    -6.028    -6.027     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.381e-007  9.388e-007    -6.028    -6.027     0.000    -14.66

		   CaOH+          1.993e-009  1.876e-009    -8.701    -8.727    -0.026     (0)  

		   CaHSO4+        3.447e-012  3.246e-012   -11.463   -11.489    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.340   -46.339     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -65.024   -65.051    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -67.614   -67.613     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -68.058   -68.084    -0.026     (0)  

		N(0)         6.693e-020

		   N2             3.346e-020  3.349e-020   -19.475   -19.475     0.000     29.29

		N(3)         1.027e-017

		   NO2-           1.027e-017  9.661e-018   -16.988   -17.015    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         3.177e-005

		   O2             1.588e-005  1.590e-005    -4.799    -4.799     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -148.329  -148.355    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -148.356  -148.356     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -154.473  -154.576    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.725e-010  3.507e-010    -9.429    -9.455    -0.026     38.91

		   CaHSO4+        3.447e-012  3.246e-012   -11.463   -11.489    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -68.058   -68.084    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.258e-006  1.129e-006      2.00

				CaCO3            1.876e-006  9.381e-007      2.00

				H+              -7.196e-008  7.196e-008     -1.00

				OH-              4.591e-008  4.591e-008      1.00

				CaOH+            1.993e-009  1.993e-009      1.00

				HSO4-           -3.725e-010  3.725e-010     -1.00

				CaHSO4+         -3.447e-012  3.447e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.91     -9.16   -8.26  CaCO3

				Calcite          -0.75     -9.16   -8.41  CaCO3

				CH4(g)         -147.27   -149.97   -2.71  CH4

				CO2(g)           -2.17     -3.43   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.28    -46.34   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -147.49   -155.52   -8.03  H2S

				N2(g)           -16.41    -19.48   -3.07  N2

				NH3(g)          -69.74    -67.61    2.13  NH3

				O2(g)            -2.03     -4.80   -2.77  O2

				Sulfur         -110.35   -105.10    5.25  S

				Vaterite         -1.36     -9.16   -7.80  CaCO3

		Reaction step 91.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 7.776e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -7.383e-007  9.967e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.368e-003  2.368e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.166      Charge balance

		                                       pe  =  14.458      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.368e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   6

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551400e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.210e-008  6.821e-008    -7.142    -7.166    -0.024      0.00

		   OH-            4.582e-008  4.312e-008    -7.339    -7.365    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -149.931  -149.931     0.000     32.22

		C(4)         2.368e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.701e-004  3.704e-004    -3.432    -3.431     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.127e-006  8.906e-007    -5.948    -6.050    -0.102     -7.40

		   CaCO3          9.362e-007  9.369e-007    -6.029    -6.028     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.362e-007  9.369e-007    -6.029    -6.028     0.000    -14.66

		   CaOH+          1.989e-009  1.873e-009    -8.701    -8.728    -0.026     (0)  

		   CaHSO4+        3.454e-012  3.253e-012   -11.462   -11.488    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.329   -46.329     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -64.981   -65.008    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -67.571   -67.571     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -68.014   -68.041    -0.026     (0)  

		N(0)         7.568e-020

		   N2             3.784e-020  3.787e-020   -19.422   -19.422     0.000     29.29

		N(3)         1.052e-017

		   NO2-           1.052e-017  9.894e-018   -16.978   -17.005    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         3.029e-005

		   O2             1.515e-005  1.516e-005    -4.820    -4.819     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -148.287  -148.313    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -148.313  -148.313     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -154.432  -154.535    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.732e-010  3.514e-010    -9.428    -9.454    -0.026     38.91

		   CaHSO4+        3.454e-012  3.253e-012   -11.462   -11.488    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -68.014   -68.041    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.254e-006  1.127e-006      2.00

				CaCO3            1.872e-006  9.362e-007      2.00

				H+              -7.210e-008  7.210e-008     -1.00

				OH-              4.582e-008  4.582e-008      1.00

				CaOH+            1.989e-009  1.989e-009      1.00

				HSO4-           -3.732e-010  3.732e-010     -1.00

				CaHSO4+         -3.454e-012  3.454e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.91     -9.16   -8.26  CaCO3

				Calcite          -0.75     -9.16   -8.41  CaCO3

				CH4(g)         -147.22   -149.93   -2.71  CH4

				CO2(g)           -2.16     -3.43   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.27    -46.33   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -147.45   -155.48   -8.03  H2S

				N2(g)           -16.35    -19.42   -3.07  N2

				NH3(g)          -69.70    -67.57    2.13  NH3

				O2(g)            -2.05     -4.82   -2.77  O2

				Sulfur         -110.32   -105.07    5.25  S

				Vaterite         -1.36     -9.16   -7.80  CaCO3

		Reaction step 92.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 7.8624e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -7.081e-007  9.967e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.369e-003  2.369e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.165      Charge balance

		                                       pe  =  14.453      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.369e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   6

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551400e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.224e-008  6.834e-008    -7.141    -7.165    -0.024      0.00

		   OH-            4.574e-008  4.304e-008    -7.340    -7.366    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -149.888  -149.888     0.000     32.22

		C(4)         2.369e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.708e-004  3.711e-004    -3.431    -3.430     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.125e-006  8.890e-007    -5.949    -6.051    -0.102     -7.40

		   CaCO3          9.345e-007  9.351e-007    -6.029    -6.029     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.345e-007  9.351e-007    -6.029    -6.029     0.000    -14.66

		   CaOH+          1.985e-009  1.869e-009    -8.702    -8.728    -0.026     (0)  

		   CaHSO4+        3.461e-012  3.259e-012   -11.461   -11.487    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.319   -46.319     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -64.938   -64.964    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -67.529   -67.529     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -67.971   -67.997    -0.026     (0)  

		N(0)         8.563e-020

		   N2             4.281e-020  4.285e-020   -19.368   -19.368     0.000     29.29

		N(3)         1.077e-017

		   NO2-           1.077e-017  1.013e-017   -16.968   -16.994    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         2.888e-005

		   O2             1.444e-005  1.445e-005    -4.840    -4.840     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -148.244  -148.271    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -148.270  -148.269     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -154.390  -154.493    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.739e-010  3.521e-010    -9.427    -9.453    -0.026     38.91

		   CaHSO4+        3.461e-012  3.259e-012   -11.461   -11.487    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -67.971   -67.997    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.249e-006  1.125e-006      2.00

				CaCO3            1.869e-006  9.345e-007      2.00

				H+              -7.224e-008  7.224e-008     -1.00

				OH-              4.574e-008  4.574e-008      1.00

				CaOH+            1.985e-009  1.985e-009      1.00

				HSO4-           -3.739e-010  3.739e-010     -1.00

				CaHSO4+         -3.461e-012  3.461e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.91     -9.16   -8.26  CaCO3

				Calcite          -0.75     -9.16   -8.41  CaCO3

				CH4(g)         -147.18   -149.89   -2.71  CH4

				CO2(g)           -2.16     -3.43   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.26    -46.32   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -147.40   -155.44   -8.03  H2S

				N2(g)           -16.30    -19.37   -3.07  N2

				NH3(g)          -69.66    -67.53    2.13  NH3

				O2(g)            -2.07     -4.84   -2.77  O2

				Sulfur         -110.28   -105.03    5.25  S

				Vaterite         -1.36     -9.16   -7.80  CaCO3

		Reaction step 93.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 7.9488e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -6.790e-007  9.967e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.369e-003  2.369e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.165      Charge balance

		                                       pe  =  14.449      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.369e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   6

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551400e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.237e-008  6.847e-008    -7.140    -7.165    -0.024      0.00

		   OH-            4.565e-008  4.296e-008    -7.341    -7.367    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -149.846  -149.846     0.000     32.22

		C(4)         2.369e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.715e-004  3.718e-004    -3.430    -3.430     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.123e-006  8.873e-007    -5.950    -6.052    -0.102     -7.40

		   CaCO3          9.328e-007  9.334e-007    -6.030    -6.030     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.328e-007  9.334e-007    -6.030    -6.030     0.000    -14.66

		   CaOH+          1.981e-009  1.866e-009    -8.703    -8.729    -0.026     (0)  

		   CaHSO4+        3.467e-012  3.265e-012   -11.460   -11.486    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.308   -46.308     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -64.894   -64.921    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -67.486   -67.486     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -67.928   -67.954    -0.026     (0)  

		N(0)         9.694e-020

		   N2             4.847e-020  4.850e-020   -19.315   -19.314     0.000     29.29

		N(3)         1.104e-017

		   NO2-           1.104e-017  1.038e-017   -16.957   -16.984    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         2.752e-005

		   O2             1.376e-005  1.377e-005    -4.861    -4.861     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -148.202  -148.228    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -148.226  -148.226     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -154.348  -154.451    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.746e-010  3.527e-010    -9.426    -9.453    -0.026     38.91

		   CaHSO4+        3.467e-012  3.265e-012   -11.460   -11.486    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -67.928   -67.954    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.245e-006  1.123e-006      2.00

				CaCO3            1.866e-006  9.328e-007      2.00

				H+              -7.237e-008  7.237e-008     -1.00

				OH-              4.565e-008  4.565e-008      1.00

				CaOH+            1.981e-009  1.981e-009      1.00

				HSO4-           -3.746e-010  3.746e-010     -1.00

				CaHSO4+         -3.467e-012  3.467e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.91     -9.17   -8.26  CaCO3

				Calcite          -0.76     -9.17   -8.41  CaCO3

				CH4(g)         -147.14   -149.85   -2.71  CH4

				CO2(g)           -2.16     -3.43   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.25    -46.31   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -147.36   -155.39   -8.03  H2S

				N2(g)           -16.24    -19.31   -3.07  N2

				NH3(g)          -69.61    -67.49    2.13  NH3

				O2(g)            -2.10     -4.86   -2.77  O2

				Sulfur         -110.25   -105.00    5.25  S

				Vaterite         -1.36     -9.17   -7.80  CaCO3

		Reaction step 94.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 8.0352e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -6.509e-007  9.967e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.370e-003  2.370e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.164      Charge balance

		                                       pe  =  14.444      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.370e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   5

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551400e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.250e-008  6.859e-008    -7.140    -7.164    -0.024      0.00

		   OH-            4.557e-008  4.289e-008    -7.341    -7.368    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -149.803  -149.803     0.000     32.22

		C(4)         2.370e-003

		   HCO3-          1.981e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.722e-004  3.724e-004    -3.429    -3.429     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.121e-006  8.858e-007    -5.950    -6.053    -0.102     -7.40

		   CaCO3          9.312e-007  9.318e-007    -6.031    -6.031     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.312e-007  9.318e-007    -6.031    -6.031     0.000    -14.66

		   CaOH+          1.978e-009  1.863e-009    -8.704    -8.730    -0.026     (0)  

		   CaHSO4+        3.473e-012  3.270e-012   -11.459   -11.485    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.298   -46.298     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -64.851   -64.877    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -67.444   -67.443     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -67.884   -67.910    -0.026     (0)  

		N(0)         1.098e-019

		   N2             5.490e-020  5.494e-020   -19.260   -19.260     0.000     29.29

		N(3)         1.131e-017

		   NO2-           1.131e-017  1.063e-017   -16.947   -16.973    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         2.622e-005

		   O2             1.311e-005  1.312e-005    -4.882    -4.882     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -148.159  -148.185    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -148.183  -148.182     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -154.306  -154.409    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.753e-010  3.534e-010    -9.426    -9.452    -0.026     38.91

		   CaHSO4+        3.473e-012  3.270e-012   -11.459   -11.485    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -67.884   -67.910    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.981e-003  1.981e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.242e-006  1.121e-006      2.00

				CaCO3            1.862e-006  9.312e-007      2.00

				H+              -7.250e-008  7.250e-008     -1.00

				OH-              4.557e-008  4.557e-008      1.00

				CaOH+            1.978e-009  1.978e-009      1.00

				HSO4-           -3.753e-010  3.753e-010     -1.00

				CaHSO4+         -3.473e-012  3.473e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.91     -9.17   -8.26  CaCO3

				Calcite          -0.76     -9.17   -8.41  CaCO3

				CH4(g)         -147.10   -149.80   -2.71  CH4

				CO2(g)           -2.16     -3.43   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.24    -46.30   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -147.32   -155.35   -8.03  H2S

				N2(g)           -16.19    -19.26   -3.07  N2

				NH3(g)          -69.57    -67.44    2.13  NH3

				O2(g)            -2.12     -4.88   -2.77  O2

				Sulfur         -110.22   -104.97    5.25  S

				Vaterite         -1.36     -9.17   -7.80  CaCO3

		Reaction step 95.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 8.1216e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -6.239e-007  9.967e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.370e-003  2.371e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.163      Charge balance

		                                       pe  =  14.440      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.370e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   5

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551400e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.262e-008  6.870e-008    -7.139    -7.163    -0.024      0.00

		   OH-            4.550e-008  4.282e-008    -7.342    -7.368    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -149.760  -149.760     0.000     32.22

		C(4)         2.370e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.728e-004  3.731e-004    -3.429    -3.428     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.119e-006  8.843e-007    -5.951    -6.053    -0.102     -7.40

		   CaCO3          9.296e-007  9.303e-007    -6.032    -6.031     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.296e-007  9.303e-007    -6.032    -6.031     0.000    -14.66

		   CaOH+          1.975e-009  1.860e-009    -8.704    -8.731    -0.026     (0)  

		   CaHSO4+        3.479e-012  3.276e-012   -11.459   -11.485    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.287   -46.287     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -64.807   -64.834    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -67.401   -67.400     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -67.840   -67.867    -0.026     (0)  

		N(0)         1.245e-019

		   N2             6.223e-020  6.227e-020   -19.206   -19.206     0.000     29.29

		N(3)         1.159e-017

		   NO2-           1.159e-017  1.090e-017   -16.936   -16.963    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         2.497e-005

		   O2             1.248e-005  1.249e-005    -4.904    -4.903     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -148.116  -148.142    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -148.139  -148.139     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -154.264  -154.367    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.759e-010  3.540e-010    -9.425    -9.451    -0.026     38.91

		   CaHSO4+        3.479e-012  3.276e-012   -11.459   -11.485    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -67.840   -67.867    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.238e-006  1.119e-006      2.00

				CaCO3            1.859e-006  9.296e-007      2.00

				H+              -7.262e-008  7.262e-008     -1.00

				OH-              4.550e-008  4.550e-008      1.00

				CaOH+            1.975e-009  1.975e-009      1.00

				HSO4-           -3.759e-010  3.759e-010     -1.00

				CaHSO4+         -3.479e-012  3.479e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.91     -9.17   -8.26  CaCO3

				Calcite          -0.76     -9.17   -8.41  CaCO3

				CH4(g)         -147.05   -149.76   -2.71  CH4

				CO2(g)           -2.16     -3.43   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.23    -46.29   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -147.27   -155.31   -8.03  H2S

				N2(g)           -16.14    -19.21   -3.07  N2

				NH3(g)          -69.53    -67.40    2.13  NH3

				O2(g)            -2.14     -4.90   -2.77  O2

				Sulfur         -110.18   -104.93    5.25  S

				Vaterite         -1.36     -9.17   -7.80  CaCO3

		Reaction step 96.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 8.208e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.979e-007  9.967e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.371e-003  2.371e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.162      Charge balance

		                                       pe  =  14.435      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.371e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   5

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551400e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.273e-008  6.881e-008    -7.138    -7.162    -0.024      0.00

		   OH-            4.543e-008  4.275e-008    -7.343    -7.369    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -149.717  -149.716     0.000     32.22

		C(4)         2.371e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.734e-004  3.736e-004    -3.428    -3.428     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.117e-006  8.829e-007    -5.952    -6.054    -0.102     -7.40

		   CaCO3          9.281e-007  9.288e-007    -6.032    -6.032     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.281e-007  9.288e-007    -6.032    -6.032     0.000    -14.66

		   CaOH+          1.972e-009  1.857e-009    -8.705    -8.731    -0.026     (0)  

		   CaHSO4+        3.484e-012  3.281e-012   -11.458   -11.484    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.277   -46.276     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -64.763   -64.790    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -67.357   -67.357     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -67.796   -67.823    -0.026     (0)  

		N(0)         1.411e-019

		   N2             7.057e-020  7.062e-020   -19.151   -19.151     0.000     29.29

		N(3)         1.187e-017

		   NO2-           1.187e-017  1.117e-017   -16.925   -16.952    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         2.377e-005

		   O2             1.189e-005  1.190e-005    -4.925    -4.925     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -148.072  -148.099    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -148.095  -148.095     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -154.221  -154.324    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.765e-010  3.545e-010    -9.424    -9.450    -0.026     38.91

		   CaHSO4+        3.484e-012  3.281e-012   -11.458   -11.484    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -67.796   -67.823    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.234e-006  1.117e-006      2.00

				CaCO3            1.856e-006  9.281e-007      2.00

				H+              -7.273e-008  7.273e-008     -1.00

				OH-              4.543e-008  4.543e-008      1.00

				CaOH+            1.972e-009  1.972e-009      1.00

				HSO4-           -3.765e-010  3.765e-010     -1.00

				CaHSO4+         -3.484e-012  3.484e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.91     -9.17   -8.26  CaCO3

				Calcite          -0.76     -9.17   -8.41  CaCO3

				CH4(g)         -147.01   -149.72   -2.71  CH4

				CO2(g)           -2.16     -3.43   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.22    -46.28   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -147.23   -155.26   -8.03  H2S

				N2(g)           -16.08    -19.15   -3.07  N2

				NH3(g)          -69.49    -67.36    2.13  NH3

				O2(g)            -2.16     -4.92   -2.77  O2

				Sulfur         -110.15   -104.90    5.25  S

				Vaterite         -1.37     -9.17   -7.80  CaCO3

		Reaction step 97.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 8.2944e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.730e-007  9.967e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.372e-003  2.372e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.162      Charge balance

		                                       pe  =  14.430      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.372e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   5

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551400e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.284e-008  6.891e-008    -7.138    -7.162    -0.024      0.00

		   OH-            4.536e-008  4.268e-008    -7.343    -7.370    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -149.673  -149.673     0.000     32.22

		C(4)         2.372e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.739e-004  3.742e-004    -3.427    -3.427     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.115e-006  8.816e-007    -5.953    -6.055    -0.102     -7.40

		   CaCO3          9.267e-007  9.274e-007    -6.033    -6.033     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.267e-007  9.274e-007    -6.033    -6.033     0.000    -14.66

		   CaOH+          1.969e-009  1.854e-009    -8.706    -8.732    -0.026     (0)  

		   CaHSO4+        3.490e-012  3.286e-012   -11.457   -11.483    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.266   -46.266     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -64.718   -64.745    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -67.314   -67.313     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -67.752   -67.778    -0.026     (0)  

		N(0)         1.602e-019

		   N2             8.009e-020  8.015e-020   -19.096   -19.096     0.000     29.29

		N(3)         1.217e-017

		   NO2-           1.217e-017  1.145e-017   -16.915   -16.941    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         2.263e-005

		   O2             1.131e-005  1.132e-005    -4.946    -4.946     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -148.029  -148.055    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -148.051  -148.050     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -154.178  -154.281    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.771e-010  3.551e-010    -9.424    -9.450    -0.026     38.91

		   CaHSO4+        3.490e-012  3.286e-012   -11.457   -11.483    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -67.752   -67.778    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.231e-006  1.115e-006      2.00

				CaCO3            1.853e-006  9.267e-007      2.00

				H+              -7.284e-008  7.284e-008     -1.00

				OH-              4.536e-008  4.536e-008      1.00

				CaOH+            1.969e-009  1.969e-009      1.00

				HSO4-           -3.771e-010  3.771e-010     -1.00

				CaHSO4+         -3.490e-012  3.490e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.91     -9.17   -8.26  CaCO3

				Calcite          -0.76     -9.17   -8.41  CaCO3

				CH4(g)         -146.97   -149.67   -2.71  CH4

				CO2(g)           -2.16     -3.43   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.21    -46.27   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -147.18   -155.22   -8.03  H2S

				N2(g)           -16.03    -19.10   -3.07  N2

				NH3(g)          -69.44    -67.31    2.13  NH3

				O2(g)            -2.18     -4.95   -2.77  O2

				Sulfur         -110.12   -104.87    5.25  S

				Vaterite         -1.37     -9.17   -7.80  CaCO3

		Reaction step 98.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 8.3808e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.489e-007  9.967e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.372e-003  2.372e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.161      Charge balance

		                                       pe  =  14.426      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.372e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   5

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551400e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.295e-008  6.901e-008    -7.137    -7.161    -0.024      0.00

		   OH-            4.529e-008  4.262e-008    -7.344    -7.370    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -149.629  -149.629     0.000     32.22

		C(4)         2.372e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.745e-004  3.748e-004    -3.427    -3.426     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.114e-006  8.803e-007    -5.953    -6.055    -0.102     -7.40

		   CaCO3          9.254e-007  9.261e-007    -6.034    -6.033     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.254e-007  9.261e-007    -6.034    -6.033     0.000    -14.66

		   CaOH+          1.966e-009  1.851e-009    -8.706    -8.733    -0.026     (0)  

		   CaHSO4+        3.495e-012  3.291e-012   -11.457   -11.483    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.255   -46.255     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -64.674   -64.701    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -67.270   -67.269     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -67.708   -67.734    -0.026     (0)  

		N(0)         1.819e-019

		   N2             9.096e-020  9.103e-020   -19.041   -19.041     0.000     29.29

		N(3)         1.248e-017

		   NO2-           1.248e-017  1.174e-017   -16.904   -16.930    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         2.153e-005

		   O2             1.077e-005  1.077e-005    -4.968    -4.968     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -147.985  -148.011    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -148.006  -148.006     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -154.135  -154.238    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.776e-010  3.556e-010    -9.423    -9.449    -0.026     38.91

		   CaHSO4+        3.495e-012  3.291e-012   -11.457   -11.483    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -67.708   -67.734    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.228e-006  1.114e-006      2.00

				CaCO3            1.851e-006  9.254e-007      2.00

				H+              -7.295e-008  7.295e-008     -1.00

				OH-              4.529e-008  4.529e-008      1.00

				CaOH+            1.966e-009  1.966e-009      1.00

				HSO4-           -3.776e-010  3.776e-010     -1.00

				CaHSO4+         -3.495e-012  3.495e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.91     -9.17   -8.26  CaCO3

				Calcite          -0.76     -9.17   -8.41  CaCO3

				CH4(g)         -146.92   -149.63   -2.71  CH4

				CO2(g)           -2.16     -3.43   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.20    -46.25   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -147.14   -155.17   -8.03  H2S

				N2(g)           -15.97    -19.04   -3.07  N2

				NH3(g)          -69.40    -67.27    2.13  NH3

				O2(g)            -2.20     -4.97   -2.77  O2

				Sulfur         -110.08   -104.83    5.25  S

				Vaterite         -1.37     -9.17   -7.80  CaCO3

		Reaction step 99.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 8.4672e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.258e-007  9.967e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.373e-003  2.373e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.160      Charge balance

		                                       pe  =  14.421      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.373e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   5

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551400e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.305e-008  6.911e-008    -7.136    -7.160    -0.024      0.00

		   OH-            4.523e-008  4.256e-008    -7.345    -7.371    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -149.585  -149.585     0.000     32.22

		C(4)         2.373e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.750e-004  3.753e-004    -3.426    -3.426     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.112e-006  8.791e-007    -5.954    -6.056    -0.102     -7.40

		   CaCO3          9.241e-007  9.248e-007    -6.034    -6.034     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.241e-007  9.248e-007    -6.034    -6.034     0.000    -14.66

		   CaOH+          1.963e-009  1.848e-009    -8.707    -8.733    -0.026     (0)  

		   CaHSO4+        3.500e-012  3.295e-012   -11.456   -11.482    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.244   -46.244     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -64.629   -64.656    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -67.226   -67.225     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -67.663   -67.689    -0.026     (0)  

		N(0)         2.068e-019

		   N2             1.034e-019  1.035e-019   -18.986   -18.985     0.000     29.29

		N(3)         1.279e-017

		   NO2-           1.279e-017  1.203e-017   -16.893   -16.920    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         2.048e-005

		   O2             1.024e-005  1.025e-005    -4.990    -4.989     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -147.941  -147.967    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -147.962  -147.961     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -154.092  -154.195    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.781e-010  3.561e-010    -9.422    -9.448    -0.026     38.91

		   CaHSO4+        3.500e-012  3.295e-012   -11.456   -11.482    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -67.663   -67.689    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.225e-006  1.112e-006      2.00

				CaCO3            1.848e-006  9.241e-007      2.00

				H+              -7.305e-008  7.305e-008     -1.00

				OH-              4.523e-008  4.523e-008      1.00

				CaOH+            1.963e-009  1.963e-009      1.00

				HSO4-           -3.781e-010  3.781e-010     -1.00

				CaHSO4+         -3.500e-012  3.500e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.91     -9.17   -8.26  CaCO3

				Calcite          -0.76     -9.17   -8.41  CaCO3

				CH4(g)         -146.88   -149.58   -2.71  CH4

				CO2(g)           -2.16     -3.43   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.19    -46.24   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -147.09   -155.13   -8.03  H2S

				N2(g)           -15.92    -18.99   -3.07  N2

				NH3(g)          -69.35    -67.23    2.13  NH3

				O2(g)            -2.22     -4.99   -2.77  O2

				Sulfur         -110.05   -104.80    5.25  S

				Vaterite         -1.37     -9.17   -7.80  CaCO3

		Reaction step 100.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 8.5536e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.036e-007  9.967e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.373e-003  2.373e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.160      Charge balance

		                                       pe  =  14.416      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.373e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   5

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551400e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.315e-008  6.920e-008    -7.136    -7.160    -0.024      0.00

		   OH-            4.517e-008  4.251e-008    -7.345    -7.372    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -149.541  -149.540     0.000     32.22

		C(4)         2.373e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.755e-004  3.758e-004    -3.425    -3.425     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.111e-006  8.779e-007    -5.954    -6.057    -0.102     -7.40

		   CaCO3          9.229e-007  9.236e-007    -6.035    -6.035     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.229e-007  9.236e-007    -6.035    -6.035     0.000    -14.66

		   CaOH+          1.960e-009  1.846e-009    -8.708    -8.734    -0.026     (0)  

		   CaHSO4+        3.504e-012  3.300e-012   -11.455   -11.482    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.233   -46.233     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -64.584   -64.611    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -67.181   -67.181     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -67.618   -67.644    -0.026     (0)  

		N(0)         2.352e-019

		   N2             1.176e-019  1.177e-019   -18.930   -18.929     0.000     29.29

		N(3)         1.312e-017

		   NO2-           1.312e-017  1.234e-017   -16.882   -16.909    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.947e-005

		   O2             9.736e-006  9.743e-006    -5.012    -5.011     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -147.896  -147.923    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -147.917  -147.916     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -154.048  -154.151    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.786e-010  3.565e-010    -9.422    -9.448    -0.026     38.91

		   CaHSO4+        3.504e-012  3.300e-012   -11.455   -11.482    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -67.618   -67.644    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.222e-006  1.111e-006      2.00

				CaCO3            1.846e-006  9.229e-007      2.00

				H+              -7.315e-008  7.315e-008     -1.00

				OH-              4.517e-008  4.517e-008      1.00

				CaOH+            1.960e-009  1.960e-009      1.00

				HSO4-           -3.786e-010  3.786e-010     -1.00

				CaHSO4+         -3.504e-012  3.504e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.91     -9.17   -8.26  CaCO3

				Calcite          -0.76     -9.17   -8.41  CaCO3

				CH4(g)         -146.83   -149.54   -2.71  CH4

				CO2(g)           -2.16     -3.43   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.18    -46.23   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -147.05   -155.08   -8.03  H2S

				N2(g)           -15.86    -18.93   -3.07  N2

				NH3(g)          -69.31    -67.18    2.13  NH3

				O2(g)            -2.25     -5.01   -2.77  O2

				Sulfur         -110.02   -104.76    5.25  S

				Vaterite         -1.37     -9.17   -7.80  CaCO3

		Reaction step 101.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 8.64e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -4.823e-007  9.967e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.374e-003  2.374e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.159      Charge balance

		                                       pe  =  14.411      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.374e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   5

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551400e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.324e-008  6.929e-008    -7.135    -7.159    -0.024      0.00

		   OH-            4.511e-008  4.245e-008    -7.346    -7.372    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -149.496  -149.496     0.000     32.22

		C(4)         2.374e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.760e-004  3.763e-004    -3.425    -3.425     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.109e-006  8.768e-007    -5.955    -6.057    -0.102     -7.40

		   CaCO3          9.217e-007  9.224e-007    -6.035    -6.035     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.217e-007  9.224e-007    -6.035    -6.035     0.000    -14.66

		   CaOH+          1.958e-009  1.844e-009    -8.708    -8.734    -0.026     (0)  

		   CaHSO4+        3.509e-012  3.304e-012   -11.455   -11.481    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.222   -46.222     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -64.539   -64.566    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -67.137   -67.136     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -67.573   -67.599    -0.026     (0)  

		N(0)         2.677e-019

		   N2             1.338e-019  1.339e-019   -18.873   -18.873     0.000     29.29

		N(3)         1.346e-017

		   NO2-           1.346e-017  1.266e-017   -16.871   -16.898    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.851e-005

		   O2             9.253e-006  9.260e-006    -5.034    -5.033     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -147.852  -147.878    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -147.871  -147.871     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -154.004  -154.107    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.791e-010  3.570e-010    -9.421    -9.447    -0.026     38.91

		   CaHSO4+        3.509e-012  3.304e-012   -11.455   -11.481    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -67.573   -67.599    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.219e-006  1.109e-006      2.00

				CaCO3            1.843e-006  9.217e-007      2.00

				H+              -7.324e-008  7.324e-008     -1.00

				OH-              4.511e-008  4.511e-008      1.00

				CaOH+            1.958e-009  1.958e-009      1.00

				HSO4-           -3.791e-010  3.791e-010     -1.00

				CaHSO4+         -3.509e-012  3.509e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.17   -8.26  CaCO3

				Calcite          -0.76     -9.17   -8.41  CaCO3

				CH4(g)         -146.79   -149.50   -2.71  CH4

				CO2(g)           -2.16     -3.42   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.17    -46.22   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -147.00   -155.04   -8.03  H2S

				N2(g)           -15.80    -18.87   -3.07  N2

				NH3(g)          -69.26    -67.14    2.13  NH3

				O2(g)            -2.27     -5.03   -2.77  O2

				Sulfur         -109.98   -104.73    5.25  S

				Vaterite         -1.37     -9.17   -7.80  CaCO3

		Reaction step 102.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 8.7264e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -4.618e-007  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.374e-003  2.374e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.159      Charge balance

		                                       pe  =  14.406      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.374e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   5

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551400e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.333e-008  6.937e-008    -7.135    -7.159    -0.024      0.00

		   OH-            4.506e-008  4.240e-008    -7.346    -7.373    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -149.451  -149.451     0.000     32.22

		C(4)         2.374e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.765e-004  3.767e-004    -3.424    -3.424     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.108e-006  8.758e-007    -5.955    -6.058    -0.102     -7.40

		   CaCO3          9.206e-007  9.213e-007    -6.036    -6.036     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.206e-007  9.213e-007    -6.036    -6.036     0.000    -14.66

		   CaOH+          1.956e-009  1.841e-009    -8.709    -8.735    -0.026     (0)  

		   CaHSO4+        3.513e-012  3.308e-012   -11.454   -11.480    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.211   -46.211     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -64.494   -64.520    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -67.092   -67.091     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -67.527   -67.553    -0.026     (0)  

		N(0)         3.050e-019

		   N2             1.525e-019  1.526e-019   -18.817   -18.816     0.000     29.29

		N(3)         1.381e-017

		   NO2-           1.381e-017  1.299e-017   -16.860   -16.887    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.758e-005

		   O2             8.792e-006  8.798e-006    -5.056    -5.056     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -147.807  -147.833    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -147.826  -147.826     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -153.959  -154.062    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.796e-010  3.574e-010    -9.421    -9.447    -0.026     38.91

		   CaHSO4+        3.513e-012  3.308e-012   -11.454   -11.480    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -67.527   -67.553    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.216e-006  1.108e-006      2.00

				CaCO3            1.841e-006  9.206e-007      2.00

				H+              -7.333e-008  7.333e-008     -1.00

				OH-              4.506e-008  4.506e-008      1.00

				CaOH+            1.956e-009  1.956e-009      1.00

				HSO4-           -3.796e-010  3.796e-010     -1.00

				CaHSO4+         -3.513e-012  3.513e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.17   -8.26  CaCO3

				Calcite          -0.76     -9.17   -8.41  CaCO3

				CH4(g)         -146.74   -149.45   -2.71  CH4

				CO2(g)           -2.16     -3.42   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.16    -46.21   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -146.96   -154.99   -8.03  H2S

				N2(g)           -15.75    -18.82   -3.07  N2

				NH3(g)          -69.22    -67.09    2.13  NH3

				O2(g)            -2.29     -5.06   -2.77  O2

				Sulfur         -109.95   -104.70    5.25  S

				Vaterite         -1.37     -9.17   -7.80  CaCO3

		Reaction step 103.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 8.8128e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -4.422e-007  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.375e-003  2.375e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.158      Charge balance

		                                       pe  =  14.401      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.375e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   4

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551400e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.342e-008  6.946e-008    -7.134    -7.158    -0.024      0.00

		   OH-            4.500e-008  4.235e-008    -7.347    -7.373    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -149.406  -149.405     0.000     32.22

		C(4)         2.375e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.769e-004  3.772e-004    -3.424    -3.423     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.107e-006  8.747e-007    -5.956    -6.058    -0.102     -7.40

		   CaCO3          9.195e-007  9.202e-007    -6.036    -6.036     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.195e-007  9.202e-007    -6.036    -6.036     0.000    -14.66

		   CaOH+          1.953e-009  1.839e-009    -8.709    -8.735    -0.026     (0)  

		   CaHSO4+        3.517e-012  3.312e-012   -11.454   -11.480    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.200   -46.200     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -64.448   -64.475    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -67.046   -67.046     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -67.481   -67.508    -0.026     (0)  

		N(0)         3.478e-019

		   N2             1.739e-019  1.740e-019   -18.760   -18.759     0.000     29.29

		N(3)         1.417e-017

		   NO2-           1.417e-017  1.333e-017   -16.849   -16.875    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.670e-005

		   O2             8.349e-006  8.356e-006    -5.078    -5.078     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -147.761  -147.788    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -147.780  -147.780     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -153.914  -154.017    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.800e-010  3.578e-010    -9.420    -9.446    -0.026     38.91

		   CaHSO4+        3.517e-012  3.312e-012   -11.454   -11.480    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -67.481   -67.508    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.214e-006  1.107e-006      2.00

				CaCO3            1.839e-006  9.195e-007      2.00

				H+              -7.342e-008  7.342e-008     -1.00

				OH-              4.500e-008  4.500e-008      1.00

				CaOH+            1.953e-009  1.953e-009      1.00

				HSO4-           -3.800e-010  3.800e-010     -1.00

				CaHSO4+         -3.517e-012  3.517e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.17   -8.26  CaCO3

				Calcite          -0.76     -9.17   -8.41  CaCO3

				CH4(g)         -146.70   -149.41   -2.71  CH4

				CO2(g)           -2.16     -3.42   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.14    -46.20   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -146.91   -154.95   -8.03  H2S

				N2(g)           -15.69    -18.76   -3.07  N2

				NH3(g)          -69.17    -67.05    2.13  NH3

				O2(g)            -2.31     -5.08   -2.77  O2

				Sulfur         -109.91   -104.66    5.25  S

				Vaterite         -1.37     -9.17   -7.80  CaCO3

		Reaction step 104.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 8.8992e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -4.233e-007  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.375e-003  2.375e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.158      Charge balance

		                                       pe  =  14.396      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.375e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   4

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551400e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.350e-008  6.953e-008    -7.134    -7.158    -0.024      0.00

		   OH-            4.495e-008  4.230e-008    -7.347    -7.374    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -149.360  -149.360     0.000     32.22

		C(4)         2.375e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.773e-004  3.776e-004    -3.423    -3.423     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.106e-006  8.738e-007    -5.956    -6.059    -0.102     -7.40

		   CaCO3          9.185e-007  9.192e-007    -6.037    -6.037     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.185e-007  9.192e-007    -6.037    -6.037     0.000    -14.66

		   CaOH+          1.951e-009  1.837e-009    -8.710    -8.736    -0.026     (0)  

		   CaHSO4+        3.521e-012  3.316e-012   -11.453   -11.479    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.189   -46.188     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -64.402   -64.428    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -67.001   -67.000     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -67.435   -67.461    -0.026     (0)  

		N(0)         3.970e-019

		   N2             1.985e-019  1.986e-019   -18.702   -18.702     0.000     29.29

		N(3)         1.454e-017

		   NO2-           1.454e-017  1.368e-017   -16.837   -16.864    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.585e-005

		   O2             7.926e-006  7.932e-006    -5.101    -5.101     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -147.716  -147.742    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -147.734  -147.734     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -153.869  -153.972    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.804e-010  3.582e-010    -9.420    -9.446    -0.026     38.91

		   CaHSO4+        3.521e-012  3.316e-012   -11.453   -11.479    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -67.435   -67.461    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.211e-006  1.106e-006      2.00

				CaCO3            1.837e-006  9.185e-007      2.00

				H+              -7.350e-008  7.350e-008     -1.00

				OH-              4.495e-008  4.495e-008      1.00

				CaOH+            1.951e-009  1.951e-009      1.00

				HSO4-           -3.804e-010  3.804e-010     -1.00

				CaHSO4+         -3.521e-012  3.521e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.17   -8.26  CaCO3

				Calcite          -0.76     -9.17   -8.41  CaCO3

				CH4(g)         -146.65   -149.36   -2.71  CH4

				CO2(g)           -2.16     -3.42   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.13    -46.19   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -146.87   -154.90   -8.03  H2S

				N2(g)           -15.63    -18.70   -3.07  N2

				NH3(g)          -69.13    -67.00    2.13  NH3

				O2(g)            -2.33     -5.10   -2.77  O2

				Sulfur         -109.88   -104.63    5.25  S

				Vaterite         -1.37     -9.17   -7.80  CaCO3

		Reaction step 105.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 8.9856e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -4.051e-007  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.375e-003  2.375e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.157      Charge balance

		                                       pe  =  14.390      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.375e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   4

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551400e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.358e-008  6.961e-008    -7.133    -7.157    -0.024      0.00

		   OH-            4.490e-008  4.226e-008    -7.348    -7.374    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -149.314  -149.314     0.000     32.22

		C(4)         2.375e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.777e-004  3.780e-004    -3.423    -3.423     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.104e-006  8.728e-007    -5.957    -6.059    -0.102     -7.40

		   CaCO3          9.175e-007  9.182e-007    -6.037    -6.037     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.175e-007  9.182e-007    -6.037    -6.037     0.000    -14.66

		   CaOH+          1.949e-009  1.835e-009    -8.710    -8.736    -0.026     (0)  

		   CaHSO4+        3.525e-012  3.319e-012   -11.453   -11.479    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.177   -46.177     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -64.355   -64.382    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -66.955   -66.954     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -67.389   -67.415    -0.026     (0)  

		N(0)         4.536e-019

		   N2             2.268e-019  2.270e-019   -18.644   -18.644     0.000     29.29

		N(3)         1.493e-017

		   NO2-           1.493e-017  1.404e-017   -16.826   -16.853    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.504e-005

		   O2             7.521e-006  7.527e-006    -5.124    -5.123     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -147.670  -147.696    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -147.687  -147.687     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -153.824  -153.927    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.808e-010  3.586e-010    -9.419    -9.445    -0.026     38.91

		   CaHSO4+        3.525e-012  3.319e-012   -11.453   -11.479    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -67.389   -67.415    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.209e-006  1.104e-006      2.00

				CaCO3            1.835e-006  9.175e-007      2.00

				H+              -7.358e-008  7.358e-008     -1.00

				OH-              4.490e-008  4.490e-008      1.00

				CaOH+            1.949e-009  1.949e-009      1.00

				HSO4-           -3.808e-010  3.808e-010     -1.00

				CaHSO4+         -3.525e-012  3.525e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.17   -8.26  CaCO3

				Calcite          -0.76     -9.17   -8.41  CaCO3

				CH4(g)         -146.61   -149.31   -2.71  CH4

				CO2(g)           -2.16     -3.42   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.12    -46.18   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -146.82   -154.85   -8.03  H2S

				N2(g)           -15.57    -18.64   -3.07  N2

				NH3(g)          -69.08    -66.95    2.13  NH3

				O2(g)            -2.36     -5.12   -2.77  O2

				Sulfur         -109.84   -104.59    5.25  S

				Vaterite         -1.37     -9.17   -7.80  CaCO3

		Reaction step 106.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 9.072e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -3.877e-007  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.376e-003  2.376e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.157      Charge balance

		                                       pe  =  14.385      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.376e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   4

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.365e-008  6.968e-008    -7.133    -7.157    -0.024      0.00

		   OH-            4.486e-008  4.222e-008    -7.348    -7.375    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -149.268  -149.267     0.000     32.22

		C(4)         2.376e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.781e-004  3.784e-004    -3.422    -3.422     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.103e-006  8.719e-007    -5.957    -6.060    -0.102     -7.40

		   CaCO3          9.166e-007  9.173e-007    -6.038    -6.038     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.166e-007  9.173e-007    -6.038    -6.038     0.000    -14.66

		   CaOH+          1.947e-009  1.833e-009    -8.711    -8.737    -0.026     (0)  

		   CaHSO4+        3.528e-012  3.323e-012   -11.452   -11.479    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.166   -46.165     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -64.308   -64.335    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -66.908   -66.908     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -67.342   -67.368    -0.026     (0)  

		N(0)         5.188e-019

		   N2             2.594e-019  2.596e-019   -18.586   -18.586     0.000     29.29

		N(3)         1.533e-017

		   NO2-           1.533e-017  1.442e-017   -16.815   -16.841    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.427e-005

		   O2             7.133e-006  7.139e-006    -5.147    -5.146     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -147.623  -147.650    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -147.641  -147.640     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -153.778  -153.881    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.812e-010  3.590e-010    -9.419    -9.445    -0.026     38.91

		   CaHSO4+        3.528e-012  3.323e-012   -11.452   -11.479    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -67.342   -67.368    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.206e-006  1.103e-006      2.00

				CaCO3            1.833e-006  9.166e-007      2.00

				H+              -7.365e-008  7.365e-008     -1.00

				OH-              4.486e-008  4.486e-008      1.00

				CaOH+            1.947e-009  1.947e-009      1.00

				HSO4-           -3.812e-010  3.812e-010     -1.00

				CaHSO4+         -3.528e-012  3.528e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.17   -8.26  CaCO3

				Calcite          -0.76     -9.17   -8.41  CaCO3

				CH4(g)         -146.56   -149.27   -2.71  CH4

				CO2(g)           -2.15     -3.42   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.11    -46.17   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -146.77   -154.81   -8.03  H2S

				N2(g)           -15.52    -18.59   -3.07  N2

				NH3(g)          -69.04    -66.91    2.13  NH3

				O2(g)            -2.38     -5.15   -2.77  O2

				Sulfur         -109.81   -104.56    5.25  S

				Vaterite         -1.37     -9.17   -7.80  CaCO3

		Reaction step 107.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 9.1584e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -3.710e-007  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.376e-003  2.376e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.156      Charge balance

		                                       pe  =  14.380      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.376e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   4

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.372e-008  6.975e-008    -7.132    -7.156    -0.024      0.00

		   OH-            4.482e-008  4.217e-008    -7.349    -7.375    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -149.221  -149.220     0.000     32.22

		C(4)         2.376e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.785e-004  3.787e-004    -3.422    -3.422     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.102e-006  8.711e-007    -5.958    -6.060    -0.102     -7.40

		   CaCO3          9.157e-007  9.164e-007    -6.038    -6.038     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.157e-007  9.164e-007    -6.038    -6.038     0.000    -14.66

		   CaOH+          1.945e-009  1.832e-009    -8.711    -8.737    -0.026     (0)  

		   CaHSO4+        3.532e-012  3.326e-012   -11.452   -11.478    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.154   -46.154     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -64.261   -64.288    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -66.861   -66.861     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -67.295   -67.321    -0.026     (0)  

		N(0)         5.941e-019

		   N2             2.970e-019  2.973e-019   -18.527   -18.527     0.000     29.29

		N(3)         1.574e-017

		   NO2-           1.574e-017  1.481e-017   -16.803   -16.830    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.352e-005

		   O2             6.762e-006  6.767e-006    -5.170    -5.170     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -147.576  -147.603    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -147.593  -147.593     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -153.731  -153.834    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.816e-010  3.593e-010    -9.418    -9.444    -0.026     38.91

		   CaHSO4+        3.532e-012  3.326e-012   -11.452   -11.478    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -67.295   -67.321    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.204e-006  1.102e-006      2.00

				CaCO3            1.831e-006  9.157e-007      2.00

				H+              -7.372e-008  7.372e-008     -1.00

				OH-              4.482e-008  4.482e-008      1.00

				CaOH+            1.945e-009  1.945e-009      1.00

				HSO4-           -3.816e-010  3.816e-010     -1.00

				CaHSO4+         -3.532e-012  3.532e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.17   -8.26  CaCO3

				Calcite          -0.76     -9.17   -8.41  CaCO3

				CH4(g)         -146.51   -149.22   -2.71  CH4

				CO2(g)           -2.15     -3.42   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.10    -46.15   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -146.73   -154.76   -8.03  H2S

				N2(g)           -15.46    -18.53   -3.07  N2

				NH3(g)          -68.99    -66.86    2.13  NH3

				O2(g)            -2.40     -5.17   -2.77  O2

				Sulfur         -109.77   -104.52    5.25  S

				Vaterite         -1.37     -9.17   -7.80  CaCO3

		Reaction step 108.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 9.2448e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -3.550e-007  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.377e-003  2.377e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.156      Charge balance

		                                       pe  =  14.374      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.377e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   4

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.379e-008  6.981e-008    -7.132    -7.156    -0.024      0.00

		   OH-            4.477e-008  4.213e-008    -7.349    -7.375    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -149.174  -149.173     0.000     32.22

		C(4)         2.377e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.788e-004  3.791e-004    -3.422    -3.421     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.101e-006  8.703e-007    -5.958    -6.060    -0.102     -7.40

		   CaCO3          9.149e-007  9.155e-007    -6.039    -6.038     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.149e-007  9.155e-007    -6.039    -6.038     0.000    -14.66

		   CaOH+          1.943e-009  1.830e-009    -8.711    -8.738    -0.026     (0)  

		   CaHSO4+        3.535e-012  3.329e-012   -11.452   -11.478    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.143   -46.142     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -64.213   -64.240    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -66.814   -66.814     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -67.247   -67.273    -0.026     (0)  

		N(0)         6.811e-019

		   N2             3.405e-019  3.408e-019   -18.468   -18.468     0.000     29.29

		N(3)         1.617e-017

		   NO2-           1.617e-017  1.521e-017   -16.791   -16.818    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.281e-005

		   O2             6.407e-006  6.412e-006    -5.193    -5.193     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -147.529  -147.556    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -147.546  -147.545     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -153.685  -153.787    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.820e-010  3.597e-010    -9.418    -9.444    -0.026     38.91

		   CaHSO4+        3.535e-012  3.329e-012   -11.452   -11.478    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -67.247   -67.273    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.202e-006  1.101e-006      2.00

				CaCO3            1.830e-006  9.149e-007      2.00

				H+              -7.379e-008  7.379e-008     -1.00

				OH-              4.477e-008  4.477e-008      1.00

				CaOH+            1.943e-009  1.943e-009      1.00

				HSO4-           -3.820e-010  3.820e-010     -1.00

				CaHSO4+         -3.535e-012  3.535e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.17   -8.26  CaCO3

				Calcite          -0.76     -9.17   -8.41  CaCO3

				CH4(g)         -146.47   -149.17   -2.71  CH4

				CO2(g)           -2.15     -3.42   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.09    -46.14   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -146.68   -154.71   -8.03  H2S

				N2(g)           -15.40    -18.47   -3.07  N2

				NH3(g)          -68.94    -66.81    2.13  NH3

				O2(g)            -2.43     -5.19   -2.77  O2

				Sulfur         -109.74   -104.48    5.25  S

				Vaterite         -1.37     -9.17   -7.80  CaCO3

		Reaction step 109.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 9.3312e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -3.396e-007  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.377e-003  2.377e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.156      Charge balance

		                                       pe  =  14.369      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.377e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   4

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.386e-008  6.987e-008    -7.132    -7.156    -0.024      0.00

		   OH-            4.473e-008  4.210e-008    -7.349    -7.376    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -149.126  -149.126     0.000     32.22

		C(4)         2.377e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.792e-004  3.794e-004    -3.421    -3.421     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.100e-006  8.695e-007    -5.959    -6.061    -0.102     -7.40

		   CaCO3          9.140e-007  9.147e-007    -6.039    -6.039     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.140e-007  9.147e-007    -6.039    -6.039     0.000    -14.66

		   CaOH+          1.942e-009  1.828e-009    -8.712    -8.738    -0.026     (0)  

		   CaHSO4+        3.538e-012  3.332e-012   -11.451   -11.477    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.131   -46.130     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -64.165   -64.192    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -66.766   -66.766     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -67.199   -67.225    -0.026     (0)  

		N(0)         7.818e-019

		   N2             3.909e-019  3.912e-019   -18.408   -18.408     0.000     29.29

		N(3)         1.662e-017

		   NO2-           1.662e-017  1.563e-017   -16.779   -16.806    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.214e-005

		   O2             6.068e-006  6.072e-006    -5.217    -5.217     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -147.482  -147.508    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -147.498  -147.497     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -153.637  -153.740    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.823e-010  3.600e-010    -9.418    -9.444    -0.026     38.91

		   CaHSO4+        3.538e-012  3.332e-012   -11.451   -11.477    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -67.199   -67.225    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.200e-006  1.100e-006      2.00

				CaCO3            1.828e-006  9.140e-007      2.00

				H+              -7.386e-008  7.386e-008     -1.00

				OH-              4.473e-008  4.473e-008      1.00

				CaOH+            1.942e-009  1.942e-009      1.00

				HSO4-           -3.823e-010  3.823e-010     -1.00

				CaHSO4+         -3.538e-012  3.538e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.17   -8.26  CaCO3

				Calcite          -0.76     -9.17   -8.41  CaCO3

				CH4(g)         -146.42   -149.13   -2.71  CH4

				CO2(g)           -2.15     -3.42   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.08    -46.13   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -146.63   -154.66   -8.03  H2S

				N2(g)           -15.34    -18.41   -3.07  N2

				NH3(g)          -68.89    -66.77    2.13  NH3

				O2(g)            -2.45     -5.22   -2.77  O2

				Sulfur         -109.70   -104.45    5.25  S

				Vaterite         -1.37     -9.17   -7.80  CaCO3

		Reaction step 110.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 9.4176e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -3.248e-007  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.377e-003  2.377e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.155      Charge balance

		                                       pe  =  14.363      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.377e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   4

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.392e-008  6.993e-008    -7.131    -7.155    -0.024      0.00

		   OH-            4.470e-008  4.206e-008    -7.350    -7.376    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -149.078  -149.077     0.000     32.22

		C(4)         2.377e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.795e-004  3.798e-004    -3.421    -3.420     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.099e-006  8.688e-007    -5.959    -6.061    -0.102     -7.40

		   CaCO3          9.133e-007  9.139e-007    -6.039    -6.039     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.133e-007  9.139e-007    -6.039    -6.039     0.000    -14.66

		   CaOH+          1.940e-009  1.827e-009    -8.712    -8.738    -0.026     (0)  

		   CaHSO4+        3.541e-012  3.335e-012   -11.451   -11.477    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.119   -46.118     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -64.117   -64.144    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -66.718   -66.718     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -67.150   -67.177    -0.026     (0)  

		N(0)         8.986e-019

		   N2             4.493e-019  4.496e-019   -18.347   -18.347     0.000     29.29

		N(3)         1.708e-017

		   NO2-           1.708e-017  1.607e-017   -16.767   -16.794    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.149e-005

		   O2             5.743e-006  5.747e-006    -5.241    -5.241     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -147.433  -147.460    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -147.449  -147.449     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -153.589  -153.692    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.826e-010  3.603e-010    -9.417    -9.443    -0.026     38.91

		   CaHSO4+        3.541e-012  3.335e-012   -11.451   -11.477    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -67.150   -67.177    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.198e-006  1.099e-006      2.00

				CaCO3            1.827e-006  9.133e-007      2.00

				H+              -7.392e-008  7.392e-008     -1.00

				OH-              4.470e-008  4.470e-008      1.00

				CaOH+            1.940e-009  1.940e-009      1.00

				HSO4-           -3.826e-010  3.826e-010     -1.00

				CaHSO4+         -3.541e-012  3.541e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.17   -8.26  CaCO3

				Calcite          -0.76     -9.17   -8.41  CaCO3

				CH4(g)         -146.37   -149.08   -2.71  CH4

				CO2(g)           -2.15     -3.42   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.06    -46.12   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -146.58   -154.62   -8.03  H2S

				N2(g)           -15.28    -18.35   -3.07  N2

				NH3(g)          -68.85    -66.72    2.13  NH3

				O2(g)            -2.47     -5.24   -2.77  O2

				Sulfur         -109.66   -104.41    5.25  S

				Vaterite         -1.37     -9.17   -7.80  CaCO3

		Reaction step 111.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 9.504e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -3.107e-007  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.378e-003  2.378e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.155      Charge balance

		                                       pe  =  14.357      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.378e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   4

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.398e-008  6.999e-008    -7.131    -7.155    -0.024      0.00

		   OH-            4.466e-008  4.203e-008    -7.350    -7.376    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -149.029  -149.029     0.000     32.22

		C(4)         2.378e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.798e-004  3.801e-004    -3.420    -3.420     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.098e-006  8.681e-007    -5.959    -6.061    -0.102     -7.40

		   CaCO3          9.125e-007  9.132e-007    -6.040    -6.039     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.125e-007  9.132e-007    -6.040    -6.039     0.000    -14.66

		   CaOH+          1.938e-009  1.825e-009    -8.713    -8.739    -0.026     (0)  

		   CaHSO4+        3.544e-012  3.337e-012   -11.450   -11.477    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.107   -46.106     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -64.068   -64.095    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -66.670   -66.669     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -67.101   -67.128    -0.026     (0)  

		N(0)         1.034e-018

		   N2             5.172e-019  5.175e-019   -18.286   -18.286     0.000     29.29

		N(3)         1.756e-017

		   NO2-           1.756e-017  1.652e-017   -16.755   -16.782    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.086e-005

		   O2             5.432e-006  5.436e-006    -5.265    -5.265     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -147.385  -147.411    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -147.400  -147.400     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -153.541  -153.644    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.829e-010  3.606e-010    -9.417    -9.443    -0.026     38.91

		   CaHSO4+        3.544e-012  3.337e-012   -11.450   -11.477    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -67.101   -67.128    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.197e-006  1.098e-006      2.00

				CaCO3            1.825e-006  9.125e-007      2.00

				H+              -7.398e-008  7.398e-008     -1.00

				OH-              4.466e-008  4.466e-008      1.00

				CaOH+            1.938e-009  1.938e-009      1.00

				HSO4-           -3.829e-010  3.829e-010     -1.00

				CaHSO4+         -3.544e-012  3.544e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.76     -9.18   -8.41  CaCO3

				CH4(g)         -146.32   -149.03   -2.71  CH4

				CO2(g)           -2.15     -3.42   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.05    -46.11   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -146.53   -154.57   -8.03  H2S

				N2(g)           -15.22    -18.29   -3.07  N2

				NH3(g)          -68.80    -66.67    2.13  NH3

				O2(g)            -2.50     -5.26   -2.77  O2

				Sulfur         -109.63   -104.38    5.25  S

				Vaterite         -1.37     -9.18   -7.80  CaCO3

		Reaction step 112.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 9.5904e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -2.972e-007  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.378e-003  2.378e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.155      Charge balance

		                                       pe  =  14.352      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.378e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   4

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.404e-008  7.004e-008    -7.131    -7.155    -0.024      0.00

		   OH-            4.462e-008  4.199e-008    -7.350    -7.377    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -148.980  -148.979     0.000     32.22

		C(4)         2.378e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.801e-004  3.804e-004    -3.420    -3.420     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.097e-006  8.674e-007    -5.960    -6.062    -0.102     -7.40

		   CaCO3          9.118e-007  9.125e-007    -6.040    -6.040     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.118e-007  9.125e-007    -6.040    -6.040     0.000    -14.66

		   CaOH+          1.937e-009  1.824e-009    -8.713    -8.739    -0.026     (0)  

		   CaHSO4+        3.547e-012  3.340e-012   -11.450   -11.476    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.094   -46.094     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -64.018   -64.045    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -66.620   -66.620     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -67.052   -67.078    -0.026     (0)  

		N(0)         1.192e-018

		   N2             5.962e-019  5.966e-019   -18.225   -18.224     0.000     29.29

		N(3)         1.807e-017

		   NO2-           1.807e-017  1.699e-017   -16.743   -16.770    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.027e-005

		   O2             5.135e-006  5.139e-006    -5.289    -5.289     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -147.336  -147.362    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -147.350  -147.350     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -153.492  -153.595    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.832e-010  3.609e-010    -9.417    -9.443    -0.026     38.91

		   CaHSO4+        3.547e-012  3.340e-012   -11.450   -11.476    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -67.052   -67.078    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.195e-006  1.097e-006      2.00

				CaCO3            1.824e-006  9.118e-007      2.00

				H+              -7.404e-008  7.404e-008     -1.00

				OH-              4.462e-008  4.462e-008      1.00

				CaOH+            1.937e-009  1.937e-009      1.00

				HSO4-           -3.832e-010  3.832e-010     -1.00

				CaHSO4+         -3.547e-012  3.547e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.76     -9.18   -8.41  CaCO3

				CH4(g)         -146.27   -148.98   -2.71  CH4

				CO2(g)           -2.15     -3.42   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.04    -46.09   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -146.48   -154.52   -8.03  H2S

				N2(g)           -15.15    -18.22   -3.07  N2

				NH3(g)          -68.75    -66.62    2.13  NH3

				O2(g)            -2.52     -5.29   -2.77  O2

				Sulfur         -109.59   -104.34    5.25  S

				Vaterite         -1.37     -9.18   -7.80  CaCO3

		Reaction step 113.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 9.6768e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -2.842e-007  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.378e-003  2.378e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.154      Charge balance

		                                       pe  =  14.346      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.378e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   4

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.409e-008  7.010e-008    -7.130    -7.154    -0.024      0.00

		   OH-            4.459e-008  4.196e-008    -7.351    -7.377    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -148.930  -148.930     0.000     32.22

		C(4)         2.378e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.804e-004  3.807e-004    -3.420    -3.419     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.097e-006  8.668e-007    -5.960    -6.062    -0.102     -7.40

		   CaCO3          9.111e-007  9.118e-007    -6.040    -6.040     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.111e-007  9.118e-007    -6.040    -6.040     0.000    -14.66

		   CaOH+          1.935e-009  1.823e-009    -8.713    -8.739    -0.026     (0)  

		   CaHSO4+        3.550e-012  3.342e-012   -11.450   -11.476    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.082   -46.082     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -63.968   -63.995    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -66.571   -66.570     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -67.002   -67.028    -0.026     (0)  

		N(0)         1.377e-018

		   N2             6.884e-019  6.889e-019   -18.162   -18.162     0.000     29.29

		N(3)         1.859e-017

		   NO2-           1.859e-017  1.748e-017   -16.731   -16.757    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         9.702e-006

		   O2             4.851e-006  4.855e-006    -5.314    -5.314     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -147.286  -147.312    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -147.300  -147.300     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -153.443  -153.546    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.835e-010  3.611e-010    -9.416    -9.442    -0.026     38.91

		   CaHSO4+        3.550e-012  3.342e-012   -11.450   -11.476    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -67.002   -67.028    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.193e-006  1.097e-006      2.00

				CaCO3            1.822e-006  9.111e-007      2.00

				H+              -7.409e-008  7.409e-008     -1.00

				OH-              4.459e-008  4.459e-008      1.00

				CaOH+            1.935e-009  1.935e-009      1.00

				HSO4-           -3.835e-010  3.835e-010     -1.00

				CaHSO4+         -3.550e-012  3.550e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -146.22   -148.93   -2.71  CH4

				CO2(g)           -2.15     -3.42   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.03    -46.08   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -146.43   -154.47   -8.03  H2S

				N2(g)           -15.09    -18.16   -3.07  N2

				NH3(g)          -68.70    -66.57    2.13  NH3

				O2(g)            -2.55     -5.31   -2.77  O2

				Sulfur         -109.55   -104.30    5.25  S

				Vaterite         -1.37     -9.18   -7.80  CaCO3

		Reaction step 114.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 9.7632e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -2.717e-007  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.378e-003  2.378e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.154      Charge balance

		                                       pe  =  14.340      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.378e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   4

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.415e-008  7.014e-008    -7.130    -7.154    -0.024      0.00

		   OH-            4.456e-008  4.193e-008    -7.351    -7.377    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -148.880  -148.879     0.000     32.22

		C(4)         2.378e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.806e-004  3.809e-004    -3.419    -3.419     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.096e-006  8.662e-007    -5.960    -6.062    -0.102     -7.40

		   CaCO3          9.105e-007  9.112e-007    -6.041    -6.040     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.105e-007  9.112e-007    -6.041    -6.040     0.000    -14.66

		   CaOH+          1.934e-009  1.821e-009    -8.714    -8.740    -0.026     (0)  

		   CaHSO4+        3.552e-012  3.345e-012   -11.450   -11.476    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.070   -46.069     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -63.917   -63.944    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -66.520   -66.520     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -66.951   -66.977    -0.026     (0)  

		N(0)         1.592e-018

		   N2             7.962e-019  7.968e-019   -18.099   -18.099     0.000     29.29

		N(3)         1.913e-017

		   NO2-           1.913e-017  1.799e-017   -16.718   -16.745    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         9.158e-006

		   O2             4.579e-006  4.583e-006    -5.339    -5.339     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -147.235  -147.262    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -147.250  -147.249     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -153.393  -153.496    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.838e-010  3.614e-010    -9.416    -9.442    -0.026     38.91

		   CaHSO4+        3.552e-012  3.345e-012   -11.450   -11.476    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -66.951   -66.977    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.192e-006  1.096e-006      2.00

				CaCO3            1.821e-006  9.105e-007      2.00

				H+              -7.415e-008  7.415e-008     -1.00

				OH-              4.456e-008  4.456e-008      1.00

				CaOH+            1.934e-009  1.934e-009      1.00

				HSO4-           -3.838e-010  3.838e-010     -1.00

				CaHSO4+         -3.552e-012  3.552e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -146.17   -148.88   -2.71  CH4

				CO2(g)           -2.15     -3.42   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.01    -46.07   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -146.38   -154.42   -8.03  H2S

				N2(g)           -15.03    -18.10   -3.07  N2

				NH3(g)          -68.65    -66.52    2.13  NH3

				O2(g)            -2.57     -5.34   -2.77  O2

				Sulfur         -109.51   -104.26    5.25  S

				Vaterite         -1.37     -9.18   -7.80  CaCO3

		Reaction step 115.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 9.8496e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -2.598e-007  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.379e-003  2.379e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.154      Charge balance

		                                       pe  =  14.334      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.379e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   4

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.420e-008  7.019e-008    -7.130    -7.154    -0.024      0.00

		   OH-            4.453e-008  4.191e-008    -7.351    -7.378    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -148.829  -148.828     0.000     32.22

		C(4)         2.379e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.809e-004  3.812e-004    -3.419    -3.419     0.000     33.63

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.095e-006  8.656e-007    -5.961    -6.063    -0.102     -7.40

		   CaCO3          9.099e-007  9.106e-007    -6.041    -6.041     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.416e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.099e-007  9.106e-007    -6.041    -6.041     0.000    -14.66

		   CaOH+          1.933e-009  1.820e-009    -8.714    -8.740    -0.026     (0)  

		   CaHSO4+        3.554e-012  3.347e-012   -11.449   -11.475    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.057   -46.057     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -63.866   -63.893    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -66.469   -66.469     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -66.900   -66.926    -0.026     (0)  

		N(0)         1.845e-018

		   N2             9.227e-019  9.233e-019   -18.035   -18.035     0.000     29.29

		N(3)         1.970e-017

		   NO2-           1.970e-017  1.853e-017   -16.706   -16.732    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         8.639e-006

		   O2             4.319e-006  4.323e-006    -5.365    -5.364     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -147.184  -147.211    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -147.198  -147.198     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -153.342  -153.445    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.840e-010  3.616e-010    -9.416    -9.442    -0.026     38.91

		   CaHSO4+        3.554e-012  3.347e-012   -11.449   -11.475    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -66.900   -66.926    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.416e-005  1.416e-005      1.00

				CO3-2            2.190e-006  1.095e-006      2.00

				CaCO3            1.820e-006  9.099e-007      2.00

				H+              -7.420e-008  7.420e-008     -1.00

				OH-              4.453e-008  4.453e-008      1.00

				CaOH+            1.933e-009  1.933e-009      1.00

				HSO4-           -3.840e-010  3.840e-010     -1.00

				CaHSO4+         -3.554e-012  3.554e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -146.12   -148.83   -2.71  CH4

				CO2(g)           -2.15     -3.42   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -43.00    -46.06   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -146.33   -154.36   -8.03  H2S

				N2(g)           -14.96    -18.03   -3.07  N2

				NH3(g)          -68.60    -66.47    2.13  NH3

				O2(g)            -2.60     -5.36   -2.77  O2

				Sulfur         -109.47   -104.22    5.25  S

				Vaterite         -1.37     -9.18   -7.80  CaCO3

		Reaction step 116.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 9.936e+006 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -2.484e-007  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.379e-003  2.379e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.153      Charge balance

		                                       pe  =  14.328      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.379e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   4

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.424e-008  7.024e-008    -7.129    -7.153    -0.024      0.00

		   OH-            4.450e-008  4.188e-008    -7.352    -7.378    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -148.777  -148.777     0.000     32.22

		C(4)         2.379e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.811e-004  3.814e-004    -3.419    -3.419     0.000     33.63

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.094e-006  8.650e-007    -5.961    -6.063    -0.102     -7.40

		   CaCO3          9.093e-007  9.100e-007    -6.041    -6.041     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.093e-007  9.100e-007    -6.041    -6.041     0.000    -14.66

		   CaOH+          1.931e-009  1.819e-009    -8.714    -8.740    -0.026     (0)  

		   CaHSO4+        3.557e-012  3.349e-012   -11.449   -11.475    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.044   -46.044     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -63.814   -63.841    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -66.418   -66.417     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -66.848   -66.874    -0.026     (0)  

		N(0)         2.143e-018

		   N2             1.071e-018  1.072e-018   -17.970   -17.970     0.000     29.29

		N(3)         2.029e-017

		   NO2-           2.029e-017  1.908e-017   -16.693   -16.719    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         8.142e-006

		   O2             4.071e-006  4.074e-006    -5.390    -5.390     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -147.133  -147.159    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -147.146  -147.146     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -153.291  -153.393    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.843e-010  3.619e-010    -9.415    -9.441    -0.026     38.91

		   CaHSO4+        3.557e-012  3.349e-012   -11.449   -11.475    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -66.848   -66.874    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.189e-006  1.094e-006      2.00

				CaCO3            1.819e-006  9.093e-007      2.00

				H+              -7.424e-008  7.424e-008     -1.00

				OH-              4.450e-008  4.450e-008      1.00

				CaOH+            1.931e-009  1.931e-009      1.00

				HSO4-           -3.843e-010  3.843e-010     -1.00

				CaHSO4+         -3.557e-012  3.557e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -146.07   -148.78   -2.71  CH4

				CO2(g)           -2.15     -3.42   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -42.99    -46.04   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -146.28   -154.31   -8.03  H2S

				N2(g)           -14.90    -17.97   -3.07  N2

				NH3(g)          -68.55    -66.42    2.13  NH3

				O2(g)            -2.62     -5.39   -2.77  O2

				Sulfur         -109.43   -104.18    5.25  S

				Vaterite         -1.37     -9.18   -7.80  CaCO3

		Reaction step 117.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.00224e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -2.375e-007  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.379e-003  2.379e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.153      Charge balance

		                                       pe  =  14.321      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.379e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   4

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.429e-008  7.028e-008    -7.129    -7.153    -0.024      0.00

		   OH-            4.447e-008  4.185e-008    -7.352    -7.378    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -148.724  -148.724     0.000     32.22

		C(4)         2.379e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.814e-004  3.817e-004    -3.419    -3.418     0.000     33.63

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.094e-006  8.645e-007    -5.961    -6.063    -0.102     -7.40

		   CaCO3          9.087e-007  9.094e-007    -6.042    -6.041     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.087e-007  9.094e-007    -6.042    -6.041     0.000    -14.66

		   CaOH+          1.930e-009  1.818e-009    -8.714    -8.740    -0.026     (0)  

		   CaHSO4+        3.559e-012  3.351e-012   -11.449   -11.475    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.031   -46.031     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -63.761   -63.788    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -66.365   -66.365     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -66.795   -66.821    -0.026     (0)  

		N(0)         2.493e-018

		   N2             1.247e-018  1.247e-018   -17.904   -17.904     0.000     29.29

		N(3)         2.091e-017

		   NO2-           2.091e-017  1.967e-017   -16.680   -16.706    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         7.667e-006

		   O2             3.833e-006  3.836e-006    -5.416    -5.416     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -147.080  -147.107    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -147.094  -147.093     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -153.238  -153.341    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.845e-010  3.621e-010    -9.415    -9.441    -0.026     38.91

		   CaHSO4+        3.559e-012  3.351e-012   -11.449   -11.475    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -66.795   -66.821    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.188e-006  1.094e-006      2.00

				CaCO3            1.817e-006  9.087e-007      2.00

				H+              -7.429e-008  7.429e-008     -1.00

				OH-              4.447e-008  4.447e-008      1.00

				CaOH+            1.930e-009  1.930e-009      1.00

				HSO4-           -3.845e-010  3.845e-010     -1.00

				CaHSO4+         -3.559e-012  3.559e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -146.02   -148.72   -2.71  CH4

				CO2(g)           -2.15     -3.42   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -42.98    -46.03   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -146.23   -154.26   -8.03  H2S

				N2(g)           -14.83    -17.90   -3.07  N2

				NH3(g)          -68.49    -66.36    2.13  NH3

				O2(g)            -2.65     -5.42   -2.77  O2

				Sulfur         -109.40   -104.14    5.25  S

				Vaterite         -1.37     -9.18   -7.80  CaCO3

		Reaction step 118.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.01088e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -2.270e-007  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.379e-003  2.379e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.153      Charge balance

		                                       pe  =  14.315      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.379e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   4

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.433e-008  7.032e-008    -7.129    -7.153    -0.024      0.00

		   OH-            4.445e-008  4.183e-008    -7.352    -7.379    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -148.671  -148.671     0.000     32.22

		C(4)         2.379e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.816e-004  3.819e-004    -3.418    -3.418     0.000     33.63

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.093e-006  8.640e-007    -5.961    -6.064    -0.102     -7.40

		   CaCO3          9.082e-007  9.089e-007    -6.042    -6.041     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.082e-007  9.089e-007    -6.042    -6.041     0.000    -14.66

		   CaOH+          1.929e-009  1.817e-009    -8.715    -8.741    -0.026     (0)  

		   CaHSO4+        3.561e-012  3.353e-012   -11.448   -11.475    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.018   -46.017     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -63.708   -63.735    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -66.312   -66.311     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -66.742   -66.768    -0.026     (0)  

		N(0)         2.908e-018

		   N2             1.454e-018  1.455e-018   -17.837   -17.837     0.000     29.29

		N(3)         2.156e-017

		   NO2-           2.156e-017  2.028e-017   -16.666   -16.693    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         7.213e-006

		   O2             3.606e-006  3.609e-006    -5.443    -5.443     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -147.027  -147.053    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -147.040  -147.040     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -153.185  -153.288    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.848e-010  3.623e-010    -9.415    -9.441    -0.026     38.91

		   CaHSO4+        3.561e-012  3.353e-012   -11.448   -11.475    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -66.742   -66.768    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.186e-006  1.093e-006      2.00

				CaCO3            1.816e-006  9.082e-007      2.00

				H+              -7.433e-008  7.433e-008     -1.00

				OH-              4.445e-008  4.445e-008      1.00

				CaOH+            1.929e-009  1.929e-009      1.00

				HSO4-           -3.848e-010  3.848e-010     -1.00

				CaHSO4+         -3.561e-012  3.561e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -145.97   -148.67   -2.71  CH4

				CO2(g)           -2.15     -3.42   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -42.96    -46.02   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -146.17   -154.21   -8.03  H2S

				N2(g)           -14.77    -17.84   -3.07  N2

				NH3(g)          -68.44    -66.31    2.13  NH3

				O2(g)            -2.68     -5.44   -2.77  O2

				Sulfur         -109.35   -104.10    5.25  S

				Vaterite         -1.37     -9.18   -7.80  CaCO3

		Reaction step 119.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.01952e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -2.170e-007  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.380e-003  2.380e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.153      Charge balance

		                                       pe  =  14.308      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.380e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   4

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.438e-008  7.036e-008    -7.129    -7.153    -0.024      0.00

		   OH-            4.442e-008  4.180e-008    -7.352    -7.379    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -148.617  -148.617     0.000     32.22

		C(4)         2.380e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.818e-004  3.821e-004    -3.418    -3.418     0.000     33.63

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.093e-006  8.635e-007    -5.962    -6.064    -0.102     -7.40

		   CaCO3          9.077e-007  9.084e-007    -6.042    -6.042     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.077e-007  9.084e-007    -6.042    -6.042     0.000    -14.66

		   CaOH+          1.928e-009  1.816e-009    -8.715    -8.741    -0.026     (0)  

		   CaHSO4+        3.563e-012  3.355e-012   -11.448   -11.474    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -46.004   -46.004     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -63.653   -63.680    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -66.258   -66.257     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -66.687   -66.713    -0.026     (0)  

		N(0)         3.399e-018

		   N2             1.700e-018  1.701e-018   -17.770   -17.769     0.000     29.29

		N(3)         2.224e-017

		   NO2-           2.224e-017  2.091e-017   -16.653   -16.680    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         6.779e-006

		   O2             3.389e-006  3.392e-006    -5.470    -5.470     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -146.973  -146.999    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -146.986  -146.985     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -153.131  -153.234    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.850e-010  3.625e-010    -9.415    -9.441    -0.026     38.91

		   CaHSO4+        3.563e-012  3.355e-012   -11.448   -11.474    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -66.687   -66.713    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.185e-006  1.093e-006      2.00

				CaCO3            1.815e-006  9.077e-007      2.00

				H+              -7.438e-008  7.438e-008     -1.00

				OH-              4.442e-008  4.442e-008      1.00

				CaOH+            1.928e-009  1.928e-009      1.00

				HSO4-           -3.850e-010  3.850e-010     -1.00

				CaHSO4+         -3.563e-012  3.563e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -145.91   -148.62   -2.71  CH4

				CO2(g)           -2.15     -3.42   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -42.95    -46.00   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -146.12   -154.15   -8.03  H2S

				N2(g)           -14.70    -17.77   -3.07  N2

				NH3(g)          -68.39    -66.26    2.13  NH3

				O2(g)            -2.70     -5.47   -2.77  O2

				Sulfur         -109.31   -104.06    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 120.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.02816e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -2.102e-007  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.380e-003  2.380e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.152      Charge balance

		                                       pe  =  14.302      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.380e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.442e-008  7.040e-008    -7.128    -7.152    -0.024      0.00

		   OH-            4.440e-008  4.178e-008    -7.353    -7.379    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -148.561  -148.561     0.000     32.22

		C(4)         2.380e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.820e-004  3.823e-004    -3.418    -3.418     0.000     33.63

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.092e-006  8.630e-007    -5.962    -6.064    -0.102     -7.40

		   CaCO3          9.072e-007  9.079e-007    -6.042    -6.042     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.072e-007  9.079e-007    -6.042    -6.042     0.000    -14.66

		   CaOH+          1.927e-009  1.815e-009    -8.715    -8.741    -0.026     (0)  

		   CaHSO4+        3.565e-012  3.357e-012   -11.448   -11.474    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -45.990   -45.990     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -63.597   -63.624    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -66.202   -66.201     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -66.631   -66.657    -0.026     (0)  

		N(0)         3.994e-018

		   N2             1.997e-018  1.998e-018   -17.700   -17.699     0.000     29.29

		N(3)         2.296e-017

		   NO2-           2.296e-017  2.159e-017   -16.639   -16.666    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         6.359e-006

		   O2             3.179e-006  3.182e-006    -5.498    -5.497     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -146.917  -146.943    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -146.930  -146.929     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -153.076  -153.179    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.852e-010  3.627e-010    -9.414    -9.440    -0.026     38.91

		   CaHSO4+        3.565e-012  3.357e-012   -11.448   -11.474    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -66.631   -66.657    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.184e-006  1.092e-006      2.00

				CaCO3            1.814e-006  9.072e-007      2.00

				H+              -7.442e-008  7.442e-008     -1.00

				OH-              4.440e-008  4.440e-008      1.00

				CaOH+            1.927e-009  1.927e-009      1.00

				HSO4-           -3.852e-010  3.852e-010     -1.00

				CaHSO4+         -3.565e-012  3.565e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -145.86   -148.56   -2.71  CH4

				CO2(g)           -2.15     -3.42   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -42.94    -45.99   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -146.06   -154.10   -8.03  H2S

				N2(g)           -14.63    -17.70   -3.07  N2

				NH3(g)          -68.33    -66.20    2.13  NH3

				O2(g)            -2.73     -5.50   -2.77  O2

				Sulfur         -109.27   -104.02    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 121.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.0368e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -2.008e-007  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.380e-003  2.380e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.152      Charge balance

		                                       pe  =  14.295      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.380e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.446e-008  7.044e-008    -7.128    -7.152    -0.024      0.00

		   OH-            4.438e-008  4.176e-008    -7.353    -7.379    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -148.504  -148.504     0.000     32.22

		C(4)         2.380e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.822e-004  3.825e-004    -3.418    -3.417     0.000     33.63

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.091e-006  8.626e-007    -5.962    -6.064    -0.102     -7.40

		   CaCO3          9.067e-007  9.074e-007    -6.043    -6.042     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.067e-007  9.074e-007    -6.043    -6.042     0.000    -14.66

		   CaOH+          1.926e-009  1.814e-009    -8.715    -8.741    -0.026     (0)  

		   CaHSO4+        3.567e-012  3.359e-012   -11.448   -11.474    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -45.976   -45.976     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -63.540   -63.567    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -66.145   -66.145     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -66.574   -66.600    -0.026     (0)  

		N(0)         4.706e-018

		   N2             2.353e-018  2.355e-018   -17.628   -17.628     0.000     29.29

		N(3)         2.372e-017

		   NO2-           2.372e-017  2.231e-017   -16.625   -16.651    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         5.957e-006

		   O2             2.979e-006  2.981e-006    -5.526    -5.526     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -146.860  -146.886    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -146.872  -146.872     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -153.019  -153.122    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.854e-010  3.629e-010    -9.414    -9.440    -0.026     38.91

		   CaHSO4+        3.567e-012  3.359e-012   -11.448   -11.474    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -66.574   -66.600    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.183e-006  1.091e-006      2.00

				CaCO3            1.813e-006  9.067e-007      2.00

				H+              -7.446e-008  7.446e-008     -1.00

				OH-              4.438e-008  4.438e-008      1.00

				CaOH+            1.926e-009  1.926e-009      1.00

				HSO4-           -3.854e-010  3.854e-010     -1.00

				CaHSO4+         -3.567e-012  3.567e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -145.80   -148.50   -2.71  CH4

				CO2(g)           -2.15     -3.42   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -42.92    -45.98   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -146.01   -154.04   -8.03  H2S

				N2(g)           -14.56    -17.63   -3.07  N2

				NH3(g)          -68.27    -66.14    2.13  NH3

				O2(g)            -2.76     -5.53   -2.77  O2

				Sulfur         -109.23   -103.98    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 122.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.04544e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -1.918e-007  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.380e-003  2.380e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.152      Charge balance

		                                       pe  =  14.288      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.380e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.449e-008  7.047e-008    -7.128    -7.152    -0.024      0.00

		   OH-            4.435e-008  4.174e-008    -7.353    -7.379    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -148.446  -148.446     0.000     32.22

		C(4)         2.380e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.824e-004  3.827e-004    -3.417    -3.417     0.000     33.63

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.091e-006  8.621e-007    -5.962    -6.064    -0.102     -7.40

		   CaCO3          9.063e-007  9.069e-007    -6.043    -6.042     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.063e-007  9.069e-007    -6.043    -6.042     0.000    -14.66

		   CaOH+          1.925e-009  1.813e-009    -8.716    -8.742    -0.026     (0)  

		   CaHSO4+        3.569e-012  3.360e-012   -11.447   -11.474    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -45.962   -45.961     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -63.482   -63.509    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -66.087   -66.087     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -66.516   -66.542    -0.026     (0)  

		N(0)         5.563e-018

		   N2             2.782e-018  2.784e-018   -17.556   -17.555     0.000     29.29

		N(3)         2.452e-017

		   NO2-           2.452e-017  2.307e-017   -16.610   -16.637    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         5.574e-006

		   O2             2.787e-006  2.789e-006    -5.555    -5.555     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -146.802  -146.828    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -146.814  -146.814     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -152.961  -153.064    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.856e-010  3.631e-010    -9.414    -9.440    -0.026     38.91

		   CaHSO4+        3.569e-012  3.360e-012   -11.447   -11.474    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -66.516   -66.542    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.182e-006  1.091e-006      2.00

				CaCO3            1.813e-006  9.063e-007      2.00

				H+              -7.449e-008  7.449e-008     -1.00

				OH-              4.435e-008  4.435e-008      1.00

				CaOH+            1.925e-009  1.925e-009      1.00

				HSO4-           -3.856e-010  3.856e-010     -1.00

				CaHSO4+         -3.569e-012  3.569e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -145.74   -148.45   -2.71  CH4

				CO2(g)           -2.15     -3.42   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -42.91    -45.96   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -145.95   -153.98   -8.03  H2S

				N2(g)           -14.49    -17.56   -3.07  N2

				NH3(g)          -68.22    -66.09    2.13  NH3

				O2(g)            -2.79     -5.55   -2.77  O2

				Sulfur         -109.19   -103.93    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 123.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.05408e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -1.831e-007  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.380e-003  2.380e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.152      Charge balance

		                                       pe  =  14.281      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.380e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.453e-008  7.051e-008    -7.128    -7.152    -0.024      0.00

		   OH-            4.433e-008  4.172e-008    -7.353    -7.380    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -148.387  -148.387     0.000     32.22

		C(4)         2.380e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.826e-004  3.829e-004    -3.417    -3.417     0.000     33.63

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.090e-006  8.617e-007    -5.962    -6.065    -0.102     -7.40

		   CaCO3          9.059e-007  9.065e-007    -6.043    -6.043     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.059e-007  9.065e-007    -6.043    -6.043     0.000    -14.66

		   CaOH+          1.924e-009  1.812e-009    -8.716    -8.742    -0.026     (0)  

		   CaHSO4+        3.570e-012  3.362e-012   -11.447   -11.473    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -45.947   -45.947     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -63.423   -63.449    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -66.028   -66.027     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -66.456   -66.482    -0.026     (0)  

		N(0)         6.600e-018

		   N2             3.300e-018  3.302e-018   -17.481   -17.481     0.000     29.29

		N(3)         2.537e-017

		   NO2-           2.537e-017  2.386e-017   -16.596   -16.622    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         5.207e-006

		   O2             2.604e-006  2.606e-006    -5.584    -5.584     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -146.743  -146.769    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -146.755  -146.754     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -152.902  -153.005    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.858e-010  3.633e-010    -9.414    -9.440    -0.026     38.91

		   CaHSO4+        3.570e-012  3.362e-012   -11.447   -11.473    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -66.456   -66.482    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.181e-006  1.090e-006      2.00

				CaCO3            1.812e-006  9.059e-007      2.00

				H+              -7.453e-008  7.453e-008     -1.00

				OH-              4.433e-008  4.433e-008      1.00

				CaOH+            1.924e-009  1.924e-009      1.00

				HSO4-           -3.858e-010  3.858e-010     -1.00

				CaHSO4+         -3.570e-012  3.570e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -145.68   -148.39   -2.71  CH4

				CO2(g)           -2.15     -3.42   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -42.89    -45.95   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -145.89   -153.92   -8.03  H2S

				N2(g)           -14.41    -17.48   -3.07  N2

				NH3(g)          -68.16    -66.03    2.13  NH3

				O2(g)            -2.82     -5.58   -2.77  O2

				Sulfur         -109.14   -103.89    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 124.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.06272e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -1.749e-007  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.381e-003  2.381e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.152      Charge balance

		                                       pe  =  14.273      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.381e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.456e-008  7.054e-008    -7.127    -7.152    -0.024      0.00

		   OH-            4.431e-008  4.170e-008    -7.353    -7.380    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -148.326  -148.326     0.000     32.22

		C(4)         2.381e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.828e-004  3.831e-004    -3.417    -3.417     0.000     33.63

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.090e-006  8.613e-007    -5.963    -6.065    -0.102     -7.40

		   CaCO3          9.054e-007  9.061e-007    -6.043    -6.043     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.054e-007  9.061e-007    -6.043    -6.043     0.000    -14.66

		   CaOH+          1.923e-009  1.811e-009    -8.716    -8.742    -0.026     (0)  

		   CaHSO4+        3.572e-012  3.364e-012   -11.447   -11.473    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -45.932   -45.932     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -63.362   -63.389    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -65.967   -65.967     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -66.395   -66.422    -0.026     (0)  

		N(0)         7.860e-018

		   N2             3.930e-018  3.933e-018   -17.406   -17.405     0.000     29.29

		N(3)         2.627e-017

		   NO2-           2.627e-017  2.471e-017   -16.581   -16.607    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         4.858e-006

		   O2             2.429e-006  2.431e-006    -5.615    -5.614     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -146.682  -146.709    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -146.694  -146.694     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -152.842  -152.945    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.859e-010  3.634e-010    -9.413    -9.440    -0.026     38.91

		   CaHSO4+        3.572e-012  3.364e-012   -11.447   -11.473    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -66.395   -66.422    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.180e-006  1.090e-006      2.00

				CaCO3            1.811e-006  9.054e-007      2.00

				H+              -7.456e-008  7.456e-008     -1.00

				OH-              4.431e-008  4.431e-008      1.00

				CaOH+            1.923e-009  1.923e-009      1.00

				HSO4-           -3.859e-010  3.859e-010     -1.00

				CaHSO4+         -3.572e-012  3.572e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -145.62   -148.33   -2.71  CH4

				CO2(g)           -2.15     -3.42   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -42.88    -45.93   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -145.83   -153.86   -8.03  H2S

				N2(g)           -14.34    -17.41   -3.07  N2

				NH3(g)          -68.10    -65.97    2.13  NH3

				O2(g)            -2.85     -5.61   -2.77  O2

				Sulfur         -109.09   -103.84    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 125.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.07136e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -1.670e-007  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.381e-003  2.381e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.151      Charge balance

		                                       pe  =  14.266      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.381e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.459e-008  7.057e-008    -7.127    -7.151    -0.024      0.00

		   OH-            4.429e-008  4.168e-008    -7.354    -7.380    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -148.264  -148.264     0.000     32.22

		C(4)         2.381e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.829e-004  3.832e-004    -3.417    -3.417     0.000     33.63

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.089e-006  8.610e-007    -5.963    -6.065    -0.102     -7.40

		   CaCO3          9.051e-007  9.057e-007    -6.043    -6.043     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.051e-007  9.057e-007    -6.043    -6.043     0.000    -14.66

		   CaOH+          1.922e-009  1.810e-009    -8.716    -8.742    -0.026     (0)  

		   CaHSO4+        3.574e-012  3.365e-012   -11.447   -11.473    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -45.916   -45.916     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -63.300   -63.326    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -65.905   -65.905     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -66.333   -66.359    -0.026     (0)  

		N(0)         9.401e-018

		   N2             4.700e-018  4.704e-018   -17.328   -17.328     0.000     29.29

		N(3)         2.722e-017

		   NO2-           2.722e-017  2.560e-017   -16.565   -16.592    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         4.523e-006

		   O2             2.262e-006  2.263e-006    -5.646    -5.645     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -146.620  -146.646    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -146.632  -146.631     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -152.780  -152.883    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.861e-010  3.636e-010    -9.413    -9.439    -0.026     38.91

		   CaHSO4+        3.574e-012  3.365e-012   -11.447   -11.473    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -66.333   -66.359    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.179e-006  1.089e-006      2.00

				CaCO3            1.810e-006  9.051e-007      2.00

				H+              -7.459e-008  7.459e-008     -1.00

				OH-              4.429e-008  4.429e-008      1.00

				CaOH+            1.922e-009  1.922e-009      1.00

				HSO4-           -3.861e-010  3.861e-010     -1.00

				CaHSO4+         -3.574e-012  3.574e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -145.56   -148.26   -2.71  CH4

				CO2(g)           -2.15     -3.42   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -42.86    -45.92   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -145.76   -153.80   -8.03  H2S

				N2(g)           -14.26    -17.33   -3.07  N2

				NH3(g)          -68.03    -65.90    2.13  NH3

				O2(g)            -2.88     -5.65   -2.77  O2

				Sulfur         -109.05   -103.80    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 126.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.08e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -1.595e-007  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.381e-003  2.381e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.151      Charge balance

		                                       pe  =  14.258      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.381e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.463e-008  7.060e-008    -7.127    -7.151    -0.024      0.00

		   OH-            4.427e-008  4.166e-008    -7.354    -7.380    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -148.201  -148.200     0.000     32.22

		C(4)         2.381e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.831e-004  3.834e-004    -3.417    -3.416     0.000     33.63

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.089e-006  8.606e-007    -5.963    -6.065    -0.102     -7.40

		   CaCO3          9.047e-007  9.053e-007    -6.044    -6.043     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.047e-007  9.053e-007    -6.044    -6.043     0.000    -14.66

		   CaOH+          1.922e-009  1.810e-009    -8.716    -8.742    -0.026     (0)  

		   CaHSO4+        3.575e-012  3.366e-012   -11.447   -11.473    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -45.901   -45.900     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -63.236   -63.262    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -65.841   -65.841     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -66.269   -66.295    -0.026     (0)  

		N(0)         1.130e-017

		   N2             5.648e-018  5.652e-018   -17.248   -17.248     0.000     29.29

		N(3)         2.823e-017

		   NO2-           2.823e-017  2.656e-017   -16.549   -16.576    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         4.205e-006

		   O2             2.102e-006  2.104e-006    -5.677    -5.677     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -146.556  -146.583    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -146.568  -146.568     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -152.717  -152.819    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.863e-010  3.637e-010    -9.413    -9.439    -0.026     38.91

		   CaHSO4+        3.575e-012  3.366e-012   -11.447   -11.473    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -66.269   -66.295    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.178e-006  1.089e-006      2.00

				CaCO3            1.809e-006  9.047e-007      2.00

				H+              -7.463e-008  7.463e-008     -1.00

				OH-              4.427e-008  4.427e-008      1.00

				CaOH+            1.922e-009  1.922e-009      1.00

				HSO4-           -3.863e-010  3.863e-010     -1.00

				CaHSO4+         -3.575e-012  3.575e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -145.49   -148.20   -2.71  CH4

				CO2(g)           -2.15     -3.42   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -42.85    -45.90   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -145.70   -153.73   -8.03  H2S

				N2(g)           -14.18    -17.25   -3.07  N2

				NH3(g)          -67.97    -65.84    2.13  NH3

				O2(g)            -2.91     -5.68   -2.77  O2

				Sulfur         -109.00   -103.75    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 127.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.08864e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -1.523e-007  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.381e-003  2.381e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.151      Charge balance

		                                       pe  =  14.250      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.381e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.465e-008  7.063e-008    -7.127    -7.151    -0.024      0.00

		   OH-            4.426e-008  4.165e-008    -7.354    -7.380    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -148.135  -148.135     0.000     32.22

		C(4)         2.381e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.833e-004  3.835e-004    -3.417    -3.416     0.000     33.63

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.088e-006  8.603e-007    -5.963    -6.065    -0.102     -7.40

		   CaCO3          9.043e-007  9.050e-007    -6.044    -6.043     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.043e-007  9.050e-007    -6.044    -6.043     0.000    -14.66

		   CaOH+          1.921e-009  1.809e-009    -8.716    -8.743    -0.026     (0)  

		   CaHSO4+        3.576e-012  3.368e-012   -11.447   -11.473    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -45.884   -45.884     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -63.170   -63.197    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -65.776   -65.776     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -66.204   -66.230    -0.026     (0)  

		N(0)         1.364e-017

		   N2             6.821e-018  6.826e-018   -17.166   -17.166     0.000     29.29

		N(3)         2.932e-017

		   NO2-           2.932e-017  2.757e-017   -16.533   -16.560    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         3.900e-006

		   O2             1.950e-006  1.951e-006    -5.710    -5.710     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -146.491  -146.517    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -146.502  -146.502     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -152.651  -152.754    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.864e-010  3.639e-010    -9.413    -9.439    -0.026     38.91

		   CaHSO4+        3.576e-012  3.368e-012   -11.447   -11.473    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -66.204   -66.230    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.177e-006  1.088e-006      2.00

				CaCO3            1.809e-006  9.043e-007      2.00

				H+              -7.465e-008  7.465e-008     -1.00

				OH-              4.426e-008  4.426e-008      1.00

				CaOH+            1.921e-009  1.921e-009      1.00

				HSO4-           -3.864e-010  3.864e-010     -1.00

				CaHSO4+         -3.576e-012  3.576e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -145.43   -148.13   -2.71  CH4

				CO2(g)           -2.15     -3.42   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -42.83    -45.88   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -145.64   -153.67   -8.03  H2S

				N2(g)           -14.10    -17.17   -3.07  N2

				NH3(g)          -67.90    -65.78    2.13  NH3

				O2(g)            -2.94     -5.71   -2.77  O2

				Sulfur         -108.95   -103.70    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 128.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.09728e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -1.454e-007  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.381e-003  2.381e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.151      Charge balance

		                                       pe  =  14.242      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.381e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.468e-008  7.065e-008    -7.127    -7.151    -0.024      0.00

		   OH-            4.424e-008  4.163e-008    -7.354    -7.381    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -148.068  -148.067     0.000     32.22

		C(4)         2.381e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.834e-004  3.837e-004    -3.416    -3.416     0.000     33.63

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.088e-006  8.599e-007    -5.963    -6.066    -0.102     -7.40

		   CaCO3          9.040e-007  9.046e-007    -6.044    -6.044     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.040e-007  9.046e-007    -6.044    -6.044     0.000    -14.66

		   CaOH+          1.920e-009  1.808e-009    -8.717    -8.743    -0.026     (0)  

		   CaHSO4+        3.578e-012  3.369e-012   -11.446   -11.472    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -45.867   -45.867     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -63.102   -63.129    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -65.708   -65.708     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -66.136   -66.162    -0.026     (0)  

		N(0)         1.657e-017

		   N2             8.285e-018  8.291e-018   -17.082   -17.081     0.000     29.29

		N(3)         3.047e-017

		   NO2-           3.047e-017  2.866e-017   -16.516   -16.543    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         3.609e-006

		   O2             1.805e-006  1.806e-006    -5.744    -5.743     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -146.423  -146.450    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -146.435  -146.434     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -152.584  -152.687    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.866e-010  3.640e-010    -9.413    -9.439    -0.026     38.91

		   CaHSO4+        3.578e-012  3.369e-012   -11.446   -11.472    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -66.136   -66.162    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.176e-006  1.088e-006      2.00

				CaCO3            1.808e-006  9.040e-007      2.00

				H+              -7.468e-008  7.468e-008     -1.00

				OH-              4.424e-008  4.424e-008      1.00

				CaOH+            1.920e-009  1.920e-009      1.00

				HSO4-           -3.866e-010  3.866e-010     -1.00

				CaHSO4+         -3.578e-012  3.578e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -145.36   -148.07   -2.71  CH4

				CO2(g)           -2.15     -3.42   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -42.81    -45.87   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -145.57   -153.60   -8.03  H2S

				N2(g)           -14.01    -17.08   -3.07  N2

				NH3(g)          -67.84    -65.71    2.13  NH3

				O2(g)            -2.98     -5.74   -2.77  O2

				Sulfur         -108.90   -103.65    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 129.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.10592e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -1.388e-007  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.381e-003  2.381e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.151      Charge balance

		                                       pe  =  14.233      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.381e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.471e-008  7.068e-008    -7.127    -7.151    -0.024      0.00

		   OH-            4.422e-008  4.162e-008    -7.354    -7.381    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -147.998  -147.998     0.000     32.22

		C(4)         2.381e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.835e-004  3.838e-004    -3.416    -3.416     0.000     33.63

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.088e-006  8.596e-007    -5.964    -6.066    -0.102     -7.40

		   CaCO3          9.037e-007  9.043e-007    -6.044    -6.044     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.037e-007  9.043e-007    -6.044    -6.044     0.000    -14.66

		   CaOH+          1.919e-009  1.807e-009    -8.717    -8.743    -0.026     (0)  

		   CaHSO4+        3.579e-012  3.370e-012   -11.446   -11.472    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -45.850   -45.850     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -63.033   -63.059    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -65.639   -65.638     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -66.066   -66.092    -0.026     (0)  

		N(0)         2.026e-017

		   N2             1.013e-017  1.014e-017   -16.994   -16.994     0.000     29.29

		N(3)         3.172e-017

		   NO2-           3.172e-017  2.983e-017   -16.499   -16.525    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         3.332e-006

		   O2             1.666e-006  1.667e-006    -5.778    -5.778     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -146.354  -146.380    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -146.365  -146.364     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -152.514  -152.617    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.867e-010  3.641e-010    -9.413    -9.439    -0.026     38.91

		   CaHSO4+        3.579e-012  3.370e-012   -11.446   -11.472    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -66.066   -66.092    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.175e-006  1.088e-006      2.00

				CaCO3            1.807e-006  9.037e-007      2.00

				H+              -7.471e-008  7.471e-008     -1.00

				OH-              4.422e-008  4.422e-008      1.00

				CaOH+            1.919e-009  1.919e-009      1.00

				HSO4-           -3.867e-010  3.867e-010     -1.00

				CaHSO4+         -3.579e-012  3.579e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -145.29   -148.00   -2.71  CH4

				CO2(g)           -2.15     -3.42   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -42.79    -45.85   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -145.50   -153.53   -8.03  H2S

				N2(g)           -13.92    -16.99   -3.07  N2

				NH3(g)          -67.77    -65.64    2.13  NH3

				O2(g)            -3.01     -5.78   -2.77  O2

				Sulfur         -108.85   -103.60    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 130.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.11456e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -1.325e-007  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.381e-003  2.381e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.151      Charge balance

		                                       pe  =  14.224      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.381e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.474e-008  7.070e-008    -7.126    -7.151    -0.024      0.00

		   OH-            4.421e-008  4.160e-008    -7.354    -7.381    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -147.926  -147.926     0.000     32.22

		C(4)         2.381e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.837e-004  3.840e-004    -3.416    -3.416     0.000     33.63

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.087e-006  8.593e-007    -5.964    -6.066    -0.102     -7.40

		   CaCO3          9.034e-007  9.040e-007    -6.044    -6.044     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.034e-007  9.040e-007    -6.044    -6.044     0.000    -14.66

		   CaOH+          1.919e-009  1.807e-009    -8.717    -8.743    -0.026     (0)  

		   CaHSO4+        3.580e-012  3.371e-012   -11.446   -11.472    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -45.832   -45.832     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -62.960   -62.987    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -65.567   -65.566     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -65.994   -66.020    -0.026     (0)  

		N(0)         2.494e-017

		   N2             1.247e-017  1.248e-017   -16.904   -16.904     0.000     29.29

		N(3)         3.306e-017

		   NO2-           3.306e-017  3.110e-017   -16.481   -16.507    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         3.067e-006

		   O2             1.533e-006  1.534e-006    -5.814    -5.814     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -146.282  -146.308    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -146.292  -146.292     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -152.442  -152.545    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.868e-010  3.643e-010    -9.412    -9.439    -0.026     38.91

		   CaHSO4+        3.580e-012  3.371e-012   -11.446   -11.472    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -65.994   -66.020    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.175e-006  1.087e-006      2.00

				CaCO3            1.807e-006  9.034e-007      2.00

				H+              -7.474e-008  7.474e-008     -1.00

				OH-              4.421e-008  4.421e-008      1.00

				CaOH+            1.919e-009  1.919e-009      1.00

				HSO4-           -3.868e-010  3.868e-010     -1.00

				CaHSO4+         -3.580e-012  3.580e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -145.22   -147.93   -2.71  CH4

				CO2(g)           -2.15     -3.42   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -42.78    -45.83   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -145.43   -153.46   -8.03  H2S

				N2(g)           -13.83    -16.90   -3.07  N2

				NH3(g)          -67.69    -65.57    2.13  NH3

				O2(g)            -3.05     -5.81   -2.77  O2

				Sulfur         -108.79   -103.54    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 131.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.1232e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -1.265e-007  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.382e-003  2.382e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.150      Charge balance

		                                       pe  =  14.215      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.382e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.476e-008  7.073e-008    -7.126    -7.150    -0.024      0.00

		   OH-            4.419e-008  4.159e-008    -7.355    -7.381    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -147.851  -147.851     0.000     32.22

		C(4)         2.382e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.838e-004  3.841e-004    -3.416    -3.416     0.000     33.63

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.087e-006  8.591e-007    -5.964    -6.066    -0.102     -7.40

		   CaCO3          9.031e-007  9.037e-007    -6.044    -6.044     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.031e-007  9.037e-007    -6.044    -6.044     0.000    -14.66

		   CaOH+          1.918e-009  1.806e-009    -8.717    -8.743    -0.026     (0)  

		   CaHSO4+        3.581e-012  3.372e-012   -11.446   -11.472    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -45.813   -45.813     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -62.885   -62.912    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -65.492   -65.491     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -65.919   -65.945    -0.026     (0)  

		N(0)         3.095e-017

		   N2             1.547e-017  1.549e-017   -16.810   -16.810     0.000     29.29

		N(3)         3.452e-017

		   NO2-           3.452e-017  3.246e-017   -16.462   -16.489    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         2.814e-006

		   O2             1.407e-006  1.408e-006    -5.852    -5.851     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -146.207  -146.233    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -146.217  -146.217     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -152.368  -152.470    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.870e-010  3.644e-010    -9.412    -9.438    -0.026     38.91

		   CaHSO4+        3.581e-012  3.372e-012   -11.446   -11.472    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -65.919   -65.945    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.174e-006  1.087e-006      2.00

				CaCO3            1.806e-006  9.031e-007      2.00

				H+              -7.476e-008  7.476e-008     -1.00

				OH-              4.419e-008  4.419e-008      1.00

				CaOH+            1.918e-009  1.918e-009      1.00

				HSO4-           -3.870e-010  3.870e-010     -1.00

				CaHSO4+         -3.581e-012  3.581e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -145.14   -147.85   -2.71  CH4

				CO2(g)           -2.15     -3.42   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -42.76    -45.81   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -145.35   -153.38   -8.03  H2S

				N2(g)           -13.74    -16.81   -3.07  N2

				NH3(g)          -67.62    -65.49    2.13  NH3

				O2(g)            -3.09     -5.85   -2.77  O2

				Sulfur         -108.74   -103.49    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 132.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.13184e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -1.208e-007  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.382e-003  2.382e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.150      Charge balance

		                                       pe  =  14.206      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.382e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.478e-008  7.075e-008    -7.126    -7.150    -0.024      0.00

		   OH-            4.418e-008  4.158e-008    -7.355    -7.381    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -147.773  -147.773     0.000     32.22

		C(4)         2.382e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.839e-004  3.842e-004    -3.416    -3.415     0.000     33.63

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.087e-006  8.588e-007    -5.964    -6.066    -0.102     -7.40

		   CaCO3          9.028e-007  9.034e-007    -6.044    -6.044     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.028e-007  9.034e-007    -6.044    -6.044     0.000    -14.66

		   CaOH+          1.918e-009  1.806e-009    -8.717    -8.743    -0.026     (0)  

		   CaHSO4+        3.583e-012  3.374e-012   -11.446   -11.472    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -45.794   -45.793     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -62.807   -62.834    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -65.413   -65.413     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -65.841   -65.867    -0.026     (0)  

		N(0)         3.876e-017

		   N2             1.938e-017  1.939e-017   -16.713   -16.712     0.000     29.29

		N(3)         3.610e-017

		   NO2-           3.610e-017  3.395e-017   -16.442   -16.469    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         2.572e-006

		   O2             1.286e-006  1.287e-006    -5.891    -5.890     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -146.129  -146.155    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -146.139  -146.139     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -152.290  -152.393    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.871e-010  3.645e-010    -9.412    -9.438    -0.026     38.91

		   CaHSO4+        3.583e-012  3.374e-012   -11.446   -11.472    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -65.841   -65.867    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.173e-006  1.087e-006      2.00

				CaCO3            1.806e-006  9.028e-007      2.00

				H+              -7.478e-008  7.478e-008     -1.00

				OH-              4.418e-008  4.418e-008      1.00

				CaOH+            1.918e-009  1.918e-009      1.00

				HSO4-           -3.871e-010  3.871e-010     -1.00

				CaHSO4+         -3.583e-012  3.583e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -145.07   -147.77   -2.71  CH4

				CO2(g)           -2.15     -3.42   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -42.74    -45.79   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -145.27   -153.31   -8.03  H2S

				N2(g)           -13.64    -16.71   -3.07  N2

				NH3(g)          -67.54    -65.41    2.13  NH3

				O2(g)            -3.12     -5.89   -2.77  O2

				Sulfur         -108.68   -103.43    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 133.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.14048e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -1.153e-007  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.382e-003  2.382e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.150      Charge balance

		                                       pe  =  14.196      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.382e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.481e-008  7.077e-008    -7.126    -7.150    -0.024      0.00

		   OH-            4.417e-008  4.156e-008    -7.355    -7.381    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -147.691  -147.691     0.000     32.22

		C(4)         2.382e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.840e-004  3.843e-004    -3.416    -3.415     0.000     33.63

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.086e-006  8.585e-007    -5.964    -6.066    -0.102     -7.40

		   CaCO3          9.025e-007  9.032e-007    -6.045    -6.044     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.025e-007  9.032e-007    -6.045    -6.044     0.000    -14.66

		   CaOH+          1.917e-009  1.805e-009    -8.717    -8.743    -0.026     (0)  

		   CaHSO4+        3.584e-012  3.375e-012   -11.446   -11.472    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -45.773   -45.773     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -62.725   -62.752    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -65.332   -65.331     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -65.759   -65.785    -0.026     (0)  

		N(0)         4.905e-017

		   N2             2.452e-017  2.454e-017   -16.610   -16.610     0.000     29.29

		N(3)         3.784e-017

		   NO2-           3.784e-017  3.559e-017   -16.422   -16.449    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         2.341e-006

		   O2             1.171e-006  1.172e-006    -5.932    -5.931     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -146.047  -146.073    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -146.057  -146.057     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -152.208  -152.311    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.872e-010  3.646e-010    -9.412    -9.438    -0.026     38.91

		   CaHSO4+        3.584e-012  3.375e-012   -11.446   -11.472    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -65.759   -65.785    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.173e-006  1.086e-006      2.00

				CaCO3            1.805e-006  9.025e-007      2.00

				H+              -7.481e-008  7.481e-008     -1.00

				OH-              4.417e-008  4.417e-008      1.00

				CaOH+            1.917e-009  1.917e-009      1.00

				HSO4-           -3.872e-010  3.872e-010     -1.00

				CaHSO4+         -3.584e-012  3.584e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -144.99   -147.69   -2.71  CH4

				CO2(g)           -2.15     -3.42   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -42.72    -45.77   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -145.19   -153.22   -8.03  H2S

				N2(g)           -13.54    -16.61   -3.07  N2

				NH3(g)          -67.46    -65.33    2.13  NH3

				O2(g)            -3.17     -5.93   -2.77  O2

				Sulfur         -108.62   -103.37    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 134.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.14912e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -1.101e-007  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.382e-003  2.382e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.150      Charge balance

		                                       pe  =  14.185      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.382e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.483e-008  7.079e-008    -7.126    -7.150    -0.024      0.00

		   OH-            4.416e-008  4.155e-008    -7.355    -7.381    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -147.605  -147.605     0.000     32.22

		C(4)         2.382e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.841e-004  3.844e-004    -3.416    -3.415     0.000     33.63

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.086e-006  8.583e-007    -5.964    -6.066    -0.102     -7.40

		   CaCO3          9.023e-007  9.029e-007    -6.045    -6.044     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.023e-007  9.029e-007    -6.045    -6.044     0.000    -14.66

		   CaOH+          1.916e-009  1.805e-009    -8.717    -8.744    -0.026     (0)  

		   CaHSO4+        3.585e-012  3.376e-012   -11.446   -11.472    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -45.752   -45.752     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -62.639   -62.666    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -65.246   -65.246     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -65.673   -65.699    -0.026     (0)  

		N(0)         6.281e-017

		   N2             3.141e-017  3.143e-017   -16.503   -16.503     0.000     29.29

		N(3)         3.975e-017

		   NO2-           3.975e-017  3.739e-017   -16.401   -16.427    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         2.121e-006

		   O2             1.061e-006  1.061e-006    -5.974    -5.974     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -145.961  -145.987    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -145.971  -145.971     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -152.122  -152.225    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.873e-010  3.647e-010    -9.412    -9.438    -0.026     38.91

		   CaHSO4+        3.585e-012  3.376e-012   -11.446   -11.472    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -65.673   -65.699    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.172e-006  1.086e-006      2.00

				CaCO3            1.805e-006  9.023e-007      2.00

				H+              -7.483e-008  7.483e-008     -1.00

				OH-              4.416e-008  4.416e-008      1.00

				CaOH+            1.916e-009  1.916e-009      1.00

				HSO4-           -3.873e-010  3.873e-010     -1.00

				CaHSO4+         -3.585e-012  3.585e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -144.90   -147.60   -2.71  CH4

				CO2(g)           -2.15     -3.42   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -42.70    -45.75   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -145.10   -153.14   -8.03  H2S

				N2(g)           -13.43    -16.50   -3.07  N2

				NH3(g)          -67.37    -65.25    2.13  NH3

				O2(g)            -3.21     -5.97   -2.77  O2

				Sulfur         -108.55   -103.30    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 135.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.15776e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -1.051e-007  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.382e-003  2.382e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.150      Charge balance

		                                       pe  =  14.174      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.382e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.485e-008  7.081e-008    -7.126    -7.150    -0.024      0.00

		   OH-            4.414e-008  4.154e-008    -7.355    -7.382    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -147.515  -147.514     0.000     32.22

		C(4)         2.382e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.842e-004  3.845e-004    -3.415    -3.415     0.000     33.63

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.086e-006  8.581e-007    -5.964    -6.066    -0.102     -7.40

		   CaCO3          9.020e-007  9.027e-007    -6.045    -6.044     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.020e-007  9.027e-007    -6.045    -6.044     0.000    -14.66

		   CaOH+          1.916e-009  1.804e-009    -8.718    -8.744    -0.026     (0)  

		   CaHSO4+        3.586e-012  3.376e-012   -11.445   -11.472    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -45.729   -45.729     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -62.548   -62.575    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -65.155   -65.155     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -65.582   -65.608    -0.026     (0)  

		N(0)         8.156e-017

		   N2             4.078e-017  4.081e-017   -16.390   -16.389     0.000     29.29

		N(3)         4.188e-017

		   NO2-           4.188e-017  3.939e-017   -16.378   -16.405    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.911e-006

		   O2             9.556e-007  9.563e-007    -6.020    -6.019     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -145.870  -145.897    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -145.881  -145.880     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -152.032  -152.135    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.874e-010  3.648e-010    -9.412    -9.438    -0.026     38.91

		   CaHSO4+        3.586e-012  3.376e-012   -11.445   -11.472    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -65.582   -65.608    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.171e-006  1.086e-006      2.00

				CaCO3            1.804e-006  9.020e-007      2.00

				H+              -7.485e-008  7.485e-008     -1.00

				OH-              4.414e-008  4.414e-008      1.00

				CaOH+            1.916e-009  1.916e-009      1.00

				HSO4-           -3.874e-010  3.874e-010     -1.00

				CaHSO4+         -3.586e-012  3.586e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -144.81   -147.51   -2.71  CH4

				CO2(g)           -2.15     -3.42   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -42.67    -45.73   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -145.01   -153.05   -8.03  H2S

				N2(g)           -13.32    -16.39   -3.07  N2

				NH3(g)          -67.28    -65.15    2.13  NH3

				O2(g)            -3.25     -6.02   -2.77  O2

				Sulfur         -108.48   -103.23    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 136.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.1664e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -1.003e-007  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.382e-003  2.382e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.150      Charge balance

		                                       pe  =  14.162      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.382e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.487e-008  7.083e-008    -7.126    -7.150    -0.024      0.00

		   OH-            4.413e-008  4.153e-008    -7.355    -7.382    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -147.418  -147.418     0.000     32.22

		C(4)         2.382e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.843e-004  3.846e-004    -3.415    -3.415     0.000     33.63

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.085e-006  8.578e-007    -5.964    -6.067    -0.102     -7.40

		   CaCO3          9.018e-007  9.024e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.018e-007  9.024e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.915e-009  1.804e-009    -8.718    -8.744    -0.026     (0)  

		   CaHSO4+        3.587e-012  3.377e-012   -11.445   -11.471    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -45.705   -45.705     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -62.452   -62.479    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -65.059   -65.059     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -65.485   -65.512    -0.026     (0)  

		N(0)         1.077e-016

		   N2             5.383e-017  5.387e-017   -16.269   -16.269     0.000     29.29

		N(3)         4.426e-017

		   NO2-           4.426e-017  4.163e-017   -16.354   -16.381    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.711e-006

		   O2             8.554e-007  8.560e-007    -6.068    -6.068     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -145.774  -145.800    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -145.784  -145.784     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -151.935  -152.038    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.875e-010  3.649e-010    -9.412    -9.438    -0.026     38.91

		   CaHSO4+        3.587e-012  3.377e-012   -11.445   -11.471    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -65.485   -65.512    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.171e-006  1.085e-006      2.00

				CaCO3            1.804e-006  9.018e-007      2.00

				H+              -7.487e-008  7.487e-008     -1.00

				OH-              4.413e-008  4.413e-008      1.00

				CaOH+            1.915e-009  1.915e-009      1.00

				HSO4-           -3.875e-010  3.875e-010     -1.00

				CaHSO4+         -3.587e-012  3.587e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -144.71   -147.42   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -42.65    -45.70   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -144.92   -152.95   -8.03  H2S

				N2(g)           -13.20    -16.27   -3.07  N2

				NH3(g)          -67.19    -65.06    2.13  NH3

				O2(g)            -3.30     -6.07   -2.77  O2

				Sulfur         -108.41   -103.16    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 137.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.17504e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -9.571e-008  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.382e-003  2.382e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.150      Charge balance

		                                       pe  =  14.149      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.382e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.488e-008  7.084e-008    -7.126    -7.150    -0.024      0.00

		   OH-            4.412e-008  4.152e-008    -7.355    -7.382    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -147.315  -147.315     0.000     32.22

		C(4)         2.382e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.844e-004  3.847e-004    -3.415    -3.415     0.000     33.63

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.085e-006  8.576e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.016e-007  9.022e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.016e-007  9.022e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.915e-009  1.803e-009    -8.718    -8.744    -0.026     (0)  

		   CaHSO4+        3.587e-012  3.378e-012   -11.445   -11.471    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -45.679   -45.679     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -62.349   -62.375    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -64.956   -64.955     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -65.382   -65.408    -0.026     (0)  

		N(0)         1.449e-016

		   N2             7.245e-017  7.251e-017   -16.140   -16.140     0.000     29.29

		N(3)         4.697e-017

		   NO2-           4.697e-017  4.418e-017   -16.328   -16.355    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.519e-006

		   O2             7.597e-007  7.602e-007    -6.119    -6.119     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -145.671  -145.697    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -145.681  -145.680     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -151.832  -151.935    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.876e-010  3.650e-010    -9.412    -9.438    -0.026     38.91

		   CaHSO4+        3.587e-012  3.378e-012   -11.445   -11.471    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -65.382   -65.408    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.170e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.016e-007      2.00

				H+              -7.488e-008  7.488e-008     -1.00

				OH-              4.412e-008  4.412e-008      1.00

				CaOH+            1.915e-009  1.915e-009      1.00

				HSO4-           -3.876e-010  3.876e-010     -1.00

				CaHSO4+         -3.587e-012  3.587e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -144.61   -147.31   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -42.62    -45.68   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -144.81   -152.85   -8.03  H2S

				N2(g)           -13.07    -16.14   -3.07  N2

				NH3(g)          -67.08    -64.96    2.13  NH3

				O2(g)            -3.35     -6.12   -2.77  O2

				Sulfur         -108.33   -103.08    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 138.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.18368e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -9.135e-008  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.382e-003  2.382e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.150      Charge balance

		                                       pe  =  14.135      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.382e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.490e-008  7.086e-008    -7.126    -7.150    -0.024      0.00

		   OH-            4.411e-008  4.151e-008    -7.355    -7.382    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -147.204  -147.203     0.000     32.22

		C(4)         2.382e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.845e-004  3.848e-004    -3.415    -3.415     0.000     33.63

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.085e-006  8.574e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.013e-007  9.020e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.013e-007  9.020e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.915e-009  1.803e-009    -8.718    -8.744    -0.026     (0)  

		   CaHSO4+        3.588e-012  3.379e-012   -11.445   -11.471    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -45.652   -45.651     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -62.237   -62.264    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -64.844   -64.844     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -65.271   -65.297    -0.026     (0)  

		N(0)         1.997e-016

		   N2             9.985e-017  9.992e-017   -16.001   -16.000     0.000     29.29

		N(3)         5.008e-017

		   NO2-           5.008e-017  4.710e-017   -16.300   -16.327    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.337e-006

		   O2             6.683e-007  6.688e-007    -6.175    -6.175     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -145.559  -145.586    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -145.569  -145.569     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -151.721  -151.824    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.877e-010  3.651e-010    -9.412    -9.438    -0.026     38.91

		   CaHSO4+        3.588e-012  3.379e-012   -11.445   -11.471    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -65.271   -65.297    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.170e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.013e-007      2.00

				H+              -7.490e-008  7.490e-008     -1.00

				OH-              4.411e-008  4.411e-008      1.00

				CaOH+            1.915e-009  1.915e-009      1.00

				HSO4-           -3.877e-010  3.877e-010     -1.00

				CaHSO4+         -3.588e-012  3.588e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -144.50   -147.20   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -42.60    -45.65   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -144.70   -152.74   -8.03  H2S

				N2(g)           -12.93    -16.00   -3.07  N2

				NH3(g)          -66.97    -64.84    2.13  NH3

				O2(g)            -3.41     -6.17   -2.77  O2

				Sulfur         -108.25   -103.00    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 139.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.19232e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -8.718e-008  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.382e-003  2.382e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  14.120      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.382e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.492e-008  7.088e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.410e-008  4.150e-008    -7.356    -7.382    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -147.082  -147.082     0.000     32.22

		C(4)         2.382e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.846e-004  3.849e-004    -3.415    -3.415     0.000     33.63

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.085e-006  8.572e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.011e-007  9.018e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.011e-007  9.018e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.914e-009  1.802e-009    -8.718    -8.744    -0.026     (0)  

		   CaHSO4+        3.589e-012  3.380e-012   -11.445   -11.471    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -45.621   -45.621     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -62.115   -62.142    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -64.723   -64.723     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -65.149   -65.175    -0.026     (0)  

		N(0)         2.833e-016

		   N2             1.417e-016  1.418e-016   -15.849   -15.848     0.000     29.29

		N(3)         5.370e-017

		   NO2-           5.370e-017  5.051e-017   -16.270   -16.297    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.162e-006

		   O2             5.812e-007  5.816e-007    -6.236    -6.235     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -145.438  -145.464    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -145.448  -145.447     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -151.600  -151.703    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.878e-010  3.652e-010    -9.411    -9.438    -0.026     38.91

		   CaHSO4+        3.589e-012  3.380e-012   -11.445   -11.471    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -65.149   -65.175    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.169e-006  1.085e-006      2.00

				CaCO3            1.802e-006  9.011e-007      2.00

				H+              -7.492e-008  7.492e-008     -1.00

				OH-              4.410e-008  4.410e-008      1.00

				CaOH+            1.914e-009  1.914e-009      1.00

				HSO4-           -3.878e-010  3.878e-010     -1.00

				CaHSO4+         -3.589e-012  3.589e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -144.38   -147.08   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -42.57    -45.62   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -144.58   -152.61   -8.03  H2S

				N2(g)           -12.78    -15.85   -3.07  N2

				NH3(g)          -66.85    -64.72    2.13  NH3

				O2(g)            -3.47     -6.24   -2.77  O2

				Sulfur         -108.16   -102.91    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 140.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.20096e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -8.321e-008  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.382e-003  2.382e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  14.103      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.382e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.494e-008  7.089e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.409e-008  4.149e-008    -7.356    -7.382    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -146.948  -146.948     0.000     32.22

		C(4)         2.382e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.847e-004  3.850e-004    -3.415    -3.415     0.000     33.63

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.084e-006  8.571e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.009e-007  9.016e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.009e-007  9.016e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.914e-009  1.802e-009    -8.718    -8.744    -0.026     (0)  

		   CaHSO4+        3.590e-012  3.380e-012   -11.445   -11.471    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -45.588   -45.587     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -61.981   -62.008    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -64.589   -64.588     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -65.015   -65.041    -0.026     (0)  

		N(0)         4.170e-016

		   N2             2.085e-016  2.087e-016   -15.681   -15.681     0.000     29.29

		N(3)         5.801e-017

		   NO2-           5.801e-017  5.456e-017   -16.236   -16.263    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         9.960e-007

		   O2             4.980e-007  4.984e-007    -6.303    -6.302     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -145.304  -145.330    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -145.313  -145.313     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -151.466  -151.569    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.879e-010  3.652e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.590e-012  3.380e-012   -11.445   -11.471    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -65.015   -65.041    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.169e-006  1.084e-006      2.00

				CaCO3            1.802e-006  9.009e-007      2.00

				H+              -7.494e-008  7.494e-008     -1.00

				OH-              4.409e-008  4.409e-008      1.00

				CaOH+            1.914e-009  1.914e-009      1.00

				HSO4-           -3.879e-010  3.879e-010     -1.00

				CaHSO4+         -3.590e-012  3.590e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -144.24   -146.95   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -42.53    -45.59   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -144.45   -152.48   -8.03  H2S

				N2(g)           -12.61    -15.68   -3.07  N2

				NH3(g)          -66.72    -64.59    2.13  NH3

				O2(g)            -3.54     -6.30   -2.77  O2

				Sulfur         -108.06   -102.81    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 141.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.2096e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -7.941e-008  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.383e-003  2.383e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  14.085      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.383e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.495e-008  7.091e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.408e-008  4.148e-008    -7.356    -7.382    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -146.797  -146.797     0.000     32.22

		C(4)         2.383e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.848e-004  3.851e-004    -3.415    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.084e-006  8.569e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.008e-007  9.014e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.008e-007  9.014e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.913e-009  1.802e-009    -8.718    -8.744    -0.026     (0)  

		   CaHSO4+        3.591e-012  3.381e-012   -11.445   -11.471    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -45.550   -45.550     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -61.830   -61.857    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -64.438   -64.437     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -64.864   -64.890    -0.026     (0)  

		N(0)         6.439e-016

		   N2             3.219e-016  3.222e-016   -15.492   -15.492     0.000     29.29

		N(3)         6.327e-017

		   NO2-           6.327e-017  5.951e-017   -16.199   -16.225    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         8.373e-007

		   O2             4.186e-007  4.190e-007    -6.378    -6.378     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -145.153  -145.179    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -145.162  -145.162     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -151.315  -151.418    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.880e-010  3.653e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.591e-012  3.381e-012   -11.445   -11.471    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -64.864   -64.890    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.168e-006  1.084e-006      2.00

				CaCO3            1.802e-006  9.008e-007      2.00

				H+              -7.495e-008  7.495e-008     -1.00

				OH-              4.408e-008  4.408e-008      1.00

				CaOH+            1.913e-009  1.913e-009      1.00

				HSO4-           -3.880e-010  3.880e-010     -1.00

				CaHSO4+         -3.591e-012  3.591e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -144.09   -146.80   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -42.49    -45.55   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -144.30   -152.33   -8.03  H2S

				N2(g)           -12.42    -15.49   -3.07  N2

				NH3(g)          -66.57    -64.44    2.13  NH3

				O2(g)            -3.61     -6.38   -2.77  O2

				Sulfur         -107.94   -102.69    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 142.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.21824e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -7.578e-008  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.383e-003  2.383e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  14.063      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.383e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.497e-008  7.092e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.407e-008  4.148e-008    -7.356    -7.382    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -146.624  -146.623     0.000     32.22

		C(4)         2.383e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.849e-004  3.851e-004    -3.415    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.084e-006  8.567e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.006e-007  9.012e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.006e-007  9.012e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.913e-009  1.801e-009    -8.718    -8.744    -0.026     (0)  

		   CaHSO4+        3.591e-012  3.382e-012   -11.445   -11.471    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -45.507   -45.506     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -61.657   -61.684    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -64.264   -64.264     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -64.690   -64.717    -0.026     (0)  

		N(0)         1.061e-015

		   N2             5.304e-016  5.307e-016   -15.275   -15.275     0.000     29.29

		N(3)         6.991e-017

		   NO2-           6.991e-017  6.575e-017   -16.155   -16.182    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         6.858e-007

		   O2             3.429e-007  3.432e-007    -6.465    -6.464     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -144.979  -145.006    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -144.989  -144.989     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -151.142  -151.244    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.880e-010  3.654e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.591e-012  3.382e-012   -11.445   -11.471    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -64.690   -64.717    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.168e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.006e-007      2.00

				H+              -7.497e-008  7.497e-008     -1.00

				OH-              4.407e-008  4.407e-008      1.00

				CaOH+            1.913e-009  1.913e-009      1.00

				HSO4-           -3.880e-010  3.880e-010     -1.00

				CaHSO4+         -3.591e-012  3.591e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -143.92   -146.62   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -42.45    -45.51   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -144.12   -152.16   -8.03  H2S

				N2(g)           -12.21    -15.28   -3.07  N2

				NH3(g)          -66.39    -64.26    2.13  NH3

				O2(g)            -3.70     -6.46   -2.77  O2

				Sulfur         -107.81   -102.56    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 143.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.22688e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -7.232e-008  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.383e-003  2.383e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  14.038      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.383e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.498e-008  7.093e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.407e-008  4.147e-008    -7.356    -7.382    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -146.418  -146.418     0.000     32.22

		C(4)         2.383e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.849e-004  3.852e-004    -3.415    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.084e-006  8.566e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.004e-007  9.011e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.004e-007  9.011e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.913e-009  1.801e-009    -8.718    -8.744    -0.026     (0)  

		   CaHSO4+        3.592e-012  3.382e-012   -11.445   -11.471    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -45.455   -45.455     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -61.451   -61.478    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -64.059   -64.058     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -64.485   -64.511    -0.026     (0)  

		N(0)         1.917e-015

		   N2             9.584e-016  9.591e-016   -15.018   -15.018     0.000     29.29

		N(3)         7.868e-017

		   NO2-           7.868e-017  7.401e-017   -16.104   -16.131    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         5.414e-007

		   O2             2.707e-007  2.709e-007    -6.568    -6.567     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -144.774  -144.800    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -144.783  -144.783     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -150.936  -151.039    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.881e-010  3.655e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.592e-012  3.382e-012   -11.445   -11.471    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -64.485   -64.511    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.167e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.004e-007      2.00

				H+              -7.498e-008  7.498e-008     -1.00

				OH-              4.407e-008  4.407e-008      1.00

				CaOH+            1.913e-009  1.913e-009      1.00

				HSO4-           -3.881e-010  3.881e-010     -1.00

				CaHSO4+         -3.592e-012  3.592e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -143.71   -146.42   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -42.40    -45.46   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -143.92   -151.95   -8.03  H2S

				N2(g)           -11.95    -15.02   -3.07  N2

				NH3(g)          -66.19    -64.06    2.13  NH3

				O2(g)            -3.80     -6.57   -2.77  O2

				Sulfur         -107.66   -102.41    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 144.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.23552e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -6.902e-008  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.383e-003  2.383e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  14.006      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.383e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.499e-008  7.095e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.406e-008  4.146e-008    -7.356    -7.382    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -146.163  -146.163     0.000     32.22

		C(4)         2.383e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.850e-004  3.853e-004    -3.415    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.084e-006  8.564e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.003e-007  9.009e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.003e-007  9.009e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.912e-009  1.801e-009    -8.718    -8.745    -0.026     (0)  

		   CaHSO4+        3.593e-012  3.383e-012   -11.445   -11.471    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -45.392   -45.391     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -61.196   -61.223    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -63.804   -63.803     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -64.230   -64.256    -0.026     (0)  

		N(0)         3.995e-015

		   N2             1.997e-015  1.999e-015   -14.700   -14.699     0.000     29.29

		N(3)         9.112e-017

		   NO2-           9.112e-017  8.571e-017   -16.040   -16.067    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         4.036e-007

		   O2             2.018e-007  2.020e-007    -6.695    -6.695     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -144.519  -144.545    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -144.528  -144.528     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -150.681  -150.784    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.882e-010  3.655e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.593e-012  3.383e-012   -11.445   -11.471    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -64.230   -64.256    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.167e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.003e-007      2.00

				H+              -7.499e-008  7.499e-008     -1.00

				OH-              4.406e-008  4.406e-008      1.00

				CaOH+            1.912e-009  1.912e-009      1.00

				HSO4-           -3.882e-010  3.882e-010     -1.00

				CaHSO4+         -3.593e-012  3.593e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -143.46   -146.16   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -42.34    -45.39   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -143.66   -151.69   -8.03  H2S

				N2(g)           -11.63    -14.70   -3.07  N2

				NH3(g)          -65.93    -63.80    2.13  NH3

				O2(g)            -3.93     -6.69   -2.77  O2

				Sulfur         -107.47   -102.22    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 145.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.24416e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -6.587e-008  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.383e-003  2.383e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.963      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.383e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.501e-008  7.096e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.405e-008  4.145e-008    -7.356    -7.382    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -145.822  -145.822     0.000     32.22

		C(4)         2.383e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.851e-004  3.853e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.083e-006  8.563e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.001e-007  9.008e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.001e-007  9.008e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.912e-009  1.800e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.593e-012  3.384e-012   -11.445   -11.471    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -45.306   -45.306     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -60.855   -60.882    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -63.463   -63.462     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -63.888   -63.914    -0.026     (0)  

		N(0)         1.067e-014

		   N2             5.334e-015  5.337e-015   -14.273   -14.273     0.000     29.29

		N(3)         1.109e-016

		   NO2-           1.109e-016  1.043e-016   -15.955   -15.982    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         2.725e-007

		   O2             1.363e-007  1.364e-007    -6.866    -6.865     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -144.178  -144.204    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -144.187  -144.187     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -150.340  -150.443    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.882e-010  3.656e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.593e-012  3.384e-012   -11.445   -11.471    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -63.888   -63.914    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.167e-006  1.083e-006      2.00

				CaCO3            1.800e-006  9.001e-007      2.00

				H+              -7.501e-008  7.501e-008     -1.00

				OH-              4.405e-008  4.405e-008      1.00

				CaOH+            1.912e-009  1.912e-009      1.00

				HSO4-           -3.882e-010  3.882e-010     -1.00

				CaHSO4+         -3.593e-012  3.593e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -143.12   -145.82   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -42.25    -45.31   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -143.32   -151.35   -8.03  H2S

				N2(g)           -11.20    -14.27   -3.07  N2

				NH3(g)          -65.59    -63.46    2.13  NH3

				O2(g)            -4.10     -6.87   -2.77  O2

				Sulfur         -107.21   -101.96    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 146.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.2528e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -6.287e-008  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.383e-003  2.383e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.897      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.383e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.502e-008  7.097e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.404e-008  4.145e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -145.295  -145.294     0.000     32.22

		C(4)         2.383e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.851e-004  3.854e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.083e-006  8.561e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.000e-007  9.006e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.000e-007  9.006e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.912e-009  1.800e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.594e-012  3.384e-012   -11.444   -11.471    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -45.175   -45.174     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -60.327   -60.354    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -62.935   -62.935     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -63.361   -63.387    -0.026     (0)  

		N(0)         4.866e-014

		   N2             2.433e-014  2.435e-014   -13.614   -13.614     0.000     29.29

		N(3)         1.502e-016

		   NO2-           1.502e-016  1.413e-016   -15.823   -15.850    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         1.485e-007

		   O2             7.427e-008  7.432e-008    -7.129    -7.129     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -143.650  -143.677    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -143.660  -143.659     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -149.813  -149.916    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.883e-010  3.656e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.594e-012  3.384e-012   -11.444   -11.471    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -63.361   -63.387    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.166e-006  1.083e-006      2.00

				CaCO3            1.800e-006  9.000e-007      2.00

				H+              -7.502e-008  7.502e-008     -1.00

				OH-              4.404e-008  4.404e-008      1.00

				CaOH+            1.912e-009  1.912e-009      1.00

				HSO4-           -3.883e-010  3.883e-010     -1.00

				CaHSO4+         -3.594e-012  3.594e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -142.59   -145.29   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -42.12    -45.17   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -142.79   -150.83   -8.03  H2S

				N2(g)           -10.54    -13.61   -3.07  N2

				NH3(g)          -65.06    -62.93    2.13  NH3

				O2(g)            -4.36     -7.13   -2.77  O2

				Sulfur         -106.82   -101.57    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 147.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.26144e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -6.003e-008  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.383e-003  2.383e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.722      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.383e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   3

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.503e-008  7.098e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.404e-008  4.144e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -143.890  -143.890     0.000     32.22

		C(4)         2.383e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.852e-004  3.855e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.083e-006  8.560e-007    -5.965    -6.068    -0.102     -7.40

		   CaCO3          8.998e-007  9.005e-007    -6.046    -6.046     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          8.998e-007  9.005e-007    -6.046    -6.046     0.000    -14.66

		   CaOH+          1.911e-009  1.800e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.594e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -44.823   -44.823     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -58.923   -58.949    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -61.531   -61.530     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -61.956   -61.982    -0.026     (0)  

		N(0)         2.774e-012

		   N2             1.387e-012  1.388e-012   -11.858   -11.858     0.000     29.29

		N(3)         3.372e-016

		   NO2-           3.372e-016  3.171e-016   -15.472   -15.499    -0.027     23.91

		N(5)         1.000e-004

		   NO3-           1.000e-004  9.406e-005    -4.000    -4.027    -0.027     27.73

		O(0)         2.948e-008

		   O2             1.474e-008  1.475e-008    -7.831    -7.831     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -142.246  -142.272    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -142.255  -142.255     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -148.408  -148.511    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.884e-010  3.657e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.594e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -61.956   -61.982    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.166e-006  1.083e-006      2.00

				CaCO3            1.800e-006  8.998e-007      2.00

				H+              -7.503e-008  7.503e-008     -1.00

				OH-              4.404e-008  4.404e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.884e-010  3.884e-010     -1.00

				CaHSO4+         -3.594e-012  3.594e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -141.18   -143.89   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -41.77    -44.82   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -141.39   -149.42   -8.03  H2S

				N2(g)            -8.79    -11.86   -3.07  N2

				NH3(g)          -63.66    -61.53    2.13  NH3

				O2(g)            -5.07     -7.83   -2.77  O2

				Sulfur         -105.76   -100.51    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 148.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.27008e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.730e-008  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.383e-003  2.383e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.313      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.383e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   4

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.503e-008  7.098e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.403e-008  4.144e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -140.616  -140.615     0.000     32.22

		C(4)         2.383e-003

		   HCO3-          1.982e-003  1.868e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.852e-004  3.855e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.083e-006  8.560e-007    -5.965    -6.068    -0.102     -7.40

		   CaCO3          8.998e-007  9.005e-007    -6.046    -6.046     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          8.998e-007  9.005e-007    -6.046    -6.046     0.000    -14.66

		   CaOH+          1.911e-009  1.800e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -44.005   -44.005     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -55.648   -55.675    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -58.256   -58.256     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -58.682   -58.708    -0.026     (0)  

		N(0)         3.432e-008

		   N2             1.716e-008  1.717e-008    -7.765    -7.765     0.000     29.29

		N(3)         2.220e-015

		   NO2-           2.220e-015  2.088e-015   -14.654   -14.680    -0.027     23.91

		N(5)         9.997e-005

		   NO3-           9.997e-005  9.403e-005    -4.000    -4.027    -0.027     27.73

		O(0)         6.799e-010

		   O2             3.399e-010  3.402e-010    -9.469    -9.468     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -138.971  -138.998    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -138.981  -138.980     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -145.134  -145.237    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.884e-010  3.657e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -58.682   -58.708    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.166e-006  1.083e-006      2.00

				CaCO3            1.800e-006  8.998e-007      2.00

				H+              -7.503e-008  7.503e-008     -1.00

				OH-              4.403e-008  4.403e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.884e-010  3.884e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -137.91   -140.62   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.95    -44.00   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -138.11   -146.15   -8.03  H2S

				N2(g)            -4.70     -7.77   -3.07  N2

				NH3(g)          -60.38    -58.26    2.13  NH3

				O2(g)            -6.70     -9.47   -2.77  O2

				Sulfur         -103.31    -98.06    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 149.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.27872e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.663e-008  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.383e-003  2.383e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.276      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.383e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   4

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.503e-008  7.098e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.403e-008  4.144e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -140.323  -140.323     0.000     32.22

		C(4)         2.383e-003

		   HCO3-          1.982e-003  1.869e-003    -2.703    -2.729    -0.026     23.14

		   CO2            3.852e-004  3.855e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.083e-006  8.560e-007    -5.965    -6.068    -0.102     -7.40

		   CaCO3          8.998e-007  9.005e-007    -6.046    -6.046     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          8.998e-007  9.005e-007    -6.046    -6.046     0.000    -14.66

		   CaOH+          1.911e-009  1.800e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.932   -43.931     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -55.356   -55.383    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -57.964   -57.964     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -58.390   -58.416    -0.026     (0)  

		N(0)         7.955e-008

		   N2             3.978e-008  3.980e-008    -7.400    -7.400     0.000     29.29

		N(3)         2.625e-015

		   NO2-           2.625e-015  2.469e-015   -14.581   -14.607    -0.027     23.91

		N(5)         9.993e-005

		   NO3-           9.993e-005  9.399e-005    -4.000    -4.027    -0.027     27.73

		O(0)         4.856e-010

		   O2             2.428e-010  2.430e-010    -9.615    -9.614     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -138.679  -138.705    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -138.688  -138.688     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -144.842  -144.944    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.884e-010  3.657e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -58.390   -58.416    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.166e-006  1.083e-006      2.00

				CaCO3            1.800e-006  8.998e-007      2.00

				H+              -7.503e-008  7.503e-008     -1.00

				OH-              4.403e-008  4.403e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.884e-010  3.884e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -137.62   -140.32   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.88    -43.93   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -137.82   -145.85   -8.03  H2S

				N2(g)            -4.33     -7.40   -3.07  N2

				NH3(g)          -60.09    -57.96    2.13  NH3

				O2(g)            -6.85     -9.61   -2.77  O2

				Sulfur         -103.09    -97.84    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 150.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.28736e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.661e-008  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.383e-003  2.383e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.256      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.383e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   4

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.503e-008  7.098e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.403e-008  4.144e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -140.167  -140.166     0.000     32.22

		C(4)         2.383e-003

		   HCO3-          1.982e-003  1.869e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.852e-004  3.855e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.083e-006  8.560e-007    -5.965    -6.068    -0.102     -7.40

		   CaCO3          8.998e-007  9.005e-007    -6.046    -6.046     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.336e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          8.998e-007  9.005e-007    -6.046    -6.046     0.000    -14.66

		   CaOH+          1.911e-009  1.800e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.893   -43.892     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -55.200   -55.227    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -57.808   -57.807     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -58.233   -58.260    -0.026     (0)  

		N(0)         1.248e-007

		   N2             6.240e-008  6.245e-008    -7.205    -7.204     0.000     29.29

		N(3)         2.872e-015

		   NO2-           2.872e-015  2.701e-015   -14.542   -14.568    -0.027     23.91

		N(5)         9.988e-005

		   NO3-           9.988e-005  9.395e-005    -4.001    -4.027    -0.027     27.73

		O(0)         4.054e-010

		   O2             2.027e-010  2.028e-010    -9.693    -9.693     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -138.522  -138.549    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -138.531  -138.531     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -144.685  -144.788    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.884e-010  3.657e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -58.233   -58.260    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.166e-006  1.083e-006      2.00

				CaCO3            1.800e-006  8.998e-007      2.00

				H+              -7.503e-008  7.503e-008     -1.00

				OH-              4.403e-008  4.403e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.884e-010  3.884e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -137.46   -140.17   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.84    -43.89   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -137.66   -145.70   -8.03  H2S

				N2(g)            -4.13     -7.20   -3.07  N2

				NH3(g)          -59.94    -57.81    2.13  NH3

				O2(g)            -6.93     -9.69   -2.77  O2

				Sulfur         -102.97    -97.72    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 151.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.296e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.659e-008  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.383e-003  2.383e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.243      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.383e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   3

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.503e-008  7.098e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.403e-008  4.144e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -140.059  -140.058     0.000     32.22

		C(4)         2.383e-003

		   HCO3-          1.982e-003  1.869e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.852e-004  3.855e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.083e-006  8.560e-007    -5.965    -6.068    -0.102     -7.40

		   CaCO3          8.998e-007  9.005e-007    -6.046    -6.046     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          8.998e-007  9.005e-007    -6.046    -6.046     0.000    -14.66

		   CaOH+          1.911e-009  1.800e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.866   -43.865     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -55.092   -55.119    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -57.700   -57.700     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -58.126   -58.152    -0.026     (0)  

		N(0)         1.701e-007

		   N2             8.503e-008  8.509e-008    -7.070    -7.070     0.000     29.29

		N(3)         3.054e-015

		   NO2-           3.054e-015  2.873e-015   -14.515   -14.542    -0.027     23.91

		N(5)         9.984e-005

		   NO3-           9.984e-005  9.390e-005    -4.001    -4.027    -0.027     27.73

		O(0)         3.581e-010

		   O2             1.790e-010  1.792e-010    -9.747    -9.747     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -138.414  -138.441    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -138.424  -138.423     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -144.577  -144.680    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.884e-010  3.657e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -58.126   -58.152    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.166e-006  1.083e-006      2.00

				CaCO3            1.800e-006  8.998e-007      2.00

				H+              -7.503e-008  7.503e-008     -1.00

				OH-              4.403e-008  4.403e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.884e-010  3.884e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -137.35   -140.06   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.81    -43.87   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -137.56   -145.59   -8.03  H2S

				N2(g)            -4.00     -7.07   -3.07  N2

				NH3(g)          -59.83    -57.70    2.13  NH3

				O2(g)            -6.98     -9.75   -2.77  O2

				Sulfur         -102.89    -97.64    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 152.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.30464e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.658e-008  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.383e-003  2.383e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.233      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.383e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   3

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.503e-008  7.099e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.403e-008  4.144e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.976  -139.976     0.000     32.22

		C(4)         2.383e-003

		   HCO3-          1.982e-003  1.869e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.853e-004  3.855e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.083e-006  8.560e-007    -5.965    -6.068    -0.102     -7.40

		   CaCO3          8.999e-007  9.005e-007    -6.046    -6.046     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          8.999e-007  9.005e-007    -6.046    -6.046     0.000    -14.66

		   CaOH+          1.911e-009  1.800e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.845   -43.845     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -55.010   -55.037    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -57.618   -57.618     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -58.044   -58.070    -0.026     (0)  

		N(0)         2.153e-007

		   N2             1.077e-007  1.077e-007    -6.968    -6.968     0.000     29.29

		N(3)         3.201e-015

		   NO2-           3.201e-015  3.011e-015   -14.495   -14.521    -0.027     23.91

		N(5)         9.979e-005

		   NO3-           9.979e-005  9.386e-005    -4.001    -4.028    -0.027     27.73

		O(0)         3.257e-010

		   O2             1.628e-010  1.630e-010    -9.788    -9.788     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -138.332  -138.359    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -138.341  -138.341     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -144.495  -144.598    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.884e-010  3.657e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -58.044   -58.070    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.166e-006  1.083e-006      2.00

				CaCO3            1.800e-006  8.999e-007      2.00

				H+              -7.503e-008  7.503e-008     -1.00

				OH-              4.403e-008  4.403e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.884e-010  3.884e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -137.27   -139.98   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.79    -43.84   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -137.47   -145.51   -8.03  H2S

				N2(g)            -3.90     -6.97   -3.07  N2

				NH3(g)          -59.75    -57.62    2.13  NH3

				O2(g)            -7.02     -9.79   -2.77  O2

				Sulfur         -102.83    -97.58    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 153.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.31328e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.656e-008  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.383e-003  2.383e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.224      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.383e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   3

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.503e-008  7.099e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.403e-008  4.144e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.910  -139.910     0.000     32.22

		C(4)         2.383e-003

		   HCO3-          1.982e-003  1.869e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.853e-004  3.855e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.083e-006  8.560e-007    -5.965    -6.068    -0.102     -7.40

		   CaCO3          8.999e-007  9.005e-007    -6.046    -6.046     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          8.999e-007  9.005e-007    -6.046    -6.046     0.000    -14.66

		   CaOH+          1.911e-009  1.800e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.828   -43.828     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.944   -54.970    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -57.552   -57.551     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.977   -58.003    -0.026     (0)  

		N(0)         2.605e-007

		   N2             1.303e-007  1.304e-007    -6.885    -6.885     0.000     29.29

		N(3)         3.325e-015

		   NO2-           3.325e-015  3.127e-015   -14.478   -14.505    -0.027     23.91

		N(5)         9.975e-005

		   NO3-           9.975e-005  9.382e-005    -4.001    -4.028    -0.027     27.73

		O(0)         3.017e-010

		   O2             1.508e-010  1.509e-010    -9.822    -9.821     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -138.266  -138.292    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -138.275  -138.274     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -144.428  -144.531    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.884e-010  3.657e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.977   -58.003    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.166e-006  1.083e-006      2.00

				CaCO3            1.800e-006  8.999e-007      2.00

				H+              -7.503e-008  7.503e-008     -1.00

				OH-              4.403e-008  4.403e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.884e-010  3.884e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -137.20   -139.91   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.77    -43.83   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -137.41   -145.44   -8.03  H2S

				N2(g)            -3.82     -6.88   -3.07  N2

				NH3(g)          -59.68    -57.55    2.13  NH3

				O2(g)            -7.06     -9.82   -2.77  O2

				Sulfur         -102.78    -97.53    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 154.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.32192e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.654e-008  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.383e-003  2.383e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.217      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.383e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   3

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.504e-008  7.099e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.403e-008  4.144e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.854  -139.854     0.000     32.22

		C(4)         2.383e-003

		   HCO3-          1.982e-003  1.869e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.853e-004  3.856e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.083e-006  8.560e-007    -5.965    -6.068    -0.102     -7.40

		   CaCO3          8.999e-007  9.005e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          8.999e-007  9.005e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.800e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.814   -43.814     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.888   -54.915    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -57.496   -57.496     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.922   -57.948    -0.026     (0)  

		N(0)         3.058e-007

		   N2             1.529e-007  1.530e-007    -6.816    -6.815     0.000     29.29

		N(3)         3.432e-015

		   NO2-           3.432e-015  3.228e-015   -14.464   -14.491    -0.027     23.91

		N(5)         9.970e-005

		   NO3-           9.970e-005  9.378e-005    -4.001    -4.028    -0.027     27.73

		O(0)         2.829e-010

		   O2             1.414e-010  1.415e-010    -9.849    -9.849     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -138.210  -138.236    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -138.219  -138.219     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -144.372  -144.475    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.884e-010  3.657e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.922   -57.948    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.166e-006  1.083e-006      2.00

				CaCO3            1.800e-006  8.999e-007      2.00

				H+              -7.504e-008  7.504e-008     -1.00

				OH-              4.403e-008  4.403e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.884e-010  3.884e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -137.15   -139.85   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.76    -43.81   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -137.35   -145.38   -8.03  H2S

				N2(g)            -3.75     -6.82   -3.07  N2

				NH3(g)          -59.62    -57.50    2.13  NH3

				O2(g)            -7.08     -9.85   -2.77  O2

				Sulfur         -102.74    -97.49    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 155.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.33056e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.653e-008  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.383e-003  2.383e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.211      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.383e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   3

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.504e-008  7.099e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.403e-008  4.144e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.806  -139.805     0.000     32.22

		C(4)         2.383e-003

		   HCO3-          1.982e-003  1.869e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.853e-004  3.856e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.083e-006  8.561e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          8.999e-007  9.006e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          8.999e-007  9.006e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.800e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.802   -43.802     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.840   -54.867    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -57.448   -57.448     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.874   -57.900    -0.026     (0)  

		N(0)         3.510e-007

		   N2             1.755e-007  1.756e-007    -6.756    -6.755     0.000     29.29

		N(3)         3.527e-015

		   NO2-           3.527e-015  3.317e-015   -14.453   -14.479    -0.027     23.91

		N(5)         9.966e-005

		   NO3-           9.966e-005  9.373e-005    -4.001    -4.028    -0.027     27.73

		O(0)         2.676e-010

		   O2             1.338e-010  1.339e-010    -9.874    -9.873     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -138.161  -138.188    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -138.171  -138.170     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -144.324  -144.427    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.884e-010  3.657e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.874   -57.900    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.166e-006  1.083e-006      2.00

				CaCO3            1.800e-006  8.999e-007      2.00

				H+              -7.504e-008  7.504e-008     -1.00

				OH-              4.403e-008  4.403e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.884e-010  3.884e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -137.10   -139.81   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.75    -43.80   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -137.30   -145.34   -8.03  H2S

				N2(g)            -3.69     -6.76   -3.07  N2

				NH3(g)          -59.58    -57.45    2.13  NH3

				O2(g)            -7.11     -9.87   -2.77  O2

				Sulfur         -102.70    -97.45    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 156.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.3392e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.651e-008  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.383e-003  2.383e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.206      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.383e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   3

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.504e-008  7.099e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.403e-008  4.144e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.763  -139.763     0.000     32.22

		C(4)         2.383e-003

		   HCO3-          1.982e-003  1.869e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.853e-004  3.856e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.083e-006  8.561e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          8.999e-007  9.006e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          8.999e-007  9.006e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.800e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.792   -43.791     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.798   -54.825    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -57.406   -57.405     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.831   -57.857    -0.026     (0)  

		N(0)         3.962e-007

		   N2             1.981e-007  1.982e-007    -6.703    -6.703     0.000     29.29

		N(3)         3.612e-015

		   NO2-           3.612e-015  3.398e-015   -14.442   -14.469    -0.027     23.91

		N(5)         9.961e-005

		   NO3-           9.961e-005  9.369e-005    -4.002    -4.028    -0.027     27.73

		O(0)         2.548e-010

		   O2             1.274e-010  1.275e-010    -9.895    -9.894     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -138.119  -138.145    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -138.128  -138.128     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -144.282  -144.384    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.884e-010  3.657e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.831   -57.857    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.166e-006  1.083e-006      2.00

				CaCO3            1.800e-006  8.999e-007      2.00

				H+              -7.504e-008  7.504e-008     -1.00

				OH-              4.403e-008  4.403e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.884e-010  3.884e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -137.06   -139.76   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.74    -43.79   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -137.26   -145.29   -8.03  H2S

				N2(g)            -3.63     -6.70   -3.07  N2

				NH3(g)          -59.53    -57.41    2.13  NH3

				O2(g)            -7.13     -9.89   -2.77  O2

				Sulfur         -102.67    -97.42    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 157.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.34784e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.650e-008  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.384e-003  2.384e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.201      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.384e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   3

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.504e-008  7.099e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.403e-008  4.144e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.725  -139.725     0.000     32.22

		C(4)         2.384e-003

		   HCO3-          1.982e-003  1.869e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.853e-004  3.856e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.083e-006  8.561e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          8.999e-007  9.006e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          8.999e-007  9.006e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.800e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.782   -43.782     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.760   -54.787    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -57.368   -57.368     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.794   -57.820    -0.026     (0)  

		N(0)         4.414e-007

		   N2             2.207e-007  2.209e-007    -6.656    -6.656     0.000     29.29

		N(3)         3.690e-015

		   NO2-           3.690e-015  3.471e-015   -14.433   -14.460    -0.027     23.91

		N(5)         9.957e-005

		   NO3-           9.957e-005  9.365e-005    -4.002    -4.029    -0.027     27.73

		O(0)         2.440e-010

		   O2             1.220e-010  1.221e-010    -9.914    -9.913     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -138.081  -138.108    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -138.090  -138.090     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -144.244  -144.347    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.884e-010  3.657e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.794   -57.820    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.166e-006  1.083e-006      2.00

				CaCO3            1.800e-006  8.999e-007      2.00

				H+              -7.504e-008  7.504e-008     -1.00

				OH-              4.403e-008  4.403e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.884e-010  3.884e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -137.02   -139.73   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.73    -43.78   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -137.22   -145.26   -8.03  H2S

				N2(g)            -3.59     -6.66   -3.07  N2

				NH3(g)          -59.50    -57.37    2.13  NH3

				O2(g)            -7.15     -9.91   -2.77  O2

				Sulfur         -102.64    -97.39    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 158.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.35648e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.648e-008  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.384e-003  2.384e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.197      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.384e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   3

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.504e-008  7.099e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.403e-008  4.144e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.691  -139.691     0.000     32.22

		C(4)         2.384e-003

		   HCO3-          1.982e-003  1.869e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.853e-004  3.856e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.083e-006  8.561e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          8.999e-007  9.006e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          8.999e-007  9.006e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.800e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.774   -43.773     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.726   -54.753    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -57.334   -57.334     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.760   -57.786    -0.026     (0)  

		N(0)         4.866e-007

		   N2             2.433e-007  2.435e-007    -6.614    -6.614     0.000     29.29

		N(3)         3.762e-015

		   NO2-           3.762e-015  3.538e-015   -14.425   -14.451    -0.027     23.91

		N(5)         9.952e-005

		   NO3-           9.952e-005  9.361e-005    -4.002    -4.029    -0.027     27.73

		O(0)         2.346e-010

		   O2             1.173e-010  1.174e-010    -9.931    -9.930     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -138.047  -138.073    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -138.056  -138.056     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -144.210  -144.312    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.884e-010  3.657e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.760   -57.786    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.166e-006  1.083e-006      2.00

				CaCO3            1.800e-006  8.999e-007      2.00

				H+              -7.504e-008  7.504e-008     -1.00

				OH-              4.403e-008  4.403e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.884e-010  3.884e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.99   -139.69   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.72    -43.77   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -137.19   -145.22   -8.03  H2S

				N2(g)            -3.54     -6.61   -3.07  N2

				NH3(g)          -59.46    -57.33    2.13  NH3

				O2(g)            -7.16     -9.93   -2.77  O2

				Sulfur         -102.61    -97.36    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 159.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.36512e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.646e-008  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.384e-003  2.384e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.193      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.384e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   3

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.504e-008  7.099e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.403e-008  4.144e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.660  -139.660     0.000     32.22

		C(4)         2.384e-003

		   HCO3-          1.982e-003  1.869e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.853e-004  3.856e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.083e-006  8.561e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.000e-007  9.006e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.000e-007  9.006e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.800e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.766   -43.766     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.695   -54.722    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -57.303   -57.303     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.729   -57.755    -0.026     (0)  

		N(0)         5.317e-007

		   N2             2.659e-007  2.661e-007    -6.575    -6.575     0.000     29.29

		N(3)         3.828e-015

		   NO2-           3.828e-015  3.601e-015   -14.417   -14.444    -0.027     23.91

		N(5)         9.948e-005

		   NO3-           9.948e-005  9.356e-005    -4.002    -4.029    -0.027     27.73

		O(0)         2.263e-010

		   O2             1.131e-010  1.132e-010    -9.946    -9.946     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -138.016  -138.042    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -138.025  -138.025     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -144.178  -144.281    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.884e-010  3.657e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.729   -57.755    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.166e-006  1.083e-006      2.00

				CaCO3            1.800e-006  9.000e-007      2.00

				H+              -7.504e-008  7.504e-008     -1.00

				OH-              4.403e-008  4.403e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.884e-010  3.884e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.95   -139.66   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.71    -43.77   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -137.16   -145.19   -8.03  H2S

				N2(g)            -3.51     -6.58   -3.07  N2

				NH3(g)          -59.43    -57.30    2.13  NH3

				O2(g)            -7.18     -9.95   -2.77  O2

				Sulfur         -102.59    -97.34    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 160.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.37376e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.645e-008  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.384e-003  2.384e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.190      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.384e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   3

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.504e-008  7.099e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.403e-008  4.144e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.631  -139.631     0.000     32.22

		C(4)         2.384e-003

		   HCO3-          1.982e-003  1.869e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.853e-004  3.856e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.083e-006  8.561e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.000e-007  9.006e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.000e-007  9.006e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.800e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.759   -43.759     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.667   -54.693    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -57.275   -57.274     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.700   -57.726    -0.026     (0)  

		N(0)         5.769e-007

		   N2             2.884e-007  2.887e-007    -6.540    -6.540     0.000     29.29

		N(3)         3.890e-015

		   NO2-           3.890e-015  3.659e-015   -14.410   -14.437    -0.027     23.91

		N(5)         9.943e-005

		   NO3-           9.943e-005  9.352e-005    -4.002    -4.029    -0.027     27.73

		O(0)         2.190e-010

		   O2             1.095e-010  1.096e-010    -9.961    -9.960     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.987  -138.014    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.996  -137.996     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -144.150  -144.253    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.884e-010  3.657e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.700   -57.726    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.166e-006  1.083e-006      2.00

				CaCO3            1.800e-006  9.000e-007      2.00

				H+              -7.504e-008  7.504e-008     -1.00

				OH-              4.403e-008  4.403e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.884e-010  3.884e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.93   -139.63   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.70    -43.76   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -137.13   -145.16   -8.03  H2S

				N2(g)            -3.47     -6.54   -3.07  N2

				NH3(g)          -59.40    -57.27    2.13  NH3

				O2(g)            -7.19     -9.96   -2.77  O2

				Sulfur         -102.57    -97.32    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 161.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.3824e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.643e-008  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.384e-003  2.384e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.186      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.384e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   3

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.504e-008  7.099e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.403e-008  4.144e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.605  -139.605     0.000     32.22

		C(4)         2.384e-003

		   HCO3-          1.982e-003  1.869e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.854e-004  3.856e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.083e-006  8.561e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.000e-007  9.006e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.000e-007  9.006e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.800e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.752   -43.752     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.640   -54.667    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -57.248   -57.248     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.674   -57.700    -0.026     (0)  

		N(0)         6.220e-007

		   N2             3.110e-007  3.112e-007    -6.507    -6.507     0.000     29.29

		N(3)         3.948e-015

		   NO2-           3.948e-015  3.713e-015   -14.404   -14.430    -0.027     23.91

		N(5)         9.939e-005

		   NO3-           9.939e-005  9.348e-005    -4.003    -4.029    -0.027     27.73

		O(0)         2.124e-010

		   O2             1.062e-010  1.063e-010    -9.974    -9.974     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.961  -137.987    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.970  -137.970     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -144.123  -144.226    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.884e-010  3.657e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.674   -57.700    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.166e-006  1.083e-006      2.00

				CaCO3            1.800e-006  9.000e-007      2.00

				H+              -7.504e-008  7.504e-008     -1.00

				OH-              4.403e-008  4.403e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.884e-010  3.884e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.90   -139.60   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.70    -43.75   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -137.10   -145.14   -8.03  H2S

				N2(g)            -3.44     -6.51   -3.07  N2

				NH3(g)          -59.38    -57.25    2.13  NH3

				O2(g)            -7.21     -9.97   -2.77  O2

				Sulfur         -102.55    -97.30    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 162.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.39104e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.642e-008  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.384e-003  2.384e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.183      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.384e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   3

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.504e-008  7.099e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.403e-008  4.143e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.580  -139.580     0.000     32.22

		C(4)         2.384e-003

		   HCO3-          1.982e-003  1.869e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.854e-004  3.856e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.083e-006  8.562e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.000e-007  9.007e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.000e-007  9.007e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.800e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.746   -43.746     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.616   -54.643    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -57.224   -57.224     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.650   -57.676    -0.026     (0)  

		N(0)         6.672e-007

		   N2             3.336e-007  3.338e-007    -6.477    -6.476     0.000     29.29

		N(3)         4.003e-015

		   NO2-           4.003e-015  3.765e-015   -14.398   -14.424    -0.027     23.91

		N(5)         9.934e-005

		   NO3-           9.934e-005  9.344e-005    -4.003    -4.029    -0.027     27.73

		O(0)         2.064e-010

		   O2             1.032e-010  1.033e-010    -9.986    -9.986     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.936  -137.962    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.945  -137.945     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -144.099  -144.202    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.884e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.650   -57.676    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.166e-006  1.083e-006      2.00

				CaCO3            1.800e-006  9.000e-007      2.00

				H+              -7.504e-008  7.504e-008     -1.00

				OH-              4.403e-008  4.403e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.884e-010  3.884e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.87   -139.58   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.69    -43.75   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -137.08   -145.11   -8.03  H2S

				N2(g)            -3.41     -6.48   -3.07  N2

				NH3(g)          -59.35    -57.22    2.13  NH3

				O2(g)            -7.22     -9.99   -2.77  O2

				Sulfur         -102.53    -97.28    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 163.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.39968e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.640e-008  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.384e-003  2.384e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.180      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.384e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   3

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.504e-008  7.099e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.403e-008  4.143e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.557  -139.557     0.000     32.22

		C(4)         2.384e-003

		   HCO3-          1.982e-003  1.869e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.854e-004  3.857e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.083e-006  8.562e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.000e-007  9.007e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.000e-007  9.007e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.800e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.740   -43.740     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.593   -54.620    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -57.201   -57.201     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.627   -57.653    -0.026     (0)  

		N(0)         7.123e-007

		   N2             3.561e-007  3.564e-007    -6.448    -6.448     0.000     29.29

		N(3)         4.054e-015

		   NO2-           4.054e-015  3.813e-015   -14.392   -14.419    -0.027     23.91

		N(5)         9.930e-005

		   NO3-           9.930e-005  9.339e-005    -4.003    -4.030    -0.027     27.73

		O(0)         2.010e-010

		   O2             1.005e-010  1.006e-010    -9.998    -9.997     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.913  -137.939    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.922  -137.922     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -144.076  -144.178    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.884e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.627   -57.653    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.167e-006  1.083e-006      2.00

				CaCO3            1.800e-006  9.000e-007      2.00

				H+              -7.504e-008  7.504e-008     -1.00

				OH-              4.403e-008  4.403e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.884e-010  3.884e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.85   -139.56   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.69    -43.74   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -137.06   -145.09   -8.03  H2S

				N2(g)            -3.38     -6.45   -3.07  N2

				NH3(g)          -59.33    -57.20    2.13  NH3

				O2(g)            -7.23    -10.00   -2.77  O2

				Sulfur         -102.51    -97.26    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 164.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.40832e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.639e-008  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.384e-003  2.384e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.178      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.000e-003

		                       Total CO2 (mol/kg)  =  2.384e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   3

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.504e-008  7.099e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.403e-008  4.143e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.536  -139.535     0.000     32.22

		C(4)         2.384e-003

		   HCO3-          1.982e-003  1.869e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.854e-004  3.857e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.083e-006  8.562e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.000e-007  9.007e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.000e-007  9.007e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.800e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.735   -43.735     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.572   -54.598    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -57.180   -57.179     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.605   -57.631    -0.026     (0)  

		N(0)         7.574e-007

		   N2             3.787e-007  3.790e-007    -6.422    -6.421     0.000     29.29

		N(3)         4.103e-015

		   NO2-           4.103e-015  3.859e-015   -14.387   -14.413    -0.027     23.91

		N(5)         9.925e-005

		   NO3-           9.925e-005  9.335e-005    -4.003    -4.030    -0.027     27.73

		O(0)         1.961e-010

		   O2             9.804e-011  9.811e-011   -10.009   -10.008     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.891  -137.918    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.901  -137.900     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -144.054  -144.157    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.884e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.605   -57.631    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.167e-006  1.083e-006      2.00

				CaCO3            1.800e-006  9.000e-007      2.00

				H+              -7.504e-008  7.504e-008     -1.00

				OH-              4.403e-008  4.403e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.884e-010  3.884e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.83   -139.54   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.68    -43.73   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -137.03   -145.07   -8.03  H2S

				N2(g)            -3.35     -6.42   -3.07  N2

				NH3(g)          -59.31    -57.18    2.13  NH3

				O2(g)            -7.24    -10.01   -2.77  O2

				Sulfur         -102.50    -97.25    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 165.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.41696e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.637e-008  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.384e-003  2.384e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.175      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.001e-003

		                       Total CO2 (mol/kg)  =  2.384e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   3

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.504e-008  7.099e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.403e-008  4.143e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.515  -139.515     0.000     32.22

		C(4)         2.384e-003

		   HCO3-          1.982e-003  1.869e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.854e-004  3.857e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.083e-006  8.562e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.000e-007  9.007e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.000e-007  9.007e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.800e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.730   -43.729     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.551   -54.578    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -57.159   -57.159     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.585   -57.611    -0.026     (0)  

		N(0)         8.025e-007

		   N2             4.012e-007  4.015e-007    -6.397    -6.396     0.000     29.29

		N(3)         4.150e-015

		   NO2-           4.150e-015  3.903e-015   -14.382   -14.409    -0.027     23.91

		N(5)         9.920e-005

		   NO3-           9.920e-005  9.331e-005    -4.003    -4.030    -0.027     27.73

		O(0)         1.915e-010

		   O2             9.577e-011  9.584e-011   -10.019   -10.018     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.871  -137.897    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.880  -137.880     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -144.034  -144.136    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.884e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.585   -57.611    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.001e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.167e-006  1.083e-006      2.00

				CaCO3            1.800e-006  9.000e-007      2.00

				H+              -7.504e-008  7.504e-008     -1.00

				OH-              4.403e-008  4.403e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.884e-010  3.884e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.81   -139.51   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.67    -43.73   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -137.01   -145.05   -8.03  H2S

				N2(g)            -3.33     -6.40   -3.07  N2

				NH3(g)          -59.29    -57.16    2.13  NH3

				O2(g)            -7.25    -10.02   -2.77  O2

				Sulfur         -102.48    -97.23    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 166.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.4256e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.635e-008  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.384e-003  2.384e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.173      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.001e-003

		                       Total CO2 (mol/kg)  =  2.384e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.504e-008  7.099e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.403e-008  4.143e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.496  -139.495     0.000     32.22

		C(4)         2.384e-003

		   HCO3-          1.982e-003  1.869e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.854e-004  3.857e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.083e-006  8.562e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.000e-007  9.007e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.000e-007  9.007e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.725   -43.725     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.532   -54.559    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -57.140   -57.140     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.566   -57.592    -0.026     (0)  

		N(0)         8.476e-007

		   N2             4.238e-007  4.241e-007    -6.373    -6.373     0.000     29.29

		N(3)         4.194e-015

		   NO2-           4.194e-015  3.945e-015   -14.377   -14.404    -0.027     23.91

		N(5)         9.916e-005

		   NO3-           9.916e-005  9.327e-005    -4.004    -4.030    -0.027     27.73

		O(0)         1.873e-010

		   O2             9.366e-011  9.373e-011   -10.028   -10.028     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.852  -137.878    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.861  -137.860     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -144.014  -144.117    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.884e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.566   -57.592    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.001e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.982e-003  1.982e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.167e-006  1.083e-006      2.00

				CaCO3            1.800e-006  9.000e-007      2.00

				H+              -7.504e-008  7.504e-008     -1.00

				OH-              4.403e-008  4.403e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.884e-010  3.884e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.79   -139.50   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.67    -43.72   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.99   -145.03   -8.03  H2S

				N2(g)            -3.30     -6.37   -3.07  N2

				NH3(g)          -59.27    -57.14    2.13  NH3

				O2(g)            -7.26    -10.03   -2.77  O2

				Sulfur         -102.47    -97.22    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 167.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.43424e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.634e-008  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.384e-003  2.384e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.170      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.001e-003

		                       Total CO2 (mol/kg)  =  2.384e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.504e-008  7.099e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.403e-008  4.143e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.477  -139.477     0.000     32.22

		C(4)         2.384e-003

		   HCO3-          1.983e-003  1.869e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.854e-004  3.857e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.083e-006  8.562e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.001e-007  9.007e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.001e-007  9.007e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.720   -43.720     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.514   -54.541    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -57.122   -57.122     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.548   -57.574    -0.026     (0)  

		N(0)         8.926e-007

		   N2             4.463e-007  4.466e-007    -6.350    -6.350     0.000     29.29

		N(3)         4.237e-015

		   NO2-           4.237e-015  3.985e-015   -14.373   -14.400    -0.027     23.91

		N(5)         9.911e-005

		   NO3-           9.911e-005  9.322e-005    -4.004    -4.030    -0.027     27.73

		O(0)         1.834e-010

		   O2             9.171e-011  9.177e-011   -10.038   -10.037     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.833  -137.860    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.842  -137.842     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.996  -144.099    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.884e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.548   -57.574    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.001e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.983e-003  1.983e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.167e-006  1.083e-006      2.00

				CaCO3            1.800e-006  9.001e-007      2.00

				H+              -7.504e-008  7.504e-008     -1.00

				OH-              4.403e-008  4.403e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.884e-010  3.884e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.77   -139.48   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.67    -43.72   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.98   -145.01   -8.03  H2S

				N2(g)            -3.28     -6.35   -3.07  N2

				NH3(g)          -59.25    -57.12    2.13  NH3

				O2(g)            -7.27    -10.04   -2.77  O2

				Sulfur         -102.45    -97.20    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 168.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.44288e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.632e-008  9.966e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.384e-003  2.384e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.168      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.001e-003

		                       Total CO2 (mol/kg)  =  2.384e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.504e-008  7.099e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.403e-008  4.143e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.460  -139.460     0.000     32.22

		C(4)         2.384e-003

		   HCO3-          1.983e-003  1.869e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.854e-004  3.857e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.083e-006  8.562e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.001e-007  9.007e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.001e-007  9.007e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.716   -43.716     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.497   -54.524    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -57.105   -57.105     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.531   -57.557    -0.026     (0)  

		N(0)         9.377e-007

		   N2             4.689e-007  4.692e-007    -6.329    -6.329     0.000     29.29

		N(3)         4.277e-015

		   NO2-           4.277e-015  4.023e-015   -14.369   -14.395    -0.027     23.91

		N(5)         9.907e-005

		   NO3-           9.907e-005  9.318e-005    -4.004    -4.031    -0.027     27.73

		O(0)         1.798e-010

		   O2             8.989e-011  8.995e-011   -10.046   -10.046     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.816  -137.842    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.825  -137.825     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.979  -144.081    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.884e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.531   -57.557    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.001e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.983e-003  1.983e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.167e-006  1.083e-006      2.00

				CaCO3            1.800e-006  9.001e-007      2.00

				H+              -7.504e-008  7.504e-008     -1.00

				OH-              4.403e-008  4.403e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.884e-010  3.884e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.75   -139.46   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.66    -43.72   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.96   -144.99   -8.03  H2S

				N2(g)            -3.26     -6.33   -3.07  N2

				NH3(g)          -59.23    -57.10    2.13  NH3

				O2(g)            -7.28    -10.05   -2.77  O2

				Sulfur         -102.44    -97.19    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 169.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.45152e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.631e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.384e-003  2.384e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.166      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.001e-003

		                       Total CO2 (mol/kg)  =  2.384e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.504e-008  7.099e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.403e-008  4.143e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.443  -139.443     0.000     32.22

		C(4)         2.384e-003

		   HCO3-          1.983e-003  1.869e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.854e-004  3.857e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.083e-006  8.562e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.001e-007  9.007e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.001e-007  9.007e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.712   -43.712     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.480   -54.507    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -57.089   -57.088     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.514   -57.540    -0.026     (0)  

		N(0)         9.827e-007

		   N2             4.914e-007  4.917e-007    -6.309    -6.308     0.000     29.29

		N(3)         4.317e-015

		   NO2-           4.317e-015  4.060e-015   -14.365   -14.391    -0.027     23.91

		N(5)         9.902e-005

		   NO3-           9.902e-005  9.314e-005    -4.004    -4.031    -0.027     27.73

		O(0)         1.764e-010

		   O2             8.818e-011  8.825e-011   -10.055   -10.054     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.799  -137.826    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.808  -137.808     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.962  -144.065    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.884e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.514   -57.540    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.001e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.983e-003  1.983e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.167e-006  1.083e-006      2.00

				CaCO3            1.800e-006  9.001e-007      2.00

				H+              -7.504e-008  7.504e-008     -1.00

				OH-              4.403e-008  4.403e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.884e-010  3.884e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.74   -139.44   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.66    -43.71   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.94   -144.97   -8.03  H2S

				N2(g)            -3.24     -6.31   -3.07  N2

				NH3(g)          -59.22    -57.09    2.13  NH3

				O2(g)            -7.29    -10.05   -2.77  O2

				Sulfur         -102.43    -97.18    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 170.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.46016e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.629e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.384e-003  2.384e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.164      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.001e-003

		                       Total CO2 (mol/kg)  =  2.384e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.504e-008  7.099e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.403e-008  4.143e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.428  -139.427     0.000     32.22

		C(4)         2.384e-003

		   HCO3-          1.983e-003  1.869e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.855e-004  3.857e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.083e-006  8.563e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.001e-007  9.008e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.001e-007  9.008e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.708   -43.708     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.465   -54.492    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -57.073   -57.073     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.498   -57.525    -0.026     (0)  

		N(0)         1.028e-006

		   N2             5.139e-007  5.143e-007    -6.289    -6.289     0.000     29.29

		N(3)         4.354e-015

		   NO2-           4.354e-015  4.095e-015   -14.361   -14.388    -0.027     23.91

		N(5)         9.898e-005

		   NO3-           9.898e-005  9.310e-005    -4.004    -4.031    -0.027     27.73

		O(0)         1.732e-010

		   O2             8.659e-011  8.665e-011   -10.063   -10.062     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.783  -137.810    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.793  -137.792     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.946  -144.049    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.884e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.498   -57.525    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.001e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.983e-003  1.983e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.167e-006  1.083e-006      2.00

				CaCO3            1.800e-006  9.001e-007      2.00

				H+              -7.504e-008  7.504e-008     -1.00

				OH-              4.403e-008  4.403e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.884e-010  3.884e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.72   -139.43   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.65    -43.71   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.93   -144.96   -8.03  H2S

				N2(g)            -3.22     -6.29   -3.07  N2

				NH3(g)          -59.20    -57.07    2.13  NH3

				O2(g)            -7.30    -10.06   -2.77  O2

				Sulfur         -102.42    -97.17    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 171.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.4688e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.628e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.384e-003  2.384e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.162      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.001e-003

		                       Total CO2 (mol/kg)  =  2.384e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.504e-008  7.099e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.403e-008  4.143e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.412  -139.412     0.000     32.22

		C(4)         2.384e-003

		   HCO3-          1.983e-003  1.869e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.855e-004  3.857e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.083e-006  8.563e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.001e-007  9.008e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.001e-007  9.008e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.704   -43.704     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.450   -54.477    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -57.058   -57.058     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.483   -57.510    -0.026     (0)  

		N(0)         1.073e-006

		   N2             5.364e-007  5.368e-007    -6.271    -6.270     0.000     29.29

		N(3)         4.391e-015

		   NO2-           4.391e-015  4.130e-015   -14.357   -14.384    -0.027     23.91

		N(5)         9.893e-005

		   NO3-           9.893e-005  9.305e-005    -4.005    -4.031    -0.027     27.73

		O(0)         1.702e-010

		   O2             8.508e-011  8.515e-011   -10.070   -10.070     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.768  -137.795    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.777  -137.777     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.931  -144.034    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.884e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.483   -57.510    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.001e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.983e-003  1.983e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.167e-006  1.083e-006      2.00

				CaCO3            1.800e-006  9.001e-007      2.00

				H+              -7.504e-008  7.504e-008     -1.00

				OH-              4.403e-008  4.403e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.884e-010  3.884e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.71   -139.41   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.65    -43.70   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.91   -144.94   -8.03  H2S

				N2(g)            -3.20     -6.27   -3.07  N2

				NH3(g)          -59.19    -57.06    2.13  NH3

				O2(g)            -7.30    -10.07   -2.77  O2

				Sulfur         -102.41    -97.15    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 172.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.47744e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.626e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.384e-003  2.384e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.160      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.001e-003

		                       Total CO2 (mol/kg)  =  2.384e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.504e-008  7.099e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.403e-008  4.143e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.398  -139.397     0.000     32.22

		C(4)         2.384e-003

		   HCO3-          1.983e-003  1.869e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.855e-004  3.858e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.083e-006  8.563e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.001e-007  9.008e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.001e-007  9.008e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.700   -43.700     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.435   -54.462    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -57.043   -57.043     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.469   -57.495    -0.026     (0)  

		N(0)         1.118e-006

		   N2             5.589e-007  5.593e-007    -6.253    -6.252     0.000     29.29

		N(3)         4.426e-015

		   NO2-           4.426e-015  4.163e-015   -14.354   -14.381    -0.027     23.91

		N(5)         9.889e-005

		   NO3-           9.889e-005  9.301e-005    -4.005    -4.031    -0.027     27.73

		O(0)         1.673e-010

		   O2             8.367e-011  8.373e-011   -10.077   -10.077     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.754  -137.780    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.763  -137.762     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.916  -144.019    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.884e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.469   -57.495    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.001e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.983e-003  1.983e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.167e-006  1.083e-006      2.00

				CaCO3            1.800e-006  9.001e-007      2.00

				H+              -7.504e-008  7.504e-008     -1.00

				OH-              4.403e-008  4.403e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.884e-010  3.884e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.69   -139.40   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.65    -43.70   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.90   -144.93   -8.03  H2S

				N2(g)            -3.18     -6.25   -3.07  N2

				NH3(g)          -59.17    -57.04    2.13  NH3

				O2(g)            -7.31    -10.08   -2.77  O2

				Sulfur         -102.39    -97.14    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 173.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.48608e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.625e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.384e-003  2.384e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.159      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.001e-003

		                       Total CO2 (mol/kg)  =  2.384e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.504e-008  7.100e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.403e-008  4.143e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.384  -139.383     0.000     32.22

		C(4)         2.384e-003

		   HCO3-          1.983e-003  1.870e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.855e-004  3.858e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.083e-006  8.563e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.001e-007  9.008e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.001e-007  9.008e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.697   -43.697     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.422   -54.448    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -57.030   -57.029     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.455   -57.481    -0.026     (0)  

		N(0)         1.163e-006

		   N2             5.814e-007  5.818e-007    -6.236    -6.235     0.000     29.29

		N(3)         4.459e-015

		   NO2-           4.459e-015  4.194e-015   -14.351   -14.377    -0.027     23.91

		N(5)         9.884e-005

		   NO3-           9.884e-005  9.297e-005    -4.005    -4.032    -0.027     27.73

		O(0)         1.647e-010

		   O2             8.233e-011  8.239e-011   -10.084   -10.084     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.740  -137.766    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.749  -137.748     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.902  -144.005    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.884e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.455   -57.481    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.001e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.983e-003  1.983e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.167e-006  1.083e-006      2.00

				CaCO3            1.800e-006  9.001e-007      2.00

				H+              -7.504e-008  7.504e-008     -1.00

				OH-              4.403e-008  4.403e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.884e-010  3.884e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.68   -139.38   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.64    -43.70   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.88   -144.91   -8.03  H2S

				N2(g)            -3.17     -6.24   -3.07  N2

				NH3(g)          -59.16    -57.03    2.13  NH3

				O2(g)            -7.32    -10.08   -2.77  O2

				Sulfur         -102.38    -97.13    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 174.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.49472e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.623e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.384e-003  2.385e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.157      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.001e-003

		                       Total CO2 (mol/kg)  =  2.384e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.505e-008  7.100e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.403e-008  4.143e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.370  -139.370     0.000     32.22

		C(4)         2.384e-003

		   HCO3-          1.983e-003  1.870e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.855e-004  3.858e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.083e-006  8.563e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.002e-007  9.008e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.002e-007  9.008e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.694   -43.693     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.408   -54.435    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -57.016   -57.016     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.442   -57.468    -0.026     (0)  

		N(0)         1.208e-006

		   N2             6.039e-007  6.043e-007    -6.219    -6.219     0.000     29.29

		N(3)         4.492e-015

		   NO2-           4.492e-015  4.225e-015   -14.348   -14.374    -0.027     23.91

		N(5)         9.880e-005

		   NO3-           9.880e-005  9.293e-005    -4.005    -4.032    -0.027     27.73

		O(0)         1.621e-010

		   O2             8.106e-011  8.112e-011   -10.091   -10.091     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.726  -137.753    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.735  -137.735     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.889  -143.992    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.884e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.442   -57.468    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.001e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.983e-003  1.983e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.167e-006  1.083e-006      2.00

				CaCO3            1.800e-006  9.002e-007      2.00

				H+              -7.505e-008  7.505e-008     -1.00

				OH-              4.403e-008  4.403e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.884e-010  3.884e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.66   -139.37   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.64    -43.69   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.87   -144.90   -8.03  H2S

				N2(g)            -3.15     -6.22   -3.07  N2

				NH3(g)          -59.14    -57.02    2.13  NH3

				O2(g)            -7.33    -10.09   -2.77  O2

				Sulfur         -102.37    -97.12    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 175.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.50336e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.621e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.385e-003  2.385e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.155      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.001e-003

		                       Total CO2 (mol/kg)  =  2.385e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.505e-008  7.100e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.403e-008  4.143e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.357  -139.357     0.000     32.22

		C(4)         2.385e-003

		   HCO3-          1.983e-003  1.870e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.855e-004  3.858e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CO3-2          1.083e-006  8.563e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.002e-007  9.008e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.337e-005    -4.849    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.002e-007  9.008e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.690   -43.690     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.395   -54.422    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -57.004   -57.003     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.429   -57.455    -0.026     (0)  

		N(0)         1.253e-006

		   N2             6.264e-007  6.268e-007    -6.203    -6.203     0.000     29.29

		N(3)         4.524e-015

		   NO2-           4.524e-015  4.255e-015   -14.344   -14.371    -0.027     23.91

		N(5)         9.875e-005

		   NO3-           9.875e-005  9.289e-005    -4.005    -4.032    -0.027     27.73

		O(0)         1.597e-010

		   O2             7.985e-011  7.991e-011   -10.098   -10.097     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.713  -137.740    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.722  -137.722     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.876  -143.979    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.884e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.429   -57.455    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.001e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.983e-003  1.983e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.167e-006  1.083e-006      2.00

				CaCO3            1.800e-006  9.002e-007      2.00

				H+              -7.505e-008  7.505e-008     -1.00

				OH-              4.403e-008  4.403e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.884e-010  3.884e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.65   -139.36   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.64    -43.69   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.86   -144.89   -8.03  H2S

				N2(g)            -3.13     -6.20   -3.07  N2

				NH3(g)          -59.13    -57.00    2.13  NH3

				O2(g)            -7.33    -10.10   -2.77  O2

				Sulfur         -102.36    -97.11    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 176.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.512e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.620e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.385e-003  2.385e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.154      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.001e-003

		                       Total CO2 (mol/kg)  =  2.385e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.505e-008  7.100e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.403e-008  4.143e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.345  -139.344     0.000     32.22

		C(4)         2.385e-003

		   HCO3-          1.983e-003  1.870e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.855e-004  3.858e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.337e-005    -4.848    -4.874    -0.025      8.95

		   CO3-2          1.083e-006  8.563e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.002e-007  9.008e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.337e-005    -4.848    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.002e-007  9.008e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.687   -43.687     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.383   -54.410    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.991   -56.991     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.417   -57.443    -0.026     (0)  

		N(0)         1.298e-006

		   N2             6.489e-007  6.493e-007    -6.188    -6.188     0.000     29.29

		N(3)         4.555e-015

		   NO2-           4.555e-015  4.284e-015   -14.342   -14.368    -0.027     23.91

		N(5)         9.871e-005

		   NO3-           9.871e-005  9.284e-005    -4.006    -4.032    -0.027     27.73

		O(0)         1.574e-010

		   O2             7.870e-011  7.876e-011   -10.104   -10.104     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.701  -137.727    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.710  -137.709     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.863  -143.966    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.884e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.417   -57.443    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.001e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.983e-003  1.983e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.167e-006  1.083e-006      2.00

				CaCO3            1.800e-006  9.002e-007      2.00

				H+              -7.505e-008  7.505e-008     -1.00

				OH-              4.403e-008  4.403e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.884e-010  3.884e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.64   -139.34   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.63    -43.69   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.84   -144.88   -8.03  H2S

				N2(g)            -3.12     -6.19   -3.07  N2

				NH3(g)          -59.12    -56.99    2.13  NH3

				O2(g)            -7.34    -10.10   -2.77  O2

				Sulfur         -102.36    -97.10    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 177.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.52064e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.618e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.385e-003  2.385e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.152      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.001e-003

		                       Total CO2 (mol/kg)  =  2.385e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.505e-008  7.100e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.403e-008  4.143e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.332  -139.332     0.000     32.22

		C(4)         2.385e-003

		   HCO3-          1.983e-003  1.870e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.855e-004  3.858e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.417e-005  1.337e-005    -4.848    -4.874    -0.025      8.95

		   CO3-2          1.083e-006  8.564e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.002e-007  9.009e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.417e-005  1.337e-005    -4.848    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.002e-007  9.009e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.684   -43.684     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.371   -54.398    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.979   -56.979     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.405   -57.431    -0.026     (0)  

		N(0)         1.343e-006

		   N2             6.713e-007  6.718e-007    -6.173    -6.173     0.000     29.29

		N(3)         4.584e-015

		   NO2-           4.584e-015  4.312e-015   -14.339   -14.365    -0.027     23.91

		N(5)         9.866e-005

		   NO3-           9.866e-005  9.280e-005    -4.006    -4.032    -0.027     27.73

		O(0)         1.552e-010

		   O2             7.761e-011  7.767e-011   -10.110   -10.110     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.688  -137.715    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.697  -137.697     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.851  -143.954    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.405   -57.431    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.001e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.983e-003  1.983e-003      1.00

				CaHCO3+          1.417e-005  1.417e-005      1.00

				CO3-2            2.167e-006  1.083e-006      2.00

				CaCO3            1.800e-006  9.002e-007      2.00

				H+              -7.505e-008  7.505e-008     -1.00

				OH-              4.403e-008  4.403e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.63   -139.33   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.63    -43.68   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.83   -144.86   -8.03  H2S

				N2(g)            -3.10     -6.17   -3.07  N2

				NH3(g)          -59.11    -56.98    2.13  NH3

				O2(g)            -7.34    -10.11   -2.77  O2

				Sulfur         -102.35    -97.10    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 178.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.52928e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.617e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.385e-003  2.385e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.151      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.001e-003

		                       Total CO2 (mol/kg)  =  2.385e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.505e-008  7.100e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.403e-008  4.143e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.321  -139.320     0.000     32.22

		C(4)         2.385e-003

		   HCO3-          1.983e-003  1.870e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.855e-004  3.858e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.418e-005  1.337e-005    -4.848    -4.874    -0.025      8.95

		   CO3-2          1.084e-006  8.564e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.002e-007  9.009e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.418e-005  1.337e-005    -4.848    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.002e-007  9.009e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.681   -43.681     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.360   -54.386    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.968   -56.967     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.393   -57.419    -0.026     (0)  

		N(0)         1.388e-006

		   N2             6.938e-007  6.943e-007    -6.159    -6.158     0.000     29.29

		N(3)         4.613e-015

		   NO2-           4.613e-015  4.339e-015   -14.336   -14.363    -0.027     23.91

		N(5)         9.862e-005

		   NO3-           9.862e-005  9.276e-005    -4.006    -4.033    -0.027     27.73

		O(0)         1.531e-010

		   O2             7.657e-011  7.663e-011   -10.116   -10.116     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.677  -137.703    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.686  -137.685     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.839  -143.942    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.393   -57.419    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.001e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.983e-003  1.983e-003      1.00

				CaHCO3+          1.418e-005  1.418e-005      1.00

				CO3-2            2.167e-006  1.084e-006      2.00

				CaCO3            1.800e-006  9.002e-007      2.00

				H+              -7.505e-008  7.505e-008     -1.00

				OH-              4.403e-008  4.403e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.61   -139.32   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.63    -43.68   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.82   -144.85   -8.03  H2S

				N2(g)            -3.09     -6.16   -3.07  N2

				NH3(g)          -59.10    -56.97    2.13  NH3

				O2(g)            -7.35    -10.12   -2.77  O2

				Sulfur         -102.34    -97.09    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 179.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.53792e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.615e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.385e-003  2.385e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.149      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.001e-003

		                       Total CO2 (mol/kg)  =  2.385e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.505e-008  7.100e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.402e-008  4.143e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.309  -139.309     0.000     32.22

		C(4)         2.385e-003

		   HCO3-          1.983e-003  1.870e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.856e-004  3.858e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.418e-005  1.337e-005    -4.848    -4.874    -0.025      8.95

		   CO3-2          1.084e-006  8.564e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.002e-007  9.009e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.418e-005  1.337e-005    -4.848    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.002e-007  9.009e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.678   -43.678     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.348   -54.375    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.956   -56.956     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.382   -57.408    -0.026     (0)  

		N(0)         1.433e-006

		   N2             7.163e-007  7.168e-007    -6.145    -6.145     0.000     29.29

		N(3)         4.642e-015

		   NO2-           4.642e-015  4.366e-015   -14.333   -14.360    -0.027     23.91

		N(5)         9.857e-005

		   NO3-           9.857e-005  9.272e-005    -4.006    -4.033    -0.027     27.73

		O(0)         1.511e-010

		   O2             7.557e-011  7.563e-011   -10.122   -10.121     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.665  -137.692    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.674  -137.674     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.828  -143.931    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.385e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.382   -57.408    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.001e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.983e-003  1.983e-003      1.00

				CaHCO3+          1.418e-005  1.418e-005      1.00

				CO3-2            2.167e-006  1.084e-006      2.00

				CaCO3            1.800e-006  9.002e-007      2.00

				H+              -7.505e-008  7.505e-008     -1.00

				OH-              4.402e-008  4.402e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.60   -139.31   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.62    -43.68   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.81   -144.84   -8.03  H2S

				N2(g)            -3.07     -6.14   -3.07  N2

				NH3(g)          -59.08    -56.96    2.13  NH3

				O2(g)            -7.36    -10.12   -2.77  O2

				Sulfur         -102.33    -97.08    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 180.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.54656e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.614e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.385e-003  2.385e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.148      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.001e-003

		                       Total CO2 (mol/kg)  =  2.385e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.505e-008  7.100e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.402e-008  4.143e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.298  -139.298     0.000     32.22

		C(4)         2.385e-003

		   HCO3-          1.983e-003  1.870e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.856e-004  3.859e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.418e-005  1.337e-005    -4.848    -4.874    -0.025      8.95

		   CO3-2          1.084e-006  8.564e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.002e-007  9.009e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.418e-005  1.337e-005    -4.848    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.002e-007  9.009e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.676   -43.675     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.338   -54.364    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.946   -56.945     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.371   -57.397    -0.026     (0)  

		N(0)         1.477e-006

		   N2             7.387e-007  7.393e-007    -6.132    -6.131     0.000     29.29

		N(3)         4.669e-015

		   NO2-           4.669e-015  4.392e-015   -14.331   -14.357    -0.027     23.91

		N(5)         9.853e-005

		   NO3-           9.853e-005  9.267e-005    -4.006    -4.033    -0.027     27.73

		O(0)         1.492e-010

		   O2             7.462e-011  7.467e-011   -10.127   -10.127     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.654  -137.681    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.663  -137.663     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.817  -143.920    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.371   -57.397    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.001e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.983e-003  1.983e-003      1.00

				CaHCO3+          1.418e-005  1.418e-005      1.00

				CO3-2            2.167e-006  1.084e-006      2.00

				CaCO3            1.800e-006  9.002e-007      2.00

				H+              -7.505e-008  7.505e-008     -1.00

				OH-              4.402e-008  4.402e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.59   -139.30   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.62    -43.68   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.80   -144.83   -8.03  H2S

				N2(g)            -3.06     -6.13   -3.07  N2

				NH3(g)          -59.07    -56.95    2.13  NH3

				O2(g)            -7.36    -10.13   -2.77  O2

				Sulfur         -102.32    -97.07    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 181.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.5552e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.612e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.385e-003  2.385e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.147      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.001e-003

		                       Total CO2 (mol/kg)  =  2.385e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.505e-008  7.100e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.402e-008  4.143e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.287  -139.287     0.000     32.22

		C(4)         2.385e-003

		   HCO3-          1.983e-003  1.870e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.856e-004  3.859e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.418e-005  1.337e-005    -4.848    -4.874    -0.025      8.95

		   CO3-2          1.084e-006  8.564e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.003e-007  9.009e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.418e-005  1.337e-005    -4.848    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.003e-007  9.009e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.673   -43.673     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.327   -54.354    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.935   -56.935     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.361   -57.387    -0.026     (0)  

		N(0)         1.522e-006

		   N2             7.612e-007  7.617e-007    -6.119    -6.118     0.000     29.29

		N(3)         4.696e-015

		   NO2-           4.696e-015  4.417e-015   -14.328   -14.355    -0.027     23.91

		N(5)         9.849e-005

		   NO3-           9.849e-005  9.263e-005    -4.007    -4.033    -0.027     27.73

		O(0)         1.474e-010

		   O2             7.370e-011  7.376e-011   -10.133   -10.132     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.644  -137.670    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.653  -137.652     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.806  -143.909    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.361   -57.387    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.001e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.983e-003  1.983e-003      1.00

				CaHCO3+          1.418e-005  1.418e-005      1.00

				CO3-2            2.167e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.003e-007      2.00

				H+              -7.505e-008  7.505e-008     -1.00

				OH-              4.402e-008  4.402e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.58   -139.29   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.62    -43.67   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.79   -144.82   -8.03  H2S

				N2(g)            -3.05     -6.12   -3.07  N2

				NH3(g)          -59.06    -56.93    2.13  NH3

				O2(g)            -7.37    -10.13   -2.77  O2

				Sulfur         -102.31    -97.06    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 182.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.56384e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.610e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.385e-003  2.385e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.145      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.001e-003

		                       Total CO2 (mol/kg)  =  2.385e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.505e-008  7.100e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.402e-008  4.143e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.277  -139.277     0.000     32.22

		C(4)         2.385e-003

		   HCO3-          1.983e-003  1.870e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.856e-004  3.859e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.418e-005  1.337e-005    -4.848    -4.874    -0.025      8.95

		   CO3-2          1.084e-006  8.564e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.003e-007  9.009e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.418e-005  1.337e-005    -4.848    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.003e-007  9.009e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.670   -43.670     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.317   -54.344    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.925   -56.925     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.350   -57.377    -0.026     (0)  

		N(0)         1.567e-006

		   N2             7.836e-007  7.842e-007    -6.106    -6.106     0.000     29.29

		N(3)         4.722e-015

		   NO2-           4.722e-015  4.441e-015   -14.326   -14.352    -0.027     23.91

		N(5)         9.844e-005

		   NO3-           9.844e-005  9.259e-005    -4.007    -4.033    -0.027     27.73

		O(0)         1.457e-010

		   O2             7.283e-011  7.288e-011   -10.138   -10.137     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.633  -137.659    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.642  -137.642     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.796  -143.899    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.350   -57.377    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.001e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.983e-003  1.983e-003      1.00

				CaHCO3+          1.418e-005  1.418e-005      1.00

				CO3-2            2.167e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.003e-007      2.00

				H+              -7.505e-008  7.505e-008     -1.00

				OH-              4.402e-008  4.402e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.57   -139.28   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.62    -43.67   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.78   -144.81   -8.03  H2S

				N2(g)            -3.04     -6.11   -3.07  N2

				NH3(g)          -59.05    -56.92    2.13  NH3

				O2(g)            -7.37    -10.14   -2.77  O2

				Sulfur         -102.30    -97.05    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 183.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.57248e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.609e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.385e-003  2.385e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.144      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00047

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.001e-003

		                       Total CO2 (mol/kg)  =  2.385e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.505e-008  7.100e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.402e-008  4.143e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.267  -139.267     0.000     32.22

		C(4)         2.385e-003

		   HCO3-          1.983e-003  1.870e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.856e-004  3.859e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.418e-005  1.337e-005    -4.848    -4.874    -0.025      8.95

		   CO3-2          1.084e-006  8.564e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.003e-007  9.009e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.418e-005  1.337e-005    -4.848    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.003e-007  9.009e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.668   -43.667     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.307   -54.334    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.915   -56.915     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.341   -57.367    -0.026     (0)  

		N(0)         1.612e-006

		   N2             8.060e-007  8.066e-007    -6.094    -6.093     0.000     29.29

		N(3)         4.747e-015

		   NO2-           4.747e-015  4.465e-015   -14.324   -14.350    -0.027     23.91

		N(5)         9.840e-005

		   NO3-           9.840e-005  9.255e-005    -4.007    -4.034    -0.027     27.73

		O(0)         1.440e-010

		   O2             7.198e-011  7.204e-011   -10.143   -10.142     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.623  -137.649    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.632  -137.632     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.786  -143.888    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.341   -57.367    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.001e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.983e-003  1.983e-003      1.00

				CaHCO3+          1.418e-005  1.418e-005      1.00

				CO3-2            2.167e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.003e-007      2.00

				H+              -7.505e-008  7.505e-008     -1.00

				OH-              4.402e-008  4.402e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.56   -139.27   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.61    -43.67   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.76   -144.80   -8.03  H2S

				N2(g)            -3.02     -6.09   -3.07  N2

				NH3(g)          -59.04    -56.91    2.13  NH3

				O2(g)            -7.38    -10.14   -2.77  O2

				Sulfur         -102.30    -97.05    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 184.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.58112e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.607e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.385e-003  2.385e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.143      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.001e-003

		                       Total CO2 (mol/kg)  =  2.385e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.505e-008  7.100e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.402e-008  4.143e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.257  -139.257     0.000     32.22

		C(4)         2.385e-003

		   HCO3-          1.983e-003  1.870e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.856e-004  3.859e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CO3-2          1.084e-006  8.564e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.003e-007  9.010e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.003e-007  9.010e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.665   -43.665     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.297   -54.324    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.905   -56.905     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.331   -57.357    -0.026     (0)  

		N(0)         1.657e-006

		   N2             8.285e-007  8.291e-007    -6.082    -6.081     0.000     29.29

		N(3)         4.772e-015

		   NO2-           4.772e-015  4.489e-015   -14.321   -14.348    -0.027     23.91

		N(5)         9.835e-005

		   NO3-           9.835e-005  9.250e-005    -4.007    -4.034    -0.027     27.73

		O(0)         1.423e-010

		   O2             7.117e-011  7.122e-011   -10.148   -10.147     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.613  -137.640    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.622  -137.622     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.776  -143.879    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.331   -57.357    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.001e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.983e-003  1.983e-003      1.00

				CaHCO3+          1.418e-005  1.418e-005      1.00

				CO3-2            2.167e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.003e-007      2.00

				H+              -7.505e-008  7.505e-008     -1.00

				OH-              4.402e-008  4.402e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.55   -139.26   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.61    -43.66   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.76   -144.79   -8.03  H2S

				N2(g)            -3.01     -6.08   -3.07  N2

				NH3(g)          -59.03    -56.91    2.13  NH3

				O2(g)            -7.38    -10.15   -2.77  O2

				Sulfur         -102.29    -97.04    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 185.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.58976e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.606e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.385e-003  2.385e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.142      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.001e-003

		                       Total CO2 (mol/kg)  =  2.385e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.505e-008  7.100e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.402e-008  4.143e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.247  -139.247     0.000     32.22

		C(4)         2.385e-003

		   HCO3-          1.983e-003  1.870e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.856e-004  3.859e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CO3-2          1.084e-006  8.565e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.003e-007  9.010e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.003e-007  9.010e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.663   -43.663     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.288   -54.315    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.896   -56.896     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.321   -57.348    -0.026     (0)  

		N(0)         1.702e-006

		   N2             8.509e-007  8.515e-007    -6.070    -6.070     0.000     29.29

		N(3)         4.796e-015

		   NO2-           4.796e-015  4.511e-015   -14.319   -14.346    -0.027     23.91

		N(5)         9.831e-005

		   NO3-           9.831e-005  9.246e-005    -4.007    -4.034    -0.027     27.73

		O(0)         1.408e-010

		   O2             7.039e-011  7.044e-011   -10.152   -10.152     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.604  -137.630    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.613  -137.612     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.766  -143.869    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.321   -57.348    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.001e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.983e-003  1.983e-003      1.00

				CaHCO3+          1.418e-005  1.418e-005      1.00

				CO3-2            2.167e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.003e-007      2.00

				H+              -7.505e-008  7.505e-008     -1.00

				OH-              4.402e-008  4.402e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.54   -139.25   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.61    -43.66   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.75   -144.78   -8.03  H2S

				N2(g)            -3.00     -6.07   -3.07  N2

				NH3(g)          -59.02    -56.90    2.13  NH3

				O2(g)            -7.39    -10.15   -2.77  O2

				Sulfur         -102.28    -97.03    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 186.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.5984e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.604e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.385e-003  2.385e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.141      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.001e-003

		                       Total CO2 (mol/kg)  =  2.385e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.505e-008  7.100e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.402e-008  4.143e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.238  -139.238     0.000     32.22

		C(4)         2.385e-003

		   HCO3-          1.983e-003  1.870e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.856e-004  3.859e-004    -3.414    -3.414     0.000     33.63

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CO3-2          1.084e-006  8.565e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.003e-007  9.010e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.003e-007  9.010e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.661   -43.660     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.279   -54.305    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.887   -56.886     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.312   -57.338    -0.026     (0)  

		N(0)         1.747e-006

		   N2             8.733e-007  8.739e-007    -6.059    -6.059     0.000     29.29

		N(3)         4.820e-015

		   NO2-           4.820e-015  4.534e-015   -14.317   -14.344    -0.027     23.91

		N(5)         9.826e-005

		   NO3-           9.826e-005  9.242e-005    -4.008    -4.034    -0.027     27.73

		O(0)         1.393e-010

		   O2             6.964e-011  6.969e-011   -10.157   -10.157     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.594  -137.621    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.603  -137.603     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.757  -143.860    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.312   -57.338    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.001e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.983e-003  1.983e-003      1.00

				CaHCO3+          1.418e-005  1.418e-005      1.00

				CO3-2            2.167e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.003e-007      2.00

				H+              -7.505e-008  7.505e-008     -1.00

				OH-              4.402e-008  4.402e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.53   -139.24   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.61    -43.66   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.74   -144.77   -8.03  H2S

				N2(g)            -2.99     -6.06   -3.07  N2

				NH3(g)          -59.01    -56.89    2.13  NH3

				O2(g)            -7.39    -10.16   -2.77  O2

				Sulfur         -102.28    -97.02    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 187.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.60704e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.603e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.385e-003  2.385e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.139      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.002e-003

		                       Total CO2 (mol/kg)  =  2.385e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.505e-008  7.100e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.402e-008  4.143e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.229  -139.229     0.000     32.22

		C(4)         2.385e-003

		   HCO3-          1.983e-003  1.870e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.856e-004  3.859e-004    -3.414    -3.413     0.000     33.63

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CO3-2          1.084e-006  8.565e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.003e-007  9.010e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.003e-007  9.010e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.658   -43.658     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.270   -54.297    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.878   -56.878     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.303   -57.330    -0.026     (0)  

		N(0)         1.791e-006

		   N2             8.957e-007  8.964e-007    -6.048    -6.048     0.000     29.29

		N(3)         4.843e-015

		   NO2-           4.843e-015  4.555e-015   -14.315   -14.341    -0.027     23.91

		N(5)         9.822e-005

		   NO3-           9.822e-005  9.238e-005    -4.008    -4.034    -0.027     27.73

		O(0)         1.378e-010

		   O2             6.891e-011  6.896e-011   -10.162   -10.161     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.585  -137.611    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.594  -137.594     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.748  -143.851    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.303   -57.330    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.002e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.983e-003  1.983e-003      1.00

				CaHCO3+          1.418e-005  1.418e-005      1.00

				CO3-2            2.167e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.003e-007      2.00

				H+              -7.505e-008  7.505e-008     -1.00

				OH-              4.402e-008  4.402e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.52   -139.23   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.60    -43.66   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.73   -144.76   -8.03  H2S

				N2(g)            -2.98     -6.05   -3.07  N2

				NH3(g)          -59.01    -56.88    2.13  NH3

				O2(g)            -7.40    -10.16   -2.77  O2

				Sulfur         -102.27    -97.02    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 188.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.61568e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.601e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.385e-003  2.385e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.138      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.002e-003

		                       Total CO2 (mol/kg)  =  2.385e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.505e-008  7.100e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.402e-008  4.143e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.220  -139.220     0.000     32.22

		C(4)         2.385e-003

		   HCO3-          1.983e-003  1.870e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.857e-004  3.859e-004    -3.414    -3.413     0.000     33.63

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CO3-2          1.084e-006  8.565e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.004e-007  9.010e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.004e-007  9.010e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.656   -43.656     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.261   -54.288    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.869   -56.869     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.295   -57.321    -0.026     (0)  

		N(0)         1.836e-006

		   N2             9.181e-007  9.188e-007    -6.037    -6.037     0.000     29.29

		N(3)         4.866e-015

		   NO2-           4.866e-015  4.577e-015   -14.313   -14.339    -0.027     23.91

		N(5)         9.817e-005

		   NO3-           9.817e-005  9.234e-005    -4.008    -4.035    -0.027     27.73

		O(0)         1.364e-010

		   O2             6.821e-011  6.826e-011   -10.166   -10.166     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.576  -137.603    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.585  -137.585     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.739  -143.842    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.295   -57.321    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.002e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.983e-003  1.983e-003      1.00

				CaHCO3+          1.418e-005  1.418e-005      1.00

				CO3-2            2.167e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.004e-007      2.00

				H+              -7.505e-008  7.505e-008     -1.00

				OH-              4.402e-008  4.402e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.51   -139.22   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.60    -43.66   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.72   -144.75   -8.03  H2S

				N2(g)            -2.97     -6.04   -3.07  N2

				NH3(g)          -59.00    -56.87    2.13  NH3

				O2(g)            -7.40    -10.17   -2.77  O2

				Sulfur         -102.26    -97.01    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 189.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.62432e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.600e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.385e-003  2.385e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.137      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.002e-003

		                       Total CO2 (mol/kg)  =  2.385e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.505e-008  7.100e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.402e-008  4.143e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.211  -139.211     0.000     32.22

		C(4)         2.385e-003

		   HCO3-          1.984e-003  1.870e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.857e-004  3.860e-004    -3.414    -3.413     0.000     33.63

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CO3-2          1.084e-006  8.565e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.004e-007  9.010e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.004e-007  9.010e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.654   -43.654     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.253   -54.279    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.861   -56.860     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.286   -57.312    -0.026     (0)  

		N(0)         1.881e-006

		   N2             9.405e-007  9.412e-007    -6.027    -6.026     0.000     29.29

		N(3)         4.888e-015

		   NO2-           4.888e-015  4.597e-015   -14.311   -14.337    -0.027     23.91

		N(5)         9.813e-005

		   NO3-           9.813e-005  9.229e-005    -4.008    -4.035    -0.027     27.73

		O(0)         1.351e-010

		   O2             6.753e-011  6.758e-011   -10.171   -10.170     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.567  -137.594    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.577  -137.576     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.730  -143.833    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.286   -57.312    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.002e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.984e-003  1.984e-003      1.00

				CaHCO3+          1.418e-005  1.418e-005      1.00

				CO3-2            2.167e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.004e-007      2.00

				H+              -7.505e-008  7.505e-008     -1.00

				OH-              4.402e-008  4.402e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.51   -139.21   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.60    -43.65   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.71   -144.74   -8.03  H2S

				N2(g)            -2.96     -6.03   -3.07  N2

				NH3(g)          -58.99    -56.86    2.13  NH3

				O2(g)            -7.40    -10.17   -2.77  O2

				Sulfur         -102.26    -97.00    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 190.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.63296e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.598e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.385e-003  2.385e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.136      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.002e-003

		                       Total CO2 (mol/kg)  =  2.385e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.505e-008  7.100e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.402e-008  4.143e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.203  -139.203     0.000     32.22

		C(4)         2.385e-003

		   HCO3-          1.984e-003  1.870e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.857e-004  3.860e-004    -3.414    -3.413     0.000     33.63

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CO3-2          1.084e-006  8.565e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.004e-007  9.010e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.004e-007  9.010e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.595e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.652   -43.651     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.244   -54.271    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.852   -56.852     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.278   -57.304    -0.026     (0)  

		N(0)         1.926e-006

		   N2             9.629e-007  9.636e-007    -6.016    -6.016     0.000     29.29

		N(3)         4.910e-015

		   NO2-           4.910e-015  4.618e-015   -14.309   -14.336    -0.027     23.91

		N(5)         9.808e-005

		   NO3-           9.808e-005  9.225e-005    -4.008    -4.035    -0.027     27.73

		O(0)         1.337e-010

		   O2             6.687e-011  6.692e-011   -10.175   -10.174     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.559  -137.585    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.568  -137.568     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.722  -143.825    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.595e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.278   -57.304    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.002e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.984e-003  1.984e-003      1.00

				CaHCO3+          1.418e-005  1.418e-005      1.00

				CO3-2            2.167e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.004e-007      2.00

				H+              -7.505e-008  7.505e-008     -1.00

				OH-              4.402e-008  4.402e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.595e-012  3.595e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.50   -139.20   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.60    -43.65   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.70   -144.73   -8.03  H2S

				N2(g)            -2.95     -6.02   -3.07  N2

				NH3(g)          -58.98    -56.85    2.13  NH3

				O2(g)            -7.41    -10.17   -2.77  O2

				Sulfur         -102.25    -97.00    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 191.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.6416e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.596e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.385e-003  2.385e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.135      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.002e-003

		                       Total CO2 (mol/kg)  =  2.385e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.505e-008  7.100e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.402e-008  4.143e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.195  -139.194     0.000     32.22

		C(4)         2.385e-003

		   HCO3-          1.984e-003  1.870e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.857e-004  3.860e-004    -3.414    -3.413     0.000     33.63

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CO3-2          1.084e-006  8.565e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.004e-007  9.011e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.004e-007  9.011e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.650   -43.649     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.236   -54.263    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.844   -56.844     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.270   -57.296    -0.026     (0)  

		N(0)         1.971e-006

		   N2             9.853e-007  9.860e-007    -6.006    -6.006     0.000     29.29

		N(3)         4.931e-015

		   NO2-           4.931e-015  4.638e-015   -14.307   -14.334    -0.027     23.91

		N(5)         9.804e-005

		   NO3-           9.804e-005  9.221e-005    -4.009    -4.035    -0.027     27.73

		O(0)         1.325e-010

		   O2             6.624e-011  6.628e-011   -10.179   -10.179     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.551  -137.577    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.560  -137.559     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.713  -143.816    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.270   -57.296    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.002e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.984e-003  1.984e-003      1.00

				CaHCO3+          1.418e-005  1.418e-005      1.00

				CO3-2            2.167e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.004e-007      2.00

				H+              -7.505e-008  7.505e-008     -1.00

				OH-              4.402e-008  4.402e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.49   -139.19   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.59    -43.65   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.69   -144.73   -8.03  H2S

				N2(g)            -2.94     -6.01   -3.07  N2

				NH3(g)          -58.97    -56.84    2.13  NH3

				O2(g)            -7.41    -10.18   -2.77  O2

				Sulfur         -102.24    -96.99    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 192.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.65024e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.595e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.386e-003  2.386e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.134      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.002e-003

		                       Total CO2 (mol/kg)  =  2.386e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.505e-008  7.100e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.402e-008  4.143e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.186  -139.186     0.000     32.22

		C(4)         2.386e-003

		   HCO3-          1.984e-003  1.870e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.857e-004  3.860e-004    -3.414    -3.413     0.000     33.63

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CO3-2          1.084e-006  8.566e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.004e-007  9.011e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.004e-007  9.011e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.648   -43.647     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.228   -54.255    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.836   -56.836     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.262   -57.288    -0.026     (0)  

		N(0)         2.015e-006

		   N2             1.008e-006  1.008e-006    -5.997    -5.996     0.000     29.29

		N(3)         4.952e-015

		   NO2-           4.952e-015  4.657e-015   -14.305   -14.332    -0.027     23.91

		N(5)         9.799e-005

		   NO3-           9.799e-005  9.217e-005    -4.009    -4.035    -0.027     27.73

		O(0)         1.312e-010

		   O2             6.562e-011  6.567e-011   -10.183   -10.183     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.543  -137.569    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.552  -137.551     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.705  -143.808    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.262   -57.288    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.002e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.984e-003  1.984e-003      1.00

				CaHCO3+          1.418e-005  1.418e-005      1.00

				CO3-2            2.168e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.004e-007      2.00

				H+              -7.505e-008  7.505e-008     -1.00

				OH-              4.402e-008  4.402e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.48   -139.19   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.59    -43.65   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.68   -144.72   -8.03  H2S

				N2(g)            -2.93     -6.00   -3.07  N2

				NH3(g)          -58.96    -56.84    2.13  NH3

				O2(g)            -7.42    -10.18   -2.77  O2

				Sulfur         -102.24    -96.99    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 193.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.65888e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.593e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.386e-003  2.386e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.133      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.002e-003

		                       Total CO2 (mol/kg)  =  2.386e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.506e-008  7.100e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.402e-008  4.143e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.178  -139.178     0.000     32.22

		C(4)         2.386e-003

		   HCO3-          1.984e-003  1.870e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.857e-004  3.860e-004    -3.414    -3.413     0.000     33.63

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CO3-2          1.084e-006  8.566e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.004e-007  9.011e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.004e-007  9.011e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.646   -43.645     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.220   -54.247    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.829   -56.828     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.254   -57.280    -0.026     (0)  

		N(0)         2.060e-006

		   N2             1.030e-006  1.031e-006    -5.987    -5.987     0.000     29.29

		N(3)         4.972e-015

		   NO2-           4.972e-015  4.677e-015   -14.303   -14.330    -0.027     23.91

		N(5)         9.795e-005

		   NO3-           9.795e-005  9.213e-005    -4.009    -4.036    -0.027     27.73

		O(0)         1.300e-010

		   O2             6.502e-011  6.507e-011   -10.187   -10.187     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.535  -137.561    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.544  -137.543     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.697  -143.800    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.254   -57.280    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.002e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.984e-003  1.984e-003      1.00

				CaHCO3+          1.418e-005  1.418e-005      1.00

				CO3-2            2.168e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.004e-007      2.00

				H+              -7.506e-008  7.506e-008     -1.00

				OH-              4.402e-008  4.402e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.47   -139.18   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.59    -43.65   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.68   -144.71   -8.03  H2S

				N2(g)            -2.92     -5.99   -3.07  N2

				NH3(g)          -58.96    -56.83    2.13  NH3

				O2(g)            -7.42    -10.19   -2.77  O2

				Sulfur         -102.23    -96.98    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 194.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.66752e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.592e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.386e-003  2.386e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.132      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.002e-003

		                       Total CO2 (mol/kg)  =  2.386e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.506e-008  7.101e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.402e-008  4.143e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.171  -139.170     0.000     32.22

		C(4)         2.386e-003

		   HCO3-          1.984e-003  1.870e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.857e-004  3.860e-004    -3.414    -3.413     0.000     33.63

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CO3-2          1.084e-006  8.566e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.004e-007  9.011e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.004e-007  9.011e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.644   -43.643     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.213   -54.240    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.821   -56.821     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.247   -57.273    -0.026     (0)  

		N(0)         2.105e-006

		   N2             1.052e-006  1.053e-006    -5.978    -5.977     0.000     29.29

		N(3)         4.992e-015

		   NO2-           4.992e-015  4.696e-015   -14.302   -14.328    -0.027     23.91

		N(5)         9.790e-005

		   NO3-           9.790e-005  9.208e-005    -4.009    -4.036    -0.027     27.73

		O(0)         1.289e-010

		   O2             6.444e-011  6.449e-011   -10.191   -10.191     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.527  -137.553    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.536  -137.536     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.690  -143.792    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.247   -57.273    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.002e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.984e-003  1.984e-003      1.00

				CaHCO3+          1.418e-005  1.418e-005      1.00

				CO3-2            2.168e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.004e-007      2.00

				H+              -7.506e-008  7.506e-008     -1.00

				OH-              4.402e-008  4.402e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.46   -139.17   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.59    -43.64   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.67   -144.70   -8.03  H2S

				N2(g)            -2.91     -5.98   -3.07  N2

				NH3(g)          -58.95    -56.82    2.13  NH3

				O2(g)            -7.42    -10.19   -2.77  O2

				Sulfur         -102.22    -96.97    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 195.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.67616e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.590e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.386e-003  2.386e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.131      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.002e-003

		                       Total CO2 (mol/kg)  =  2.386e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.506e-008  7.101e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.402e-008  4.143e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.163  -139.163     0.000     32.22

		C(4)         2.386e-003

		   HCO3-          1.984e-003  1.870e-003    -2.703    -2.728    -0.026     23.14

		   CO2            3.857e-004  3.860e-004    -3.414    -3.413     0.000     33.63

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CO3-2          1.084e-006  8.566e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.005e-007  9.011e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.005e-007  9.011e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.642   -43.642     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.205   -54.232    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.814   -56.813     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.239   -57.265    -0.026     (0)  

		N(0)         2.150e-006

		   N2             1.075e-006  1.076e-006    -5.969    -5.968     0.000     29.29

		N(3)         5.012e-015

		   NO2-           5.012e-015  4.714e-015   -14.300   -14.327    -0.027     23.91

		N(5)         9.786e-005

		   NO3-           9.786e-005  9.204e-005    -4.009    -4.036    -0.027     27.73

		O(0)         1.278e-010

		   O2             6.388e-011  6.393e-011   -10.195   -10.194     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.519  -137.546    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.528  -137.528     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.682  -143.785    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.239   -57.265    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.002e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.984e-003  1.984e-003      1.00

				CaHCO3+          1.418e-005  1.418e-005      1.00

				CO3-2            2.168e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.005e-007      2.00

				H+              -7.506e-008  7.506e-008     -1.00

				OH-              4.402e-008  4.402e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.46   -139.16   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.59    -43.64   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.66   -144.69   -8.03  H2S

				N2(g)            -2.90     -5.97   -3.07  N2

				NH3(g)          -58.94    -56.81    2.13  NH3

				O2(g)            -7.43    -10.19   -2.77  O2

				Sulfur         -102.22    -96.97    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 196.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.6848e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.589e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.386e-003  2.386e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.130      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.002e-003

		                       Total CO2 (mol/kg)  =  2.386e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551401e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.506e-008  7.101e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.402e-008  4.143e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.156  -139.155     0.000     32.22

		C(4)         2.386e-003

		   HCO3-          1.984e-003  1.870e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.857e-004  3.860e-004    -3.414    -3.413     0.000     33.63

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CO3-2          1.084e-006  8.566e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.005e-007  9.011e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.005e-007  9.011e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.640   -43.640     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.198   -54.225    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.806   -56.806     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.232   -57.258    -0.026     (0)  

		N(0)         2.194e-006

		   N2             1.097e-006  1.098e-006    -5.960    -5.959     0.000     29.29

		N(3)         5.031e-015

		   NO2-           5.031e-015  4.732e-015   -14.298   -14.325    -0.027     23.91

		N(5)         9.781e-005

		   NO3-           9.781e-005  9.200e-005    -4.010    -4.036    -0.027     27.73

		O(0)         1.267e-010

		   O2             6.333e-011  6.338e-011   -10.198   -10.198     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.512  -137.538    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.521  -137.520     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.674  -143.777    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.232   -57.258    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.002e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.984e-003  1.984e-003      1.00

				CaHCO3+          1.418e-005  1.418e-005      1.00

				CO3-2            2.168e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.005e-007      2.00

				H+              -7.506e-008  7.506e-008     -1.00

				OH-              4.402e-008  4.402e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.45   -139.16   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.58    -43.64   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.65   -144.69   -8.03  H2S

				N2(g)            -2.89     -5.96   -3.07  N2

				NH3(g)          -58.93    -56.81    2.13  NH3

				O2(g)            -7.43    -10.20   -2.77  O2

				Sulfur         -102.21    -96.96    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 197.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.69344e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.587e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.386e-003  2.386e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.129      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.002e-003

		                       Total CO2 (mol/kg)  =  2.386e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.506e-008  7.101e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.402e-008  4.143e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.148  -139.148     0.000     32.22

		C(4)         2.386e-003

		   HCO3-          1.984e-003  1.871e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.858e-004  3.860e-004    -3.414    -3.413     0.000     33.63

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CO3-2          1.084e-006  8.566e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.005e-007  9.011e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.005e-007  9.011e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.638   -43.638     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.191   -54.218    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.799   -56.799     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.225   -57.251    -0.026     (0)  

		N(0)         2.239e-006

		   N2             1.119e-006  1.120e-006    -5.951    -5.951     0.000     29.29

		N(3)         5.050e-015

		   NO2-           5.050e-015  4.750e-015   -14.297   -14.323    -0.027     23.91

		N(5)         9.777e-005

		   NO3-           9.777e-005  9.196e-005    -4.010    -4.036    -0.027     27.73

		O(0)         1.256e-010

		   O2             6.280e-011  6.285e-011   -10.202   -10.202     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.504  -137.531    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.513  -137.513     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.667  -143.770    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.225   -57.251    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.002e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.984e-003  1.984e-003      1.00

				CaHCO3+          1.418e-005  1.418e-005      1.00

				CO3-2            2.168e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.005e-007      2.00

				H+              -7.506e-008  7.506e-008     -1.00

				OH-              4.402e-008  4.402e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.44   -139.15   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.58    -43.64   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.65   -144.68   -8.03  H2S

				N2(g)            -2.88     -5.95   -3.07  N2

				NH3(g)          -58.93    -56.80    2.13  NH3

				O2(g)            -7.44    -10.20   -2.77  O2

				Sulfur         -102.21    -96.96    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 198.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.70208e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.585e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.386e-003  2.386e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.128      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.002e-003

		                       Total CO2 (mol/kg)  =  2.386e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.506e-008  7.101e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.402e-008  4.142e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.141  -139.141     0.000     32.22

		C(4)         2.386e-003

		   HCO3-          1.984e-003  1.871e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.858e-004  3.861e-004    -3.414    -3.413     0.000     33.63

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CO3-2          1.084e-006  8.566e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.005e-007  9.012e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.005e-007  9.012e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.636   -43.636     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.184   -54.211    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.792   -56.792     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.218   -57.244    -0.026     (0)  

		N(0)         2.284e-006

		   N2             1.142e-006  1.143e-006    -5.942    -5.942     0.000     29.29

		N(3)         5.069e-015

		   NO2-           5.069e-015  4.767e-015   -14.295   -14.322    -0.027     23.91

		N(5)         9.772e-005

		   NO3-           9.772e-005  9.192e-005    -4.010    -4.037    -0.027     27.73

		O(0)         1.246e-010

		   O2             6.229e-011  6.233e-011   -10.206   -10.205     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.497  -137.524    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.506  -137.506     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.660  -143.763    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.218   -57.244    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.002e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.984e-003  1.984e-003      1.00

				CaHCO3+          1.418e-005  1.418e-005      1.00

				CO3-2            2.168e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.005e-007      2.00

				H+              -7.506e-008  7.506e-008     -1.00

				OH-              4.402e-008  4.402e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.43   -139.14   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.58    -43.64   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.64   -144.67   -8.03  H2S

				N2(g)            -2.87     -5.94   -3.07  N2

				NH3(g)          -58.92    -56.79    2.13  NH3

				O2(g)            -7.44    -10.21   -2.77  O2

				Sulfur         -102.20    -96.95    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 199.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.71072e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.584e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.386e-003  2.386e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.128      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.002e-003

		                       Total CO2 (mol/kg)  =  2.386e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.506e-008  7.101e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.402e-008  4.142e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.134  -139.134     0.000     32.22

		C(4)         2.386e-003

		   HCO3-          1.984e-003  1.871e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.858e-004  3.861e-004    -3.414    -3.413     0.000     33.63

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CO3-2          1.084e-006  8.566e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.005e-007  9.012e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.005e-007  9.012e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.635   -43.634     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.177   -54.204    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.785   -56.785     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.211   -57.237    -0.026     (0)  

		N(0)         2.328e-006

		   N2             1.164e-006  1.165e-006    -5.934    -5.934     0.000     29.29

		N(3)         5.087e-015

		   NO2-           5.087e-015  4.785e-015   -14.294   -14.320    -0.027     23.91

		N(5)         9.768e-005

		   NO3-           9.768e-005  9.187e-005    -4.010    -4.037    -0.027     27.73

		O(0)         1.236e-010

		   O2             6.178e-011  6.183e-011   -10.209   -10.209     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.490  -137.517    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.499  -137.499     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.653  -143.756    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.211   -57.237    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.002e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.984e-003  1.984e-003      1.00

				CaHCO3+          1.418e-005  1.418e-005      1.00

				CO3-2            2.168e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.005e-007      2.00

				H+              -7.506e-008  7.506e-008     -1.00

				OH-              4.402e-008  4.402e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.43   -139.13   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.58    -43.63   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.63   -144.67   -8.03  H2S

				N2(g)            -2.86     -5.93   -3.07  N2

				NH3(g)          -58.91    -56.79    2.13  NH3

				O2(g)            -7.44    -10.21   -2.77  O2

				Sulfur         -102.20    -96.95    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 200.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.71936e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.582e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.386e-003  2.386e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.127      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.002e-003

		                       Total CO2 (mol/kg)  =  2.386e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.506e-008  7.101e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.402e-008  4.142e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.127  -139.127     0.000     32.22

		C(4)         2.386e-003

		   HCO3-          1.984e-003  1.871e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.858e-004  3.861e-004    -3.414    -3.413     0.000     33.63

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CO3-2          1.084e-006  8.567e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.005e-007  9.012e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.005e-007  9.012e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.633   -43.633     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.170   -54.197    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.779   -56.778     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.204   -57.230    -0.026     (0)  

		N(0)         2.373e-006

		   N2             1.186e-006  1.187e-006    -5.926    -5.925     0.000     29.29

		N(3)         5.105e-015

		   NO2-           5.105e-015  4.802e-015   -14.292   -14.319    -0.027     23.91

		N(5)         9.763e-005

		   NO3-           9.763e-005  9.183e-005    -4.010    -4.037    -0.027     27.73

		O(0)         1.226e-010

		   O2             6.129e-011  6.134e-011   -10.213   -10.212     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.483  -137.510    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.492  -137.492     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.646  -143.749    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.204   -57.230    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.002e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.984e-003  1.984e-003      1.00

				CaHCO3+          1.418e-005  1.418e-005      1.00

				CO3-2            2.168e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.005e-007      2.00

				H+              -7.506e-008  7.506e-008     -1.00

				OH-              4.402e-008  4.402e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.42   -139.13   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.58    -43.63   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.63   -144.66   -8.03  H2S

				N2(g)            -2.86     -5.93   -3.07  N2

				NH3(g)          -58.91    -56.78    2.13  NH3

				O2(g)            -7.45    -10.21   -2.77  O2

				Sulfur         -102.19    -96.94    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 201.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.728e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.581e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.386e-003  2.386e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.126      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.002e-003

		                       Total CO2 (mol/kg)  =  2.386e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.506e-008  7.101e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.402e-008  4.142e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.120  -139.120     0.000     32.22

		C(4)         2.386e-003

		   HCO3-          1.984e-003  1.871e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.858e-004  3.861e-004    -3.414    -3.413     0.000     33.63

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CO3-2          1.084e-006  8.567e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.005e-007  9.012e-007    -6.046    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.005e-007  9.012e-007    -6.046    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.631   -43.631     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.164   -54.191    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.772   -56.772     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.198   -57.224    -0.026     (0)  

		N(0)         2.418e-006

		   N2             1.209e-006  1.210e-006    -5.918    -5.917     0.000     29.29

		N(3)         5.123e-015

		   NO2-           5.123e-015  4.818e-015   -14.291   -14.317    -0.027     23.91

		N(5)         9.759e-005

		   NO3-           9.759e-005  9.179e-005    -4.011    -4.037    -0.027     27.73

		O(0)         1.216e-010

		   O2             6.082e-011  6.086e-011   -10.216   -10.216     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.477  -137.503    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.486  -137.485     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.639  -143.742    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.658e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.198   -57.224    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.002e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.984e-003  1.984e-003      1.00

				CaHCO3+          1.418e-005  1.418e-005      1.00

				CO3-2            2.168e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.005e-007      2.00

				H+              -7.506e-008  7.506e-008     -1.00

				OH-              4.402e-008  4.402e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.41   -139.12   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.58    -43.63   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.62   -144.65   -8.03  H2S

				N2(g)            -2.85     -5.92   -3.07  N2

				NH3(g)          -58.90    -56.77    2.13  NH3

				O2(g)            -7.45    -10.22   -2.77  O2

				Sulfur         -102.19    -96.94    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 202.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.73664e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.579e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.386e-003  2.386e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.125      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.002e-003

		                       Total CO2 (mol/kg)  =  2.386e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.506e-008  7.101e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.402e-008  4.142e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.114  -139.113     0.000     32.22

		C(4)         2.386e-003

		   HCO3-          1.984e-003  1.871e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.858e-004  3.861e-004    -3.414    -3.413     0.000     33.63

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CO3-2          1.084e-006  8.567e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.005e-007  9.012e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.005e-007  9.012e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.911e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.629   -43.629     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.157   -54.184    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.766   -56.765     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.191   -57.217    -0.026     (0)  

		N(0)         2.462e-006

		   N2             1.231e-006  1.232e-006    -5.910    -5.909     0.000     29.29

		N(3)         5.140e-015

		   NO2-           5.140e-015  4.834e-015   -14.289   -14.316    -0.027     23.91

		N(5)         9.755e-005

		   NO3-           9.755e-005  9.175e-005    -4.011    -4.037    -0.027     27.73

		O(0)         1.207e-010

		   O2             6.035e-011  6.039e-011   -10.219   -10.219     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.470  -137.496    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.479  -137.479     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.633  -143.735    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.659e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.191   -57.217    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.002e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.984e-003  1.984e-003      1.00

				CaHCO3+          1.418e-005  1.418e-005      1.00

				CO3-2            2.168e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.005e-007      2.00

				H+              -7.506e-008  7.506e-008     -1.00

				OH-              4.402e-008  4.402e-008      1.00

				CaOH+            1.911e-009  1.911e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.41   -139.11   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.57    -43.63   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.61   -144.64   -8.03  H2S

				N2(g)            -2.84     -5.91   -3.07  N2

				NH3(g)          -58.89    -56.77    2.13  NH3

				O2(g)            -7.45    -10.22   -2.77  O2

				Sulfur         -102.18    -96.93    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 203.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.74528e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.578e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.386e-003  2.386e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.124      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.002e-003

		                       Total CO2 (mol/kg)  =  2.386e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.506e-008  7.101e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.402e-008  4.142e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.107  -139.107     0.000     32.22

		C(4)         2.386e-003

		   HCO3-          1.984e-003  1.871e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.858e-004  3.861e-004    -3.414    -3.413     0.000     33.63

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CO3-2          1.084e-006  8.567e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.006e-007  9.012e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.006e-007  9.012e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.628   -43.628     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.151   -54.178    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.759   -56.759     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.185   -57.211    -0.026     (0)  

		N(0)         2.507e-006

		   N2             1.253e-006  1.254e-006    -5.902    -5.902     0.000     29.29

		N(3)         5.157e-015

		   NO2-           5.157e-015  4.850e-015   -14.288   -14.314    -0.027     23.91

		N(5)         9.750e-005

		   NO3-           9.750e-005  9.171e-005    -4.011    -4.038    -0.027     27.73

		O(0)         1.198e-010

		   O2             5.990e-011  5.994e-011   -10.223   -10.222     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.463  -137.490    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.472  -137.472     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.626  -143.729    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.659e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.185   -57.211    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.002e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.984e-003  1.984e-003      1.00

				CaHCO3+          1.418e-005  1.418e-005      1.00

				CO3-2            2.168e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.006e-007      2.00

				H+              -7.506e-008  7.506e-008     -1.00

				OH-              4.402e-008  4.402e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.40   -139.11   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.57    -43.63   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.61   -144.64   -8.03  H2S

				N2(g)            -2.83     -5.90   -3.07  N2

				NH3(g)          -58.89    -56.76    2.13  NH3

				O2(g)            -7.46    -10.22   -2.77  O2

				Sulfur         -102.18    -96.93    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 204.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.75392e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.576e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.386e-003  2.386e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.123      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.002e-003

		                       Total CO2 (mol/kg)  =  2.386e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.506e-008  7.101e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.402e-008  4.142e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.101  -139.100     0.000     32.22

		C(4)         2.386e-003

		   HCO3-          1.984e-003  1.871e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.858e-004  3.861e-004    -3.414    -3.413     0.000     33.63

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CO3-2          1.084e-006  8.567e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.006e-007  9.012e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.006e-007  9.012e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.626   -43.626     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.145   -54.172    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.753   -56.753     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.178   -57.205    -0.026     (0)  

		N(0)         2.551e-006

		   N2             1.276e-006  1.277e-006    -5.894    -5.894     0.000     29.29

		N(3)         5.174e-015

		   NO2-           5.174e-015  4.866e-015   -14.286   -14.313    -0.027     23.91

		N(5)         9.746e-005

		   NO3-           9.746e-005  9.166e-005    -4.011    -4.038    -0.027     27.73

		O(0)         1.189e-010

		   O2             5.945e-011  5.950e-011   -10.226   -10.226     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.457  -137.483    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.466  -137.466     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.620  -143.722    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.659e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.178   -57.205    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.002e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.984e-003  1.984e-003      1.00

				CaHCO3+          1.418e-005  1.418e-005      1.00

				CO3-2            2.168e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.006e-007      2.00

				H+              -7.506e-008  7.506e-008     -1.00

				OH-              4.402e-008  4.402e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.39   -139.10   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.57    -43.63   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.60   -144.63   -8.03  H2S

				N2(g)            -2.82     -5.89   -3.07  N2

				NH3(g)          -58.88    -56.75    2.13  NH3

				O2(g)            -7.46    -10.23   -2.77  O2

				Sulfur         -102.17    -96.92    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 205.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.76256e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.575e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.386e-003  2.386e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.123      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.002e-003

		                       Total CO2 (mol/kg)  =  2.386e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.506e-008  7.101e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.402e-008  4.142e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.094  -139.094     0.000     32.22

		C(4)         2.386e-003

		   HCO3-          1.984e-003  1.871e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.858e-004  3.861e-004    -3.414    -3.413     0.000     33.63

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CO3-2          1.084e-006  8.567e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.006e-007  9.012e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.874    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.006e-007  9.012e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.625   -43.624     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.139   -54.166    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.747   -56.747     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.172   -57.198    -0.026     (0)  

		N(0)         2.596e-006

		   N2             1.298e-006  1.299e-006    -5.887    -5.886     0.000     29.29

		N(3)         5.190e-015

		   NO2-           5.190e-015  4.882e-015   -14.285   -14.311    -0.027     23.91

		N(5)         9.741e-005

		   NO3-           9.741e-005  9.162e-005    -4.011    -4.038    -0.027     27.73

		O(0)         1.180e-010

		   O2             5.902e-011  5.907e-011   -10.229   -10.229     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.451  -137.477    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.459  -137.459     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.613  -143.716    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.659e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.172   -57.198    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.002e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.984e-003  1.984e-003      1.00

				CaHCO3+          1.418e-005  1.418e-005      1.00

				CO3-2            2.168e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.006e-007      2.00

				H+              -7.506e-008  7.506e-008     -1.00

				OH-              4.402e-008  4.402e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.39   -139.09   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.57    -43.62   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.59   -144.63   -8.03  H2S

				N2(g)            -2.82     -5.89   -3.07  N2

				NH3(g)          -58.87    -56.75    2.13  NH3

				O2(g)            -7.46    -10.23   -2.77  O2

				Sulfur         -102.17    -96.92    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 206.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.7712e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.573e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.386e-003  2.386e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.122      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.002e-003

		                       Total CO2 (mol/kg)  =  2.386e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.506e-008  7.101e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.402e-008  4.142e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.088  -139.088     0.000     32.22

		C(4)         2.386e-003

		   HCO3-          1.984e-003  1.871e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.859e-004  3.861e-004    -3.414    -3.413     0.000     33.63

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.084e-006  8.567e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.006e-007  9.013e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.006e-007  9.013e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.623   -43.623     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.133   -54.159    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.741   -56.740     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.166   -57.192    -0.026     (0)  

		N(0)         2.641e-006

		   N2             1.320e-006  1.321e-006    -5.879    -5.879     0.000     29.29

		N(3)         5.207e-015

		   NO2-           5.207e-015  4.897e-015   -14.283   -14.310    -0.027     23.91

		N(5)         9.737e-005

		   NO3-           9.737e-005  9.158e-005    -4.012    -4.038    -0.027     27.73

		O(0)         1.172e-010

		   O2             5.860e-011  5.864e-011   -10.232   -10.232     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.444  -137.471    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.453  -137.453     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.607  -143.710    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.659e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.166   -57.192    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.002e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.984e-003  1.984e-003      1.00

				CaHCO3+          1.418e-005  1.418e-005      1.00

				CO3-2            2.168e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.006e-007      2.00

				H+              -7.506e-008  7.506e-008     -1.00

				OH-              4.402e-008  4.402e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.38   -139.09   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.57    -43.62   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.59   -144.62   -8.03  H2S

				N2(g)            -2.81     -5.88   -3.07  N2

				NH3(g)          -58.87    -56.74    2.13  NH3

				O2(g)            -7.47    -10.23   -2.77  O2

				Sulfur         -102.16    -96.91    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 207.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.77984e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.571e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.386e-003  2.386e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.121      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.002e-003

		                       Total CO2 (mol/kg)  =  2.386e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.506e-008  7.101e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.402e-008  4.142e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.082  -139.081     0.000     32.22

		C(4)         2.386e-003

		   HCO3-          1.984e-003  1.871e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.859e-004  3.862e-004    -3.414    -3.413     0.000     33.63

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.084e-006  8.568e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.006e-007  9.013e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.006e-007  9.013e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.622   -43.621     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.127   -54.154    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.735   -56.735     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.160   -57.186    -0.026     (0)  

		N(0)         2.685e-006

		   N2             1.343e-006  1.344e-006    -5.872    -5.872     0.000     29.29

		N(3)         5.223e-015

		   NO2-           5.223e-015  4.912e-015   -14.282   -14.309    -0.027     23.91

		N(5)         9.732e-005

		   NO3-           9.732e-005  9.154e-005    -4.012    -4.038    -0.027     27.73

		O(0)         1.164e-010

		   O2             5.819e-011  5.823e-011   -10.235   -10.235     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.438  -137.465    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.447  -137.447     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.601  -143.704    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.659e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.160   -57.186    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.002e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.984e-003  1.984e-003      1.00

				CaHCO3+          1.418e-005  1.418e-005      1.00

				CO3-2            2.168e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.006e-007      2.00

				H+              -7.506e-008  7.506e-008     -1.00

				OH-              4.402e-008  4.402e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.38   -139.08   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.57    -43.62   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.58   -144.61   -8.03  H2S

				N2(g)            -2.80     -5.87   -3.07  N2

				NH3(g)          -58.86    -56.73    2.13  NH3

				O2(g)            -7.47    -10.23   -2.77  O2

				Sulfur         -102.16    -96.91    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 208.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.78848e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.570e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.386e-003  2.386e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.120      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.002e-003

		                       Total CO2 (mol/kg)  =  2.386e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.506e-008  7.101e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.402e-008  4.142e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.076  -139.075     0.000     32.22

		C(4)         2.386e-003

		   HCO3-          1.984e-003  1.871e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.859e-004  3.862e-004    -3.414    -3.413     0.000     33.63

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.084e-006  8.568e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.006e-007  9.013e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.006e-007  9.013e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.620   -43.620     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.121   -54.148    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.729   -56.729     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.155   -57.181    -0.026     (0)  

		N(0)         2.730e-006

		   N2             1.365e-006  1.366e-006    -5.865    -5.865     0.000     29.29

		N(3)         5.238e-015

		   NO2-           5.238e-015  4.927e-015   -14.281   -14.307    -0.027     23.91

		N(5)         9.728e-005

		   NO3-           9.728e-005  9.150e-005    -4.012    -4.039    -0.027     27.73

		O(0)         1.156e-010

		   O2             5.779e-011  5.783e-011   -10.238   -10.238     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.432  -137.458    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.441  -137.441     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.595  -143.698    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.659e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.155   -57.181    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.002e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.984e-003  1.984e-003      1.00

				CaHCO3+          1.418e-005  1.418e-005      1.00

				CO3-2            2.168e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.006e-007      2.00

				H+              -7.506e-008  7.506e-008     -1.00

				OH-              4.402e-008  4.402e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.37   -139.08   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.56    -43.62   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.57   -144.61   -8.03  H2S

				N2(g)            -2.79     -5.86   -3.07  N2

				NH3(g)          -58.86    -56.73    2.13  NH3

				O2(g)            -7.47    -10.24   -2.77  O2

				Sulfur         -102.15    -96.90    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 209.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.79712e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.568e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.386e-003  2.386e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.120      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.003e-003

		                       Total CO2 (mol/kg)  =  2.386e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.506e-008  7.101e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.402e-008  4.142e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.070  -139.070     0.000     32.22

		C(4)         2.386e-003

		   HCO3-          1.984e-003  1.871e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.859e-004  3.862e-004    -3.414    -3.413     0.000     33.63

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.084e-006  8.568e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.006e-007  9.013e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.418e-005  1.338e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.006e-007  9.013e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.619   -43.618     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.115   -54.142    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.723   -56.723     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.149   -57.175    -0.026     (0)  

		N(0)         2.774e-006

		   N2             1.387e-006  1.388e-006    -5.858    -5.858     0.000     29.29

		N(3)         5.254e-015

		   NO2-           5.254e-015  4.942e-015   -14.280   -14.306    -0.027     23.91

		N(5)         9.723e-005

		   NO3-           9.723e-005  9.145e-005    -4.012    -4.039    -0.027     27.73

		O(0)         1.148e-010

		   O2             5.739e-011  5.743e-011   -10.241   -10.241     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.426  -137.453    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.435  -137.435     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.589  -143.692    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.659e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.149   -57.175    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.003e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.984e-003  1.984e-003      1.00

				CaHCO3+          1.418e-005  1.418e-005      1.00

				CO3-2            2.168e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.006e-007      2.00

				H+              -7.506e-008  7.506e-008     -1.00

				OH-              4.402e-008  4.402e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.36   -139.07   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.56    -43.62   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.57   -144.60   -8.03  H2S

				N2(g)            -2.79     -5.86   -3.07  N2

				NH3(g)          -58.85    -56.72    2.13  NH3

				O2(g)            -7.48    -10.24   -2.77  O2

				Sulfur         -102.15    -96.90    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 210.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.80576e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.567e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.387e-003  2.387e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.119      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.003e-003

		                       Total CO2 (mol/kg)  =  2.387e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.506e-008  7.101e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.402e-008  4.142e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.064  -139.064     0.000     32.22

		C(4)         2.387e-003

		   HCO3-          1.984e-003  1.871e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.859e-004  3.862e-004    -3.414    -3.413     0.000     33.63

		   CaHCO3+        1.419e-005  1.338e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.084e-006  8.568e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.007e-007  9.013e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.419e-005  1.338e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.007e-007  9.013e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.617   -43.617     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.109   -54.136    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.718   -56.717     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.143   -57.169    -0.026     (0)  

		N(0)         2.819e-006

		   N2             1.409e-006  1.410e-006    -5.851    -5.851     0.000     29.29

		N(3)         5.269e-015

		   NO2-           5.269e-015  4.956e-015   -14.278   -14.305    -0.027     23.91

		N(5)         9.719e-005

		   NO3-           9.719e-005  9.141e-005    -4.012    -4.039    -0.027     27.73

		O(0)         1.140e-010

		   O2             5.701e-011  5.705e-011   -10.244   -10.244     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.420  -137.447    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.429  -137.429     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.583  -143.686    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.659e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.143   -57.169    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.003e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.984e-003  1.984e-003      1.00

				CaHCO3+          1.419e-005  1.419e-005      1.00

				CO3-2            2.168e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.007e-007      2.00

				H+              -7.506e-008  7.506e-008     -1.00

				OH-              4.402e-008  4.402e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.36   -139.06   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.56    -43.62   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.56   -144.60   -8.03  H2S

				N2(g)            -2.78     -5.85   -3.07  N2

				NH3(g)          -58.85    -56.72    2.13  NH3

				O2(g)            -7.48    -10.24   -2.77  O2

				Sulfur         -102.14    -96.89    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 211.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.8144e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.565e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.387e-003  2.387e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.118      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.003e-003

		                       Total CO2 (mol/kg)  =  2.387e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.506e-008  7.101e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.402e-008  4.142e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.058  -139.058     0.000     32.22

		C(4)         2.387e-003

		   HCO3-          1.984e-003  1.871e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.859e-004  3.862e-004    -3.414    -3.413     0.000     33.63

		   CaHCO3+        1.419e-005  1.338e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.084e-006  8.568e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.007e-007  9.013e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.419e-005  1.338e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.007e-007  9.013e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.616   -43.615     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.104   -54.131    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.712   -56.712     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.138   -57.164    -0.026     (0)  

		N(0)         2.863e-006

		   N2             1.432e-006  1.433e-006    -5.844    -5.844     0.000     29.29

		N(3)         5.284e-015

		   NO2-           5.284e-015  4.970e-015   -14.277   -14.304    -0.027     23.91

		N(5)         9.714e-005

		   NO3-           9.714e-005  9.137e-005    -4.013    -4.039    -0.027     27.73

		O(0)         1.133e-010

		   O2             5.663e-011  5.667e-011   -10.247   -10.247     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.415  -137.441    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.424  -137.423     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.577  -143.680    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.659e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.138   -57.164    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.003e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.984e-003  1.984e-003      1.00

				CaHCO3+          1.419e-005  1.419e-005      1.00

				CO3-2            2.168e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.007e-007      2.00

				H+              -7.506e-008  7.506e-008     -1.00

				OH-              4.402e-008  4.402e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.35   -139.06   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.56    -43.62   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.56   -144.59   -8.03  H2S

				N2(g)            -2.77     -5.84   -3.07  N2

				NH3(g)          -58.84    -56.71    2.13  NH3

				O2(g)            -7.48    -10.25   -2.77  O2

				Sulfur         -102.14    -96.89    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 212.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.82304e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.564e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.387e-003  2.387e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.117      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.003e-003

		                       Total CO2 (mol/kg)  =  2.387e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.506e-008  7.101e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.402e-008  4.142e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.053  -139.052     0.000     32.22

		C(4)         2.387e-003

		   HCO3-          1.985e-003  1.871e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.859e-004  3.862e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.419e-005  1.338e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.084e-006  8.568e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.007e-007  9.013e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.419e-005  1.338e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.007e-007  9.013e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.614   -43.614     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.098   -54.125    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.707   -56.706     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.132   -57.158    -0.026     (0)  

		N(0)         2.908e-006

		   N2             1.454e-006  1.455e-006    -5.837    -5.837     0.000     29.29

		N(3)         5.299e-015

		   NO2-           5.299e-015  4.984e-015   -14.276   -14.302    -0.027     23.91

		N(5)         9.710e-005

		   NO3-           9.710e-005  9.133e-005    -4.013    -4.039    -0.027     27.73

		O(0)         1.125e-010

		   O2             5.626e-011  5.630e-011   -10.250   -10.249     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.409  -137.435    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.418  -137.418     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.572  -143.674    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.659e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.132   -57.158    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.003e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.985e-003  1.985e-003      1.00

				CaHCO3+          1.419e-005  1.419e-005      1.00

				CO3-2            2.168e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.007e-007      2.00

				H+              -7.506e-008  7.506e-008     -1.00

				OH-              4.402e-008  4.402e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.35   -139.05   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.56    -43.61   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.55   -144.58   -8.03  H2S

				N2(g)            -2.77     -5.84   -3.07  N2

				NH3(g)          -58.83    -56.71    2.13  NH3

				O2(g)            -7.48    -10.25   -2.77  O2

				Sulfur         -102.14    -96.89    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 213.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.83168e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.562e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.387e-003  2.387e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.117      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.003e-003

		                       Total CO2 (mol/kg)  =  2.387e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.507e-008  7.101e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.401e-008  4.142e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.047  -139.047     0.000     32.22

		C(4)         2.387e-003

		   HCO3-          1.985e-003  1.871e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.859e-004  3.862e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.419e-005  1.338e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.084e-006  8.568e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.007e-007  9.014e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.419e-005  1.338e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.007e-007  9.014e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.613   -43.613     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.093   -54.120    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.701   -56.701     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.127   -57.153    -0.026     (0)  

		N(0)         2.952e-006

		   N2             1.476e-006  1.477e-006    -5.831    -5.831     0.000     29.29

		N(3)         5.314e-015

		   NO2-           5.314e-015  4.998e-015   -14.275   -14.301    -0.027     23.91

		N(5)         9.706e-005

		   NO3-           9.706e-005  9.129e-005    -4.013    -4.040    -0.027     27.73

		O(0)         1.118e-010

		   O2             5.590e-011  5.594e-011   -10.253   -10.252     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.403  -137.430    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.412  -137.412     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.566  -143.669    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.659e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.127   -57.153    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.003e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.985e-003  1.985e-003      1.00

				CaHCO3+          1.419e-005  1.419e-005      1.00

				CO3-2            2.168e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.007e-007      2.00

				H+              -7.507e-008  7.507e-008     -1.00

				OH-              4.401e-008  4.401e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.34   -139.05   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.56    -43.61   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.55   -144.58   -8.03  H2S

				N2(g)            -2.76     -5.83   -3.07  N2

				NH3(g)          -58.83    -56.70    2.13  NH3

				O2(g)            -7.49    -10.25   -2.77  O2

				Sulfur         -102.13    -96.88    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 214.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.84032e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.560e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.387e-003  2.387e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.116      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.003e-003

		                       Total CO2 (mol/kg)  =  2.387e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.507e-008  7.101e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.401e-008  4.142e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.041  -139.041     0.000     32.22

		C(4)         2.387e-003

		   HCO3-          1.985e-003  1.871e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.859e-004  3.862e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.419e-005  1.338e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.084e-006  8.568e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.007e-007  9.014e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.419e-005  1.338e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.007e-007  9.014e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.611   -43.611     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.088   -54.115    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.696   -56.696     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.121   -57.147    -0.026     (0)  

		N(0)         2.997e-006

		   N2             1.498e-006  1.500e-006    -5.824    -5.824     0.000     29.29

		N(3)         5.328e-015

		   NO2-           5.328e-015  5.011e-015   -14.273   -14.300    -0.027     23.91

		N(5)         9.701e-005

		   NO3-           9.701e-005  9.124e-005    -4.013    -4.040    -0.027     27.73

		O(0)         1.111e-010

		   O2             5.555e-011  5.559e-011   -10.255   -10.255     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.398  -137.424    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.407  -137.406     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.560  -143.663    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.885e-010  3.659e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.121   -57.147    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.003e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.985e-003  1.985e-003      1.00

				CaHCO3+          1.419e-005  1.419e-005      1.00

				CO3-2            2.168e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.007e-007      2.00

				H+              -7.507e-008  7.507e-008     -1.00

				OH-              4.401e-008  4.401e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.885e-010  3.885e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.34   -139.04   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.56    -43.61   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.54   -144.57   -8.03  H2S

				N2(g)            -2.75     -5.82   -3.07  N2

				NH3(g)          -58.82    -56.70    2.13  NH3

				O2(g)            -7.49    -10.26   -2.77  O2

				Sulfur         -102.13    -96.88    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 215.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.84896e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.559e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.387e-003  2.387e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.115      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.003e-003

		                       Total CO2 (mol/kg)  =  2.387e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.507e-008  7.102e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.401e-008  4.142e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.036  -139.036     0.000     32.22

		C(4)         2.387e-003

		   HCO3-          1.985e-003  1.871e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.860e-004  3.862e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.419e-005  1.338e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.084e-006  8.569e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.007e-007  9.014e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.419e-005  1.338e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.007e-007  9.014e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.610   -43.610     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.082   -54.109    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.691   -56.690     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.116   -57.142    -0.026     (0)  

		N(0)         3.041e-006

		   N2             1.521e-006  1.522e-006    -5.818    -5.818     0.000     29.29

		N(3)         5.342e-015

		   NO2-           5.342e-015  5.025e-015   -14.272   -14.299    -0.027     23.91

		N(5)         9.697e-005

		   NO3-           9.697e-005  9.120e-005    -4.013    -4.040    -0.027     27.73

		O(0)         1.104e-010

		   O2             5.520e-011  5.524e-011   -10.258   -10.258     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.392  -137.419    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.401  -137.401     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.555  -143.658    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.659e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.116   -57.142    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.003e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.985e-003  1.985e-003      1.00

				CaHCO3+          1.419e-005  1.419e-005      1.00

				CO3-2            2.168e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.007e-007      2.00

				H+              -7.507e-008  7.507e-008     -1.00

				OH-              4.401e-008  4.401e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.33   -139.04   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.55    -43.61   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.53   -144.57   -8.03  H2S

				N2(g)            -2.75     -5.82   -3.07  N2

				NH3(g)          -58.82    -56.69    2.13  NH3

				O2(g)            -7.49    -10.26   -2.77  O2

				Sulfur         -102.12    -96.87    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 216.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.8576e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.557e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.387e-003  2.387e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.115      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.003e-003

		                       Total CO2 (mol/kg)  =  2.387e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.507e-008  7.102e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.401e-008  4.142e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.031  -139.030     0.000     32.22

		C(4)         2.387e-003

		   HCO3-          1.985e-003  1.871e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.860e-004  3.863e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.419e-005  1.338e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.084e-006  8.569e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.007e-007  9.014e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.419e-005  1.338e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.007e-007  9.014e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.609   -43.608     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.077   -54.104    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.686   -56.685     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.111   -57.137    -0.026     (0)  

		N(0)         3.086e-006

		   N2             1.543e-006  1.544e-006    -5.812    -5.811     0.000     29.29

		N(3)         5.356e-015

		   NO2-           5.356e-015  5.038e-015   -14.271   -14.298    -0.027     23.91

		N(5)         9.692e-005

		   NO3-           9.692e-005  9.116e-005    -4.014    -4.040    -0.027     27.73

		O(0)         1.097e-010

		   O2             5.486e-011  5.490e-011   -10.261   -10.260     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.387  -137.413    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.396  -137.396     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.550  -143.653    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.659e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.111   -57.137    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.003e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.985e-003  1.985e-003      1.00

				CaHCO3+          1.419e-005  1.419e-005      1.00

				CO3-2            2.168e-006  1.084e-006      2.00

				CaCO3            1.801e-006  9.007e-007      2.00

				H+              -7.507e-008  7.507e-008     -1.00

				OH-              4.401e-008  4.401e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.32   -139.03   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.55    -43.61   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.53   -144.56   -8.03  H2S

				N2(g)            -2.74     -5.81   -3.07  N2

				NH3(g)          -58.81    -56.69    2.13  NH3

				O2(g)            -7.49    -10.26   -2.77  O2

				Sulfur         -102.12    -96.87    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 217.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.86624e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.556e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.387e-003  2.387e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.114      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.003e-003

		                       Total CO2 (mol/kg)  =  2.387e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.507e-008  7.102e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.401e-008  4.142e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.025  -139.025     0.000     32.22

		C(4)         2.387e-003

		   HCO3-          1.985e-003  1.871e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.860e-004  3.863e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.419e-005  1.338e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.084e-006  8.569e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.008e-007  9.014e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.419e-005  1.338e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.008e-007  9.014e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.607   -43.607     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.072   -54.099    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.680   -56.680     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.106   -57.132    -0.026     (0)  

		N(0)         3.130e-006

		   N2             1.565e-006  1.566e-006    -5.805    -5.805     0.000     29.29

		N(3)         5.370e-015

		   NO2-           5.370e-015  5.051e-015   -14.270   -14.297    -0.027     23.91

		N(5)         9.688e-005

		   NO3-           9.688e-005  9.112e-005    -4.014    -4.040    -0.027     27.73

		O(0)         1.091e-010

		   O2             5.453e-011  5.457e-011   -10.263   -10.263     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.382  -137.408    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.391  -137.390     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.544  -143.647    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.659e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.106   -57.132    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.003e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.985e-003  1.985e-003      1.00

				CaHCO3+          1.419e-005  1.419e-005      1.00

				CO3-2            2.168e-006  1.084e-006      2.00

				CaCO3            1.802e-006  9.008e-007      2.00

				H+              -7.507e-008  7.507e-008     -1.00

				OH-              4.401e-008  4.401e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.32   -139.02   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.55    -43.61   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.52   -144.56   -8.03  H2S

				N2(g)            -2.74     -5.81   -3.07  N2

				NH3(g)          -58.81    -56.68    2.13  NH3

				O2(g)            -7.50    -10.26   -2.77  O2

				Sulfur         -102.12    -96.86    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 218.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.87488e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.554e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.387e-003  2.387e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.113      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.003e-003

		                       Total CO2 (mol/kg)  =  2.387e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.507e-008  7.102e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.401e-008  4.142e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.020  -139.020     0.000     32.22

		C(4)         2.387e-003

		   HCO3-          1.985e-003  1.871e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.860e-004  3.863e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.084e-006  8.569e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.008e-007  9.014e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.008e-007  9.014e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.606   -43.606     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.067   -54.094    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.675   -56.675     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.101   -57.127    -0.026     (0)  

		N(0)         3.175e-006

		   N2             1.587e-006  1.588e-006    -5.799    -5.799     0.000     29.29

		N(3)         5.384e-015

		   NO2-           5.384e-015  5.064e-015   -14.269   -14.296    -0.027     23.91

		N(5)         9.683e-005

		   NO3-           9.683e-005  9.108e-005    -4.014    -4.041    -0.027     27.73

		O(0)         1.084e-010

		   O2             5.420e-011  5.424e-011   -10.266   -10.266     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.376  -137.403    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.385  -137.385     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.539  -143.642    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.659e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.101   -57.127    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.003e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.985e-003  1.985e-003      1.00

				CaHCO3+          1.419e-005  1.419e-005      1.00

				CO3-2            2.168e-006  1.084e-006      2.00

				CaCO3            1.802e-006  9.008e-007      2.00

				H+              -7.507e-008  7.507e-008     -1.00

				OH-              4.401e-008  4.401e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.31   -139.02   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.55    -43.61   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.52   -144.55   -8.03  H2S

				N2(g)            -2.73     -5.80   -3.07  N2

				NH3(g)          -58.80    -56.68    2.13  NH3

				O2(g)            -7.50    -10.27   -2.77  O2

				Sulfur         -102.11    -96.86    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 219.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.88352e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.553e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.387e-003  2.387e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.113      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.003e-003

		                       Total CO2 (mol/kg)  =  2.387e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.507e-008  7.102e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.401e-008  4.142e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.015  -139.015     0.000     32.22

		C(4)         2.387e-003

		   HCO3-          1.985e-003  1.871e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.860e-004  3.863e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.084e-006  8.569e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.008e-007  9.014e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.008e-007  9.014e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.605   -43.605     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.062   -54.089    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.670   -56.670     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.096   -57.122    -0.026     (0)  

		N(0)         3.219e-006

		   N2             1.610e-006  1.611e-006    -5.793    -5.793     0.000     29.29

		N(3)         5.397e-015

		   NO2-           5.397e-015  5.077e-015   -14.268   -14.294    -0.027     23.91

		N(5)         9.679e-005

		   NO3-           9.679e-005  9.104e-005    -4.014    -4.041    -0.027     27.73

		O(0)         1.078e-010

		   O2             5.388e-011  5.392e-011   -10.269   -10.268     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.371  -137.398    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.380  -137.380     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.534  -143.637    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.659e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.096   -57.122    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.003e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.985e-003  1.985e-003      1.00

				CaHCO3+          1.419e-005  1.419e-005      1.00

				CO3-2            2.168e-006  1.084e-006      2.00

				CaCO3            1.802e-006  9.008e-007      2.00

				H+              -7.507e-008  7.507e-008     -1.00

				OH-              4.401e-008  4.401e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.31   -139.01   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.55    -43.60   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.51   -144.55   -8.03  H2S

				N2(g)            -2.72     -5.79   -3.07  N2

				NH3(g)          -58.80    -56.67    2.13  NH3

				O2(g)            -7.50    -10.27   -2.77  O2

				Sulfur         -102.11    -96.86    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 220.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.89216e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.551e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.387e-003  2.387e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.112      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.003e-003

		                       Total CO2 (mol/kg)  =  2.387e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.507e-008  7.102e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.401e-008  4.142e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.010  -139.009     0.000     32.22

		C(4)         2.387e-003

		   HCO3-          1.985e-003  1.871e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.860e-004  3.863e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.084e-006  8.569e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.008e-007  9.015e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.008e-007  9.015e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.604   -43.603     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.057   -54.084    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.666   -56.665     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.091   -57.117    -0.026     (0)  

		N(0)         3.263e-006

		   N2             1.632e-006  1.633e-006    -5.787    -5.787     0.000     29.29

		N(3)         5.411e-015

		   NO2-           5.411e-015  5.089e-015   -14.267   -14.293    -0.027     23.91

		N(5)         9.674e-005

		   NO3-           9.674e-005  9.099e-005    -4.014    -4.041    -0.027     27.73

		O(0)         1.071e-010

		   O2             5.357e-011  5.361e-011   -10.271   -10.271     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.366  -137.393    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.375  -137.375     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.529  -143.632    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.659e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.091   -57.117    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.003e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.985e-003  1.985e-003      1.00

				CaHCO3+          1.419e-005  1.419e-005      1.00

				CO3-2            2.168e-006  1.084e-006      2.00

				CaCO3            1.802e-006  9.008e-007      2.00

				H+              -7.507e-008  7.507e-008     -1.00

				OH-              4.401e-008  4.401e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.30   -139.01   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.55    -43.60   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.51   -144.54   -8.03  H2S

				N2(g)            -2.72     -5.79   -3.07  N2

				NH3(g)          -58.79    -56.67    2.13  NH3

				O2(g)            -7.50    -10.27   -2.77  O2

				Sulfur         -102.10    -96.85    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 221.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.9008e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.550e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.387e-003  2.387e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.112      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.003e-003

		                       Total CO2 (mol/kg)  =  2.387e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.507e-008  7.102e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.401e-008  4.142e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.005  -139.004     0.000     32.22

		C(4)         2.387e-003

		   HCO3-          1.985e-003  1.872e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.860e-004  3.863e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.084e-006  8.569e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.008e-007  9.015e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.008e-007  9.015e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.602   -43.602     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.053   -54.079    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.661   -56.660     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.086   -57.112    -0.026     (0)  

		N(0)         3.308e-006

		   N2             1.654e-006  1.655e-006    -5.781    -5.781     0.000     29.29

		N(3)         5.424e-015

		   NO2-           5.424e-015  5.102e-015   -14.266   -14.292    -0.027     23.91

		N(5)         9.670e-005

		   NO3-           9.670e-005  9.095e-005    -4.015    -4.041    -0.027     27.73

		O(0)         1.065e-010

		   O2             5.326e-011  5.330e-011   -10.274   -10.273     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.361  -137.388    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.370  -137.370     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.524  -143.627    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.659e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.086   -57.112    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.003e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.985e-003  1.985e-003      1.00

				CaHCO3+          1.419e-005  1.419e-005      1.00

				CO3-2            2.168e-006  1.084e-006      2.00

				CaCO3            1.802e-006  9.008e-007      2.00

				H+              -7.507e-008  7.507e-008     -1.00

				OH-              4.401e-008  4.401e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.30   -139.00   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.55    -43.60   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.50   -144.54   -8.03  H2S

				N2(g)            -2.71     -5.78   -3.07  N2

				NH3(g)          -58.79    -56.66    2.13  NH3

				O2(g)            -7.51    -10.27   -2.77  O2

				Sulfur         -102.10    -96.85    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 222.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.90944e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.548e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.387e-003  2.387e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.111      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.003e-003

		                       Total CO2 (mol/kg)  =  2.387e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.507e-008  7.102e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.401e-008  4.142e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -139.000  -139.000     0.000     32.22

		C(4)         2.387e-003

		   HCO3-          1.985e-003  1.872e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.860e-004  3.863e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.084e-006  8.570e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.008e-007  9.015e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.008e-007  9.015e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.601   -43.601     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.048   -54.075    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.656   -56.656     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.081   -57.108    -0.026     (0)  

		N(0)         3.352e-006

		   N2             1.676e-006  1.677e-006    -5.776    -5.775     0.000     29.29

		N(3)         5.437e-015

		   NO2-           5.437e-015  5.114e-015   -14.265   -14.291    -0.027     23.91

		N(5)         9.666e-005

		   NO3-           9.666e-005  9.091e-005    -4.015    -4.041    -0.027     27.73

		O(0)         1.059e-010

		   O2             5.296e-011  5.300e-011   -10.276   -10.276     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.356  -137.383    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.365  -137.365     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.519  -143.622    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.659e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.081   -57.108    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.003e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.985e-003  1.985e-003      1.00

				CaHCO3+          1.419e-005  1.419e-005      1.00

				CO3-2            2.169e-006  1.084e-006      2.00

				CaCO3            1.802e-006  9.008e-007      2.00

				H+              -7.507e-008  7.507e-008     -1.00

				OH-              4.401e-008  4.401e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.29   -139.00   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.55    -43.60   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.50   -144.53   -8.03  H2S

				N2(g)            -2.71     -5.78   -3.07  N2

				NH3(g)          -58.78    -56.66    2.13  NH3

				O2(g)            -7.51    -10.28   -2.77  O2

				Sulfur         -102.10    -96.85    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 223.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.91808e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.546e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.387e-003  2.387e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.110      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.003e-003

		                       Total CO2 (mol/kg)  =  2.387e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.507e-008  7.102e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.401e-008  4.142e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.995  -138.995     0.000     32.22

		C(4)         2.387e-003

		   HCO3-          1.985e-003  1.872e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.861e-004  3.863e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.084e-006  8.570e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.008e-007  9.015e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.008e-007  9.015e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.600   -43.600     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.043   -54.070    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.651   -56.651     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.077   -57.103    -0.026     (0)  

		N(0)         3.397e-006

		   N2             1.698e-006  1.700e-006    -5.770    -5.770     0.000     29.29

		N(3)         5.450e-015

		   NO2-           5.450e-015  5.126e-015   -14.264   -14.290    -0.027     23.91

		N(5)         9.661e-005

		   NO3-           9.661e-005  9.087e-005    -4.015    -4.042    -0.027     27.73

		O(0)         1.053e-010

		   O2             5.266e-011  5.270e-011   -10.279   -10.278     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.351  -137.378    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.360  -137.360     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.514  -143.617    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.659e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.077   -57.103    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.003e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.985e-003  1.985e-003      1.00

				CaHCO3+          1.419e-005  1.419e-005      1.00

				CO3-2            2.169e-006  1.084e-006      2.00

				CaCO3            1.802e-006  9.008e-007      2.00

				H+              -7.507e-008  7.507e-008     -1.00

				OH-              4.401e-008  4.401e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.29   -138.99   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.54    -43.60   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.49   -144.53   -8.03  H2S

				N2(g)            -2.70     -5.77   -3.07  N2

				NH3(g)          -58.78    -56.65    2.13  NH3

				O2(g)            -7.51    -10.28   -2.77  O2

				Sulfur         -102.09    -96.84    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 224.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.92672e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.545e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.387e-003  2.387e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.110      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.003e-003

		                       Total CO2 (mol/kg)  =  2.387e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.507e-008  7.102e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.401e-008  4.142e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.990  -138.990     0.000     32.22

		C(4)         2.387e-003

		   HCO3-          1.985e-003  1.872e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.861e-004  3.863e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.084e-006  8.570e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.008e-007  9.015e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.008e-007  9.015e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.599   -43.598     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.038   -54.065    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.647   -56.646     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.072   -57.098    -0.026     (0)  

		N(0)         3.441e-006

		   N2             1.721e-006  1.722e-006    -5.764    -5.764     0.000     29.29

		N(3)         5.462e-015

		   NO2-           5.462e-015  5.138e-015   -14.263   -14.289    -0.027     23.91

		N(5)         9.657e-005

		   NO3-           9.657e-005  9.083e-005    -4.015    -4.042    -0.027     27.73

		O(0)         1.047e-010

		   O2             5.237e-011  5.241e-011   -10.281   -10.281     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.347  -137.373    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.356  -137.355     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.509  -143.612    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.659e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.072   -57.098    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.003e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.985e-003  1.985e-003      1.00

				CaHCO3+          1.419e-005  1.419e-005      1.00

				CO3-2            2.169e-006  1.084e-006      2.00

				CaCO3            1.802e-006  9.008e-007      2.00

				H+              -7.507e-008  7.507e-008     -1.00

				OH-              4.401e-008  4.401e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.28   -138.99   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.54    -43.60   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.49   -144.52   -8.03  H2S

				N2(g)            -2.69     -5.76   -3.07  N2

				NH3(g)          -58.77    -56.65    2.13  NH3

				O2(g)            -7.51    -10.28   -2.77  O2

				Sulfur         -102.09    -96.84    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 225.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.93536e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.543e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.387e-003  2.387e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.109      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.003e-003

		                       Total CO2 (mol/kg)  =  2.387e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.507e-008  7.102e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.401e-008  4.142e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.985  -138.985     0.000     32.22

		C(4)         2.387e-003

		   HCO3-          1.985e-003  1.872e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.861e-004  3.864e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.084e-006  8.570e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.009e-007  9.015e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.009e-007  9.015e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.598   -43.597     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.034   -54.061    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.642   -56.642     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.068   -57.094    -0.026     (0)  

		N(0)         3.485e-006

		   N2             1.743e-006  1.744e-006    -5.759    -5.758     0.000     29.29

		N(3)         5.475e-015

		   NO2-           5.475e-015  5.149e-015   -14.262   -14.288    -0.027     23.91

		N(5)         9.652e-005

		   NO3-           9.652e-005  9.079e-005    -4.015    -4.042    -0.027     27.73

		O(0)         1.042e-010

		   O2             5.208e-011  5.212e-011   -10.283   -10.283     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.342  -137.368    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.351  -137.350     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.505  -143.607    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.659e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.386e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.068   -57.094    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.003e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.985e-003  1.985e-003      1.00

				CaHCO3+          1.419e-005  1.419e-005      1.00

				CO3-2            2.169e-006  1.084e-006      2.00

				CaCO3            1.802e-006  9.009e-007      2.00

				H+              -7.507e-008  7.507e-008     -1.00

				OH-              4.401e-008  4.401e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.28   -138.99   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.54    -43.60   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.48   -144.52   -8.03  H2S

				N2(g)            -2.69     -5.76   -3.07  N2

				NH3(g)          -58.77    -56.64    2.13  NH3

				O2(g)            -7.52    -10.28   -2.77  O2

				Sulfur         -102.09    -96.83    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 226.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.944e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.542e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.387e-003  2.387e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.109      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.003e-003

		                       Total CO2 (mol/kg)  =  2.387e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.507e-008  7.102e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.401e-008  4.142e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.981  -138.980     0.000     32.22

		C(4)         2.387e-003

		   HCO3-          1.985e-003  1.872e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.861e-004  3.864e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.084e-006  8.570e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.009e-007  9.015e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.009e-007  9.015e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.596   -43.596     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.029   -54.056    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.638   -56.637     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.063   -57.089    -0.026     (0)  

		N(0)         3.530e-006

		   N2             1.765e-006  1.766e-006    -5.753    -5.753     0.000     29.29

		N(3)         5.487e-015

		   NO2-           5.487e-015  5.161e-015   -14.261   -14.287    -0.027     23.91

		N(5)         9.648e-005

		   NO3-           9.648e-005  9.074e-005    -4.016    -4.042    -0.027     27.73

		O(0)         1.036e-010

		   O2             5.180e-011  5.184e-011   -10.286   -10.285     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.337  -137.363    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.346  -137.346     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.500  -143.603    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.659e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.063   -57.089    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.003e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.985e-003  1.985e-003      1.00

				CaHCO3+          1.419e-005  1.419e-005      1.00

				CO3-2            2.169e-006  1.084e-006      2.00

				CaCO3            1.802e-006  9.009e-007      2.00

				H+              -7.507e-008  7.507e-008     -1.00

				OH-              4.401e-008  4.401e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.27   -138.98   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.54    -43.60   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.48   -144.51   -8.03  H2S

				N2(g)            -2.68     -5.75   -3.07  N2

				NH3(g)          -58.77    -56.64    2.13  NH3

				O2(g)            -7.52    -10.29   -2.77  O2

				Sulfur         -102.08    -96.83    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 227.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.95264e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.540e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.387e-003  2.387e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.108      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.003e-003

		                       Total CO2 (mol/kg)  =  2.387e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.507e-008  7.102e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.401e-008  4.142e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.976  -138.976     0.000     32.22

		C(4)         2.387e-003

		   HCO3-          1.985e-003  1.872e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.861e-004  3.864e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.084e-006  8.570e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.009e-007  9.016e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.009e-007  9.016e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.595   -43.595     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.025   -54.052    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.633   -56.633     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.059   -57.085    -0.026     (0)  

		N(0)         3.574e-006

		   N2             1.787e-006  1.788e-006    -5.748    -5.748     0.000     29.29

		N(3)         5.499e-015

		   NO2-           5.499e-015  5.172e-015   -14.260   -14.286    -0.027     23.91

		N(5)         9.643e-005

		   NO3-           9.643e-005  9.070e-005    -4.016    -4.042    -0.027     27.73

		O(0)         1.031e-010

		   O2             5.153e-011  5.156e-011   -10.288   -10.288     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.332  -137.359    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.341  -137.341     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.495  -143.598    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.659e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.059   -57.085    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.003e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.985e-003  1.985e-003      1.00

				CaHCO3+          1.419e-005  1.419e-005      1.00

				CO3-2            2.169e-006  1.084e-006      2.00

				CaCO3            1.802e-006  9.009e-007      2.00

				H+              -7.507e-008  7.507e-008     -1.00

				OH-              4.401e-008  4.401e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.27   -138.98   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.54    -43.59   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.47   -144.51   -8.03  H2S

				N2(g)            -2.68     -5.75   -3.07  N2

				NH3(g)          -58.76    -56.63    2.13  NH3

				O2(g)            -7.52    -10.29   -2.77  O2

				Sulfur         -102.08    -96.83    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 228.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.96128e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.539e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.388e-003  2.388e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.107      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.003e-003

		                       Total CO2 (mol/kg)  =  2.388e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.507e-008  7.102e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.401e-008  4.142e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.971  -138.971     0.000     32.22

		C(4)         2.388e-003

		   HCO3-          1.985e-003  1.872e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.861e-004  3.864e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.084e-006  8.570e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.009e-007  9.016e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.744e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.009e-007  9.016e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.594   -43.594     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.021   -54.047    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.629   -56.628     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.054   -57.080    -0.026     (0)  

		N(0)         3.618e-006

		   N2             1.809e-006  1.810e-006    -5.743    -5.742     0.000     29.29

		N(3)         5.511e-015

		   NO2-           5.511e-015  5.184e-015   -14.259   -14.285    -0.027     23.91

		N(5)         9.639e-005

		   NO3-           9.639e-005  9.066e-005    -4.016    -4.043    -0.027     27.73

		O(0)         1.025e-010

		   O2             5.125e-011  5.129e-011   -10.290   -10.290     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.328  -137.354    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.337  -137.336     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.491  -143.593    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.659e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.054   -57.080    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.003e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.985e-003  1.985e-003      1.00

				CaHCO3+          1.419e-005  1.419e-005      1.00

				CO3-2            2.169e-006  1.084e-006      2.00

				CaCO3            1.802e-006  9.009e-007      2.00

				H+              -7.507e-008  7.507e-008     -1.00

				OH-              4.401e-008  4.401e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.27   -138.97   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.54    -43.59   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.47   -144.50   -8.03  H2S

				N2(g)            -2.67     -5.74   -3.07  N2

				NH3(g)          -58.76    -56.63    2.13  NH3

				O2(g)            -7.52    -10.29   -2.77  O2

				Sulfur         -102.08    -96.82    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 229.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.96992e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.537e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.388e-003  2.388e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.107      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.003e-003

		                       Total CO2 (mol/kg)  =  2.388e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.507e-008  7.102e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.401e-008  4.142e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.967  -138.966     0.000     32.22

		C(4)         2.388e-003

		   HCO3-          1.985e-003  1.872e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.861e-004  3.864e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.084e-006  8.570e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.009e-007  9.016e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.009e-007  9.016e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.593   -43.593     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.016   -54.043    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.624   -56.624     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.050   -57.076    -0.026     (0)  

		N(0)         3.663e-006

		   N2             1.831e-006  1.833e-006    -5.737    -5.737     0.000     29.29

		N(3)         5.523e-015

		   NO2-           5.523e-015  5.195e-015   -14.258   -14.284    -0.027     23.91

		N(5)         9.634e-005

		   NO3-           9.634e-005  9.062e-005    -4.016    -4.043    -0.027     27.73

		O(0)         1.020e-010

		   O2             5.099e-011  5.102e-011   -10.293   -10.292     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.323  -137.350    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.332  -137.332     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.486  -143.589    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.659e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.050   -57.076    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.003e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.985e-003  1.985e-003      1.00

				CaHCO3+          1.419e-005  1.419e-005      1.00

				CO3-2            2.169e-006  1.084e-006      2.00

				CaCO3            1.802e-006  9.009e-007      2.00

				H+              -7.507e-008  7.507e-008     -1.00

				OH-              4.401e-008  4.401e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.26   -138.97   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.54    -43.59   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.47   -144.50   -8.03  H2S

				N2(g)            -2.67     -5.74   -3.07  N2

				NH3(g)          -58.75    -56.62    2.13  NH3

				O2(g)            -7.53    -10.29   -2.77  O2

				Sulfur         -102.07    -96.82    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 230.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.97856e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.535e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.388e-003  2.388e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.106      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.003e-003

		                       Total CO2 (mol/kg)  =  2.388e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.507e-008  7.102e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.401e-008  4.142e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.962  -138.962     0.000     32.22

		C(4)         2.388e-003

		   HCO3-          1.985e-003  1.872e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.861e-004  3.864e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.084e-006  8.571e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.009e-007  9.016e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.009e-007  9.016e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.592   -43.591     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.012   -54.039    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.620   -56.620     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.046   -57.072    -0.026     (0)  

		N(0)         3.707e-006

		   N2             1.853e-006  1.855e-006    -5.732    -5.732     0.000     29.29

		N(3)         5.535e-015

		   NO2-           5.535e-015  5.206e-015   -14.257   -14.283    -0.027     23.91

		N(5)         9.630e-005

		   NO3-           9.630e-005  9.058e-005    -4.016    -4.043    -0.027     27.73

		O(0)         1.014e-010

		   O2             5.072e-011  5.076e-011   -10.295   -10.294     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.319  -137.345    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.328  -137.327     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.482  -143.584    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.659e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.046   -57.072    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.003e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.985e-003  1.985e-003      1.00

				CaHCO3+          1.419e-005  1.419e-005      1.00

				CO3-2            2.169e-006  1.084e-006      2.00

				CaCO3            1.802e-006  9.009e-007      2.00

				H+              -7.507e-008  7.507e-008     -1.00

				OH-              4.401e-008  4.401e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.26   -138.96   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.54    -43.59   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.46   -144.49   -8.03  H2S

				N2(g)            -2.66     -5.73   -3.07  N2

				NH3(g)          -58.75    -56.62    2.13  NH3

				O2(g)            -7.53    -10.29   -2.77  O2

				Sulfur         -102.07    -96.82    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 231.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.9872e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.534e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.388e-003  2.388e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.106      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.003e-003

		                       Total CO2 (mol/kg)  =  2.388e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.507e-008  7.102e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.401e-008  4.142e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.958  -138.958     0.000     32.22

		C(4)         2.388e-003

		   HCO3-          1.985e-003  1.872e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.861e-004  3.864e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.084e-006  8.571e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.009e-007  9.016e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.009e-007  9.016e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.591   -43.590     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.008   -54.034    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.616   -56.616     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.041   -57.067    -0.026     (0)  

		N(0)         3.751e-006

		   N2             1.876e-006  1.877e-006    -5.727    -5.727     0.000     29.29

		N(3)         5.547e-015

		   NO2-           5.547e-015  5.217e-015   -14.256   -14.283    -0.027     23.91

		N(5)         9.626e-005

		   NO3-           9.626e-005  9.054e-005    -4.017    -4.043    -0.027     27.73

		O(0)         1.009e-010

		   O2             5.046e-011  5.050e-011   -10.297   -10.297     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.314  -137.341    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.323  -137.323     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.477  -143.580    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.659e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.041   -57.067    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.003e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.985e-003  1.985e-003      1.00

				CaHCO3+          1.419e-005  1.419e-005      1.00

				CO3-2            2.169e-006  1.084e-006      2.00

				CaCO3            1.802e-006  9.009e-007      2.00

				H+              -7.507e-008  7.507e-008     -1.00

				OH-              4.401e-008  4.401e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.25   -138.96   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.54    -43.59   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.46   -144.49   -8.03  H2S

				N2(g)            -2.66     -5.73   -3.07  N2

				NH3(g)          -58.74    -56.62    2.13  NH3

				O2(g)            -7.53    -10.30   -2.77  O2

				Sulfur         -102.07    -96.81    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 232.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 1.99584e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.532e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.388e-003  2.388e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.105      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.004e-003

		                       Total CO2 (mol/kg)  =  2.388e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.507e-008  7.102e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.401e-008  4.142e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.953  -138.953     0.000     32.22

		C(4)         2.388e-003

		   HCO3-          1.985e-003  1.872e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.862e-004  3.864e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.084e-006  8.571e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.010e-007  9.016e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.010e-007  9.016e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.590   -43.589     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -54.003   -54.030    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.612   -56.611     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.037   -57.063    -0.026     (0)  

		N(0)         3.795e-006

		   N2             1.898e-006  1.899e-006    -5.722    -5.721     0.000     29.29

		N(3)         5.558e-015

		   NO2-           5.558e-015  5.228e-015   -14.255   -14.282    -0.027     23.91

		N(5)         9.621e-005

		   NO3-           9.621e-005  9.049e-005    -4.017    -4.043    -0.027     27.73

		O(0)         1.004e-010

		   O2             5.021e-011  5.025e-011   -10.299   -10.299     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.310  -137.336    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.319  -137.319     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.473  -143.576    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.659e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.037   -57.063    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.004e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.985e-003  1.985e-003      1.00

				CaHCO3+          1.419e-005  1.419e-005      1.00

				CO3-2            2.169e-006  1.084e-006      2.00

				CaCO3            1.802e-006  9.010e-007      2.00

				H+              -7.507e-008  7.507e-008     -1.00

				OH-              4.401e-008  4.401e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.25   -138.95   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.53    -43.59   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.45   -144.48   -8.03  H2S

				N2(g)            -2.65     -5.72   -3.07  N2

				NH3(g)          -58.74    -56.61    2.13  NH3

				O2(g)            -7.53    -10.30   -2.77  O2

				Sulfur         -102.06    -96.81    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 233.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.00448e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.531e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.388e-003  2.388e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.105      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.004e-003

		                       Total CO2 (mol/kg)  =  2.388e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.508e-008  7.102e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.401e-008  4.142e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.949  -138.949     0.000     32.22

		C(4)         2.388e-003

		   HCO3-          1.985e-003  1.872e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.862e-004  3.864e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.084e-006  8.571e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.010e-007  9.016e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.010e-007  9.016e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.588   -43.588     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.999   -54.026    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.608   -56.607     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.033   -57.059    -0.026     (0)  

		N(0)         3.840e-006

		   N2             1.920e-006  1.921e-006    -5.717    -5.716     0.000     29.29

		N(3)         5.569e-015

		   NO2-           5.569e-015  5.238e-015   -14.254   -14.281    -0.027     23.91

		N(5)         9.617e-005

		   NO3-           9.617e-005  9.045e-005    -4.017    -4.044    -0.027     27.73

		O(0)         9.992e-011

		   O2             4.996e-011  5.000e-011   -10.301   -10.301     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.306  -137.332    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.315  -137.314     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.468  -143.571    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.659e-010    -9.411    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.033   -57.059    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.004e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.985e-003  1.985e-003      1.00

				CaHCO3+          1.419e-005  1.419e-005      1.00

				CO3-2            2.169e-006  1.084e-006      2.00

				CaCO3            1.802e-006  9.010e-007      2.00

				H+              -7.508e-008  7.508e-008     -1.00

				OH-              4.401e-008  4.401e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.24   -138.95   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.53    -43.59   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.45   -144.48   -8.03  H2S

				N2(g)            -2.65     -5.72   -3.07  N2

				NH3(g)          -58.74    -56.61    2.13  NH3

				O2(g)            -7.54    -10.30   -2.77  O2

				Sulfur         -102.06    -96.81    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 234.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.01312e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.529e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.388e-003  2.388e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.104      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.004e-003

		                       Total CO2 (mol/kg)  =  2.388e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.508e-008  7.102e-008    -7.125    -7.149    -0.024      0.00

		   OH-            4.401e-008  4.141e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.945  -138.944     0.000     32.22

		C(4)         2.388e-003

		   HCO3-          1.985e-003  1.872e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.862e-004  3.865e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.084e-006  8.571e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.010e-007  9.016e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.010e-007  9.016e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.596e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.587   -43.587     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.995   -54.022    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.603   -56.603     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.029   -57.055    -0.026     (0)  

		N(0)         3.884e-006

		   N2             1.942e-006  1.943e-006    -5.712    -5.711     0.000     29.29

		N(3)         5.581e-015

		   NO2-           5.581e-015  5.249e-015   -14.253   -14.280    -0.027     23.91

		N(5)         9.612e-005

		   NO3-           9.612e-005  9.041e-005    -4.017    -4.044    -0.027     27.73

		O(0)         9.943e-011

		   O2             4.971e-011  4.975e-011   -10.304   -10.303     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.301  -137.328    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.310  -137.310     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.464  -143.567    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.659e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.596e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.029   -57.055    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.004e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.985e-003  1.985e-003      1.00

				CaHCO3+          1.419e-005  1.419e-005      1.00

				CO3-2            2.169e-006  1.084e-006      2.00

				CaCO3            1.802e-006  9.010e-007      2.00

				H+              -7.508e-008  7.508e-008     -1.00

				OH-              4.401e-008  4.401e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.596e-012  3.596e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.24   -138.94   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.53    -43.59   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.44   -144.48   -8.03  H2S

				N2(g)            -2.64     -5.71   -3.07  N2

				NH3(g)          -58.73    -56.60    2.13  NH3

				O2(g)            -7.54    -10.30   -2.77  O2

				Sulfur         -102.06    -96.80    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 235.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.02176e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.528e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.388e-003  2.388e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.104      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.004e-003

		                       Total CO2 (mol/kg)  =  2.388e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.508e-008  7.102e-008    -7.124    -7.149    -0.024      0.00

		   OH-            4.401e-008  4.141e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.940  -138.940     0.000     32.22

		C(4)         2.388e-003

		   HCO3-          1.986e-003  1.872e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.862e-004  3.865e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.084e-006  8.571e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.010e-007  9.017e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.010e-007  9.017e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.586   -43.586     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.991   -54.018    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.599   -56.599     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.025   -57.051    -0.026     (0)  

		N(0)         3.928e-006

		   N2             1.964e-006  1.965e-006    -5.707    -5.707     0.000     29.29

		N(3)         5.592e-015

		   NO2-           5.592e-015  5.259e-015   -14.252   -14.279    -0.027     23.91

		N(5)         9.608e-005

		   NO3-           9.608e-005  9.037e-005    -4.017    -4.044    -0.027     27.73

		O(0)         9.894e-011

		   O2             4.947e-011  4.951e-011   -10.306   -10.305     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.297  -137.323    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.306  -137.306     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.460  -143.563    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.659e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.025   -57.051    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.004e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.986e-003  1.986e-003      1.00

				CaHCO3+          1.419e-005  1.419e-005      1.00

				CO3-2            2.169e-006  1.084e-006      2.00

				CaCO3            1.802e-006  9.010e-007      2.00

				H+              -7.508e-008  7.508e-008     -1.00

				OH-              4.401e-008  4.401e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.23   -138.94   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.53    -43.59   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.44   -144.47   -8.03  H2S

				N2(g)            -2.64     -5.71   -3.07  N2

				NH3(g)          -58.73    -56.60    2.13  NH3

				O2(g)            -7.54    -10.31   -2.77  O2

				Sulfur         -102.05    -96.80    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 236.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.0304e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.526e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.388e-003  2.388e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.103      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.004e-003

		                       Total CO2 (mol/kg)  =  2.388e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.508e-008  7.103e-008    -7.124    -7.149    -0.024      0.00

		   OH-            4.401e-008  4.141e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.936  -138.936     0.000     32.22

		C(4)         2.388e-003

		   HCO3-          1.986e-003  1.872e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.862e-004  3.865e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.084e-006  8.571e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.010e-007  9.017e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.010e-007  9.017e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.585   -43.585     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.987   -54.014    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.595   -56.595     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.021   -57.047    -0.026     (0)  

		N(0)         3.972e-006

		   N2             1.986e-006  1.988e-006    -5.702    -5.702     0.000     29.29

		N(3)         5.603e-015

		   NO2-           5.603e-015  5.270e-015   -14.252   -14.278    -0.027     23.91

		N(5)         9.604e-005

		   NO3-           9.604e-005  9.033e-005    -4.018    -4.044    -0.027     27.73

		O(0)         9.846e-011

		   O2             4.923e-011  4.927e-011   -10.308   -10.307     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.293  -137.319    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.302  -137.301     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.456  -143.559    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.659e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.021   -57.047    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.004e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.986e-003  1.986e-003      1.00

				CaHCO3+          1.419e-005  1.419e-005      1.00

				CO3-2            2.169e-006  1.084e-006      2.00

				CaCO3            1.802e-006  9.010e-007      2.00

				H+              -7.508e-008  7.508e-008     -1.00

				OH-              4.401e-008  4.401e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.23   -138.94   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.53    -43.58   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.43   -144.47   -8.03  H2S

				N2(g)            -2.63     -5.70   -3.07  N2

				NH3(g)          -58.72    -56.60    2.13  NH3

				O2(g)            -7.54    -10.31   -2.77  O2

				Sulfur         -102.05    -96.80    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 237.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.03904e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.525e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.388e-003  2.388e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.103      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.004e-003

		                       Total CO2 (mol/kg)  =  2.388e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.508e-008  7.103e-008    -7.124    -7.149    -0.024      0.00

		   OH-            4.401e-008  4.141e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.932  -138.932     0.000     32.22

		C(4)         2.388e-003

		   HCO3-          1.986e-003  1.872e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.862e-004  3.865e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.572e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.010e-007  9.017e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.010e-007  9.017e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.584   -43.584     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.983   -54.010    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.591   -56.591     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.017   -57.043    -0.026     (0)  

		N(0)         4.017e-006

		   N2             2.008e-006  2.010e-006    -5.697    -5.697     0.000     29.29

		N(3)         5.614e-015

		   NO2-           5.614e-015  5.280e-015   -14.251   -14.277    -0.027     23.91

		N(5)         9.599e-005

		   NO3-           9.599e-005  9.029e-005    -4.018    -4.044    -0.027     27.73

		O(0)         9.799e-011

		   O2             4.900e-011  4.903e-011   -10.310   -10.310     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.289  -137.315    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.298  -137.297     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.452  -143.554    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.659e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.017   -57.043    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.004e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.986e-003  1.986e-003      1.00

				CaHCO3+          1.419e-005  1.419e-005      1.00

				CO3-2            2.169e-006  1.085e-006      2.00

				CaCO3            1.802e-006  9.010e-007      2.00

				H+              -7.508e-008  7.508e-008     -1.00

				OH-              4.401e-008  4.401e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.23   -138.93   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.53    -43.58   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.43   -144.46   -8.03  H2S

				N2(g)            -2.63     -5.70   -3.07  N2

				NH3(g)          -58.72    -56.59    2.13  NH3

				O2(g)            -7.54    -10.31   -2.77  O2

				Sulfur         -102.05    -96.80    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 238.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.04768e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.523e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.388e-003  2.388e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.102      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.004e-003

		                       Total CO2 (mol/kg)  =  2.388e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.508e-008  7.103e-008    -7.124    -7.149    -0.024      0.00

		   OH-            4.401e-008  4.141e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.928  -138.928     0.000     32.22

		C(4)         2.388e-003

		   HCO3-          1.986e-003  1.872e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.862e-004  3.865e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.572e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.010e-007  9.017e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.010e-007  9.017e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.583   -43.583     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.979   -54.006    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.588   -56.587     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.013   -57.039    -0.026     (0)  

		N(0)         4.061e-006

		   N2             2.030e-006  2.032e-006    -5.692    -5.692     0.000     29.29

		N(3)         5.624e-015

		   NO2-           5.624e-015  5.290e-015   -14.250   -14.277    -0.027     23.91

		N(5)         9.595e-005

		   NO3-           9.595e-005  9.024e-005    -4.018    -4.045    -0.027     27.73

		O(0)         9.753e-011

		   O2             4.877e-011  4.880e-011   -10.312   -10.312     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.285  -137.311    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.293  -137.293     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.447  -143.550    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.659e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.013   -57.039    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.004e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.986e-003  1.986e-003      1.00

				CaHCO3+          1.419e-005  1.419e-005      1.00

				CO3-2            2.169e-006  1.085e-006      2.00

				CaCO3            1.802e-006  9.010e-007      2.00

				H+              -7.508e-008  7.508e-008     -1.00

				OH-              4.401e-008  4.401e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.22   -138.93   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.53    -43.58   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.43   -144.46   -8.03  H2S

				N2(g)            -2.62     -5.69   -3.07  N2

				NH3(g)          -58.72    -56.59    2.13  NH3

				O2(g)            -7.55    -10.31   -2.77  O2

				Sulfur         -102.04    -96.79    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 239.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.05632e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.521e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.388e-003  2.388e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.102      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.004e-003

		                       Total CO2 (mol/kg)  =  2.388e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.508e-008  7.103e-008    -7.124    -7.149    -0.024      0.00

		   OH-            4.401e-008  4.141e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.924  -138.924     0.000     32.22

		C(4)         2.388e-003

		   HCO3-          1.986e-003  1.872e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.862e-004  3.865e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.572e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.011e-007  9.017e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.011e-007  9.017e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.582   -43.582     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.975   -54.002    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.584   -56.583     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.009   -57.035    -0.026     (0)  

		N(0)         4.105e-006

		   N2             2.052e-006  2.054e-006    -5.688    -5.687     0.000     29.29

		N(3)         5.635e-015

		   NO2-           5.635e-015  5.300e-015   -14.249   -14.276    -0.027     23.91

		N(5)         9.590e-005

		   NO3-           9.590e-005  9.020e-005    -4.018    -4.045    -0.027     27.73

		O(0)         9.707e-011

		   O2             4.854e-011  4.857e-011   -10.314   -10.314     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.281  -137.307    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.289  -137.289     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.443  -143.546    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.659e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.009   -57.035    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.004e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.986e-003  1.986e-003      1.00

				CaHCO3+          1.419e-005  1.419e-005      1.00

				CO3-2            2.169e-006  1.085e-006      2.00

				CaCO3            1.802e-006  9.011e-007      2.00

				H+              -7.508e-008  7.508e-008     -1.00

				OH-              4.401e-008  4.401e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.22   -138.92   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.53    -43.58   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.42   -144.46   -8.03  H2S

				N2(g)            -2.62     -5.69   -3.07  N2

				NH3(g)          -58.71    -56.58    2.13  NH3

				O2(g)            -7.55    -10.31   -2.77  O2

				Sulfur         -102.04    -96.79    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 240.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.06496e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.520e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.388e-003  2.388e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.101      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.004e-003

		                       Total CO2 (mol/kg)  =  2.388e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.508e-008  7.103e-008    -7.124    -7.149    -0.024      0.00

		   OH-            4.401e-008  4.141e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.920  -138.920     0.000     32.22

		C(4)         2.388e-003

		   HCO3-          1.986e-003  1.872e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.862e-004  3.865e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.572e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.011e-007  9.017e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.011e-007  9.017e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.581   -43.581     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.972   -53.998    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.580   -56.579     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.005   -57.031    -0.026     (0)  

		N(0)         4.149e-006

		   N2             2.075e-006  2.076e-006    -5.683    -5.683     0.000     29.29

		N(3)         5.645e-015

		   NO2-           5.645e-015  5.310e-015   -14.248   -14.275    -0.027     23.91

		N(5)         9.586e-005

		   NO3-           9.586e-005  9.016e-005    -4.018    -4.045    -0.027     27.73

		O(0)         9.662e-011

		   O2             4.831e-011  4.835e-011   -10.316   -10.316     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.276  -137.303    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.285  -137.285     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.439  -143.542    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.659e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.005   -57.031    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.004e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.986e-003  1.986e-003      1.00

				CaHCO3+          1.419e-005  1.419e-005      1.00

				CO3-2            2.169e-006  1.085e-006      2.00

				CaCO3            1.802e-006  9.011e-007      2.00

				H+              -7.508e-008  7.508e-008     -1.00

				OH-              4.401e-008  4.401e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.21   -138.92   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.53    -43.58   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.42   -144.45   -8.03  H2S

				N2(g)            -2.61     -5.68   -3.07  N2

				NH3(g)          -58.71    -56.58    2.13  NH3

				O2(g)            -7.55    -10.32   -2.77  O2

				Sulfur         -102.04    -96.79    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 241.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.0736e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.518e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.388e-003  2.388e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.101      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.004e-003

		                       Total CO2 (mol/kg)  =  2.388e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.508e-008  7.103e-008    -7.124    -7.149    -0.024      0.00

		   OH-            4.401e-008  4.141e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.916  -138.916     0.000     32.22

		C(4)         2.388e-003

		   HCO3-          1.986e-003  1.872e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.862e-004  3.865e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.572e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.011e-007  9.017e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.419e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.011e-007  9.017e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.580   -43.580     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.968   -53.995    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.576   -56.576     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -57.001   -57.028    -0.026     (0)  

		N(0)         4.193e-006

		   N2             2.097e-006  2.098e-006    -5.678    -5.678     0.000     29.29

		N(3)         5.656e-015

		   NO2-           5.656e-015  5.320e-015   -14.248   -14.274    -0.027     23.91

		N(5)         9.581e-005

		   NO3-           9.581e-005  9.012e-005    -4.019    -4.045    -0.027     27.73

		O(0)         9.618e-011

		   O2             4.809e-011  4.813e-011   -10.318   -10.318     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.272  -137.299    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.281  -137.281     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.435  -143.538    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.659e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -57.001   -57.028    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.004e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.986e-003  1.986e-003      1.00

				CaHCO3+          1.419e-005  1.419e-005      1.00

				CO3-2            2.169e-006  1.085e-006      2.00

				CaCO3            1.802e-006  9.011e-007      2.00

				H+              -7.508e-008  7.508e-008     -1.00

				OH-              4.401e-008  4.401e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.21   -138.92   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.52    -43.58   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.41   -144.45   -8.03  H2S

				N2(g)            -2.61     -5.68   -3.07  N2

				NH3(g)          -58.70    -56.58    2.13  NH3

				O2(g)            -7.55    -10.32   -2.77  O2

				Sulfur         -102.03    -96.78    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 242.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.08224e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.517e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.388e-003  2.388e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.100      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.004e-003

		                       Total CO2 (mol/kg)  =  2.388e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.508e-008  7.103e-008    -7.124    -7.149    -0.024      0.00

		   OH-            4.401e-008  4.141e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.912  -138.912     0.000     32.22

		C(4)         2.388e-003

		   HCO3-          1.986e-003  1.872e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.863e-004  3.865e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.420e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.572e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.011e-007  9.018e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.420e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.011e-007  9.018e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.579   -43.579     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.964   -53.991    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.572   -56.572     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.998   -57.024    -0.026     (0)  

		N(0)         4.237e-006

		   N2             2.119e-006  2.120e-006    -5.674    -5.674     0.000     29.29

		N(3)         5.666e-015

		   NO2-           5.666e-015  5.329e-015   -14.247   -14.273    -0.027     23.91

		N(5)         9.577e-005

		   NO3-           9.577e-005  9.008e-005    -4.019    -4.045    -0.027     27.73

		O(0)         9.574e-011

		   O2             4.787e-011  4.791e-011   -10.320   -10.320     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.269  -137.295    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.277  -137.277     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.431  -143.534    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.659e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.998   -57.024    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.004e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.986e-003  1.986e-003      1.00

				CaHCO3+          1.420e-005  1.420e-005      1.00

				CO3-2            2.169e-006  1.085e-006      2.00

				CaCO3            1.802e-006  9.011e-007      2.00

				H+              -7.508e-008  7.508e-008     -1.00

				OH-              4.401e-008  4.401e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.21   -138.91   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.52    -43.58   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.41   -144.44   -8.03  H2S

				N2(g)            -2.60     -5.67   -3.07  N2

				NH3(g)          -58.70    -56.57    2.13  NH3

				O2(g)            -7.55    -10.32   -2.77  O2

				Sulfur         -102.03    -96.78    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 243.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.09088e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.515e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.388e-003  2.388e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.100      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.004e-003

		                       Total CO2 (mol/kg)  =  2.388e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.508e-008  7.103e-008    -7.124    -7.149    -0.024      0.00

		   OH-            4.401e-008  4.141e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.908  -138.908     0.000     32.22

		C(4)         2.388e-003

		   HCO3-          1.986e-003  1.872e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.863e-004  3.866e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.420e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.572e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.011e-007  9.018e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.420e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.011e-007  9.018e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.578   -43.578     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.960   -53.987    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.569   -56.568     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.994   -57.020    -0.026     (0)  

		N(0)         4.281e-006

		   N2             2.141e-006  2.142e-006    -5.669    -5.669     0.000     29.29

		N(3)         5.676e-015

		   NO2-           5.676e-015  5.339e-015   -14.246   -14.273    -0.027     23.91

		N(5)         9.573e-005

		   NO3-           9.573e-005  9.004e-005    -4.019    -4.046    -0.027     27.73

		O(0)         9.531e-011

		   O2             4.766e-011  4.769e-011   -10.322   -10.322     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.265  -137.291    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.273  -137.273     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.427  -143.530    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.660e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.994   -57.020    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.004e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.986e-003  1.986e-003      1.00

				CaHCO3+          1.420e-005  1.420e-005      1.00

				CO3-2            2.169e-006  1.085e-006      2.00

				CaCO3            1.802e-006  9.011e-007      2.00

				H+              -7.508e-008  7.508e-008     -1.00

				OH-              4.401e-008  4.401e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.20   -138.91   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.52    -43.58   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.41   -144.44   -8.03  H2S

				N2(g)            -2.60     -5.67   -3.07  N2

				NH3(g)          -58.70    -56.57    2.13  NH3

				O2(g)            -7.56    -10.32   -2.77  O2

				Sulfur         -102.03    -96.78    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 244.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.09952e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.514e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.388e-003  2.388e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.099      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.004e-003

		                       Total CO2 (mol/kg)  =  2.388e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.508e-008  7.103e-008    -7.124    -7.149    -0.024      0.00

		   OH-            4.401e-008  4.141e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.904  -138.904     0.000     32.22

		C(4)         2.388e-003

		   HCO3-          1.986e-003  1.872e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.863e-004  3.866e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.420e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.572e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.011e-007  9.018e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.420e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.011e-007  9.018e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.577   -43.577     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.957   -53.983    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.565   -56.565     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.990   -57.016    -0.026     (0)  

		N(0)         4.326e-006

		   N2             2.163e-006  2.164e-006    -5.665    -5.665     0.000     29.29

		N(3)         5.686e-015

		   NO2-           5.686e-015  5.348e-015   -14.245   -14.272    -0.027     23.91

		N(5)         9.568e-005

		   NO3-           9.568e-005  8.999e-005    -4.019    -4.046    -0.027     27.73

		O(0)         9.489e-011

		   O2             4.744e-011  4.748e-011   -10.324   -10.323     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.261  -137.287    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.270  -137.269     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.424  -143.526    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.660e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.990   -57.016    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.004e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.986e-003  1.986e-003      1.00

				CaHCO3+          1.420e-005  1.420e-005      1.00

				CO3-2            2.169e-006  1.085e-006      2.00

				CaCO3            1.802e-006  9.011e-007      2.00

				H+              -7.508e-008  7.508e-008     -1.00

				OH-              4.401e-008  4.401e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.20   -138.90   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.52    -43.58   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.40   -144.44   -8.03  H2S

				N2(g)            -2.59     -5.66   -3.07  N2

				NH3(g)          -58.69    -56.56    2.13  NH3

				O2(g)            -7.56    -10.32   -2.77  O2

				Sulfur         -102.02    -96.77    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 245.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.10816e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.512e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.388e-003  2.388e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.099      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.004e-003

		                       Total CO2 (mol/kg)  =  2.388e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.508e-008  7.103e-008    -7.124    -7.149    -0.024      0.00

		   OH-            4.401e-008  4.141e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.900  -138.900     0.000     32.22

		C(4)         2.388e-003

		   HCO3-          1.986e-003  1.873e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.863e-004  3.866e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.420e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.573e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.011e-007  9.018e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.420e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.011e-007  9.018e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.799e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.576   -43.576     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.953   -53.980    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.561   -56.561     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.987   -57.013    -0.026     (0)  

		N(0)         4.370e-006

		   N2             2.185e-006  2.186e-006    -5.661    -5.660     0.000     29.29

		N(3)         5.696e-015

		   NO2-           5.696e-015  5.358e-015   -14.244   -14.271    -0.027     23.91

		N(5)         9.564e-005

		   NO3-           9.564e-005  8.995e-005    -4.019    -4.046    -0.027     27.73

		O(0)         9.447e-011

		   O2             4.724e-011  4.727e-011   -10.326   -10.325     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.257  -137.283    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.266  -137.265     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.420  -143.523    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.660e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.987   -57.013    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.004e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.986e-003  1.986e-003      1.00

				CaHCO3+          1.420e-005  1.420e-005      1.00

				CO3-2            2.169e-006  1.085e-006      2.00

				CaCO3            1.802e-006  9.011e-007      2.00

				H+              -7.508e-008  7.508e-008     -1.00

				OH-              4.401e-008  4.401e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.19   -138.90   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.52    -43.58   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.40   -144.43   -8.03  H2S

				N2(g)            -2.59     -5.66   -3.07  N2

				NH3(g)          -58.69    -56.56    2.13  NH3

				O2(g)            -7.56    -10.33   -2.77  O2

				Sulfur         -102.02    -96.77    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 246.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.1168e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.510e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.389e-003  2.389e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.098      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.004e-003

		                       Total CO2 (mol/kg)  =  2.389e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.508e-008  7.103e-008    -7.124    -7.149    -0.024      0.00

		   OH-            4.401e-008  4.141e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.896  -138.896     0.000     32.22

		C(4)         2.389e-003

		   HCO3-          1.986e-003  1.873e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.863e-004  3.866e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.420e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.573e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.012e-007  9.018e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.420e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.012e-007  9.018e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.575   -43.575     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.949   -53.976    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.558   -56.557     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.983   -57.009    -0.026     (0)  

		N(0)         4.414e-006

		   N2             2.207e-006  2.208e-006    -5.656    -5.656     0.000     29.29

		N(3)         5.706e-015

		   NO2-           5.706e-015  5.367e-015   -14.244   -14.270    -0.027     23.91

		N(5)         9.559e-005

		   NO3-           9.559e-005  8.991e-005    -4.020    -4.046    -0.027     27.73

		O(0)         9.406e-011

		   O2             4.703e-011  4.706e-011   -10.328   -10.327     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.253  -137.279    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.262  -137.262     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.416  -143.519    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.660e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.983   -57.009    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.004e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.986e-003  1.986e-003      1.00

				CaHCO3+          1.420e-005  1.420e-005      1.00

				CO3-2            2.169e-006  1.085e-006      2.00

				CaCO3            1.802e-006  9.012e-007      2.00

				H+              -7.508e-008  7.508e-008     -1.00

				OH-              4.401e-008  4.401e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.19   -138.90   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.52    -43.58   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.39   -144.43   -8.03  H2S

				N2(g)            -2.59     -5.66   -3.07  N2

				NH3(g)          -58.69    -56.56    2.13  NH3

				O2(g)            -7.56    -10.33   -2.77  O2

				Sulfur         -102.02    -96.77    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 247.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.12544e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.509e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.389e-003  2.389e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.098      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.004e-003

		                       Total CO2 (mol/kg)  =  2.389e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.508e-008  7.103e-008    -7.124    -7.149    -0.024      0.00

		   OH-            4.400e-008  4.141e-008    -7.356    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.893  -138.892     0.000     32.22

		C(4)         2.389e-003

		   HCO3-          1.986e-003  1.873e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.863e-004  3.866e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.420e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.573e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.012e-007  9.018e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.420e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.012e-007  9.018e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.574   -43.574     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.946   -53.973    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.554   -56.554     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.979   -57.006    -0.026     (0)  

		N(0)         4.458e-006

		   N2             2.229e-006  2.231e-006    -5.652    -5.652     0.000     29.29

		N(3)         5.716e-015

		   NO2-           5.716e-015  5.376e-015   -14.243   -14.270    -0.027     23.91

		N(5)         9.555e-005

		   NO3-           9.555e-005  8.987e-005    -4.020    -4.046    -0.027     27.73

		O(0)         9.365e-011

		   O2             4.683e-011  4.686e-011   -10.330   -10.329     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.249  -137.276    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.258  -137.258     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.412  -143.515    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.660e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.979   -57.006    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.004e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.986e-003  1.986e-003      1.00

				CaHCO3+          1.420e-005  1.420e-005      1.00

				CO3-2            2.169e-006  1.085e-006      2.00

				CaCO3            1.802e-006  9.012e-007      2.00

				H+              -7.508e-008  7.508e-008     -1.00

				OH-              4.400e-008  4.400e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.19   -138.89   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.52    -43.57   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.39   -144.42   -8.03  H2S

				N2(g)            -2.58     -5.65   -3.07  N2

				NH3(g)          -58.68    -56.55    2.13  NH3

				O2(g)            -7.56    -10.33   -2.77  O2

				Sulfur         -102.02    -96.77    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 248.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.13408e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.507e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.389e-003  2.389e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.097      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.004e-003

		                       Total CO2 (mol/kg)  =  2.389e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.508e-008  7.103e-008    -7.124    -7.149    -0.024      0.00

		   OH-            4.400e-008  4.141e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.889  -138.889     0.000     32.22

		C(4)         2.389e-003

		   HCO3-          1.986e-003  1.873e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.863e-004  3.866e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.420e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.573e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.012e-007  9.018e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.420e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.012e-007  9.018e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.573   -43.573     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.942   -53.969    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.551   -56.550     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.976   -57.002    -0.026     (0)  

		N(0)         4.502e-006

		   N2             2.251e-006  2.253e-006    -5.648    -5.647     0.000     29.29

		N(3)         5.725e-015

		   NO2-           5.725e-015  5.385e-015   -14.242   -14.269    -0.027     23.91

		N(5)         9.551e-005

		   NO3-           9.551e-005  8.983e-005    -4.020    -4.047    -0.027     27.73

		O(0)         9.325e-011

		   O2             4.662e-011  4.666e-011   -10.331   -10.331     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.246  -137.272    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.254  -137.254     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.408  -143.511    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.660e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.976   -57.002    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.004e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.986e-003  1.986e-003      1.00

				CaHCO3+          1.420e-005  1.420e-005      1.00

				CO3-2            2.169e-006  1.085e-006      2.00

				CaCO3            1.802e-006  9.012e-007      2.00

				H+              -7.508e-008  7.508e-008     -1.00

				OH-              4.400e-008  4.400e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.18   -138.89   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.52    -43.57   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.39   -144.42   -8.03  H2S

				N2(g)            -2.58     -5.65   -3.07  N2

				NH3(g)          -58.68    -56.55    2.13  NH3

				O2(g)            -7.57    -10.33   -2.77  O2

				Sulfur         -102.01    -96.76    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 249.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.14272e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.506e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.389e-003  2.389e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.097      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.004e-003

		                       Total CO2 (mol/kg)  =  2.389e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.508e-008  7.103e-008    -7.124    -7.149    -0.024      0.00

		   OH-            4.400e-008  4.141e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.885  -138.885     0.000     32.22

		C(4)         2.389e-003

		   HCO3-          1.986e-003  1.873e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.863e-004  3.866e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.420e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.573e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.012e-007  9.019e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.420e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.012e-007  9.019e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.573   -43.572     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.939   -53.966    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.547   -56.547     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.972   -56.998    -0.026     (0)  

		N(0)         4.546e-006

		   N2             2.273e-006  2.275e-006    -5.643    -5.643     0.000     29.29

		N(3)         5.735e-015

		   NO2-           5.735e-015  5.394e-015   -14.241   -14.268    -0.027     23.91

		N(5)         9.546e-005

		   NO3-           9.546e-005  8.979e-005    -4.020    -4.047    -0.027     27.73

		O(0)         9.285e-011

		   O2             4.643e-011  4.646e-011   -10.333   -10.333     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.242  -137.268    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.251  -137.250     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.405  -143.508    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.660e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.972   -56.998    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.004e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.986e-003  1.986e-003      1.00

				CaHCO3+          1.420e-005  1.420e-005      1.00

				CO3-2            2.169e-006  1.085e-006      2.00

				CaCO3            1.802e-006  9.012e-007      2.00

				H+              -7.508e-008  7.508e-008     -1.00

				OH-              4.400e-008  4.400e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.18   -138.88   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.52    -43.57   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.38   -144.42   -8.03  H2S

				N2(g)            -2.57     -5.64   -3.07  N2

				NH3(g)          -58.68    -56.55    2.13  NH3

				O2(g)            -7.57    -10.33   -2.77  O2

				Sulfur         -102.01    -96.76    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 250.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.15136e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.504e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.389e-003  2.389e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.096      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.004e-003

		                       Total CO2 (mol/kg)  =  2.389e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.508e-008  7.103e-008    -7.124    -7.149    -0.024      0.00

		   OH-            4.400e-008  4.141e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.881  -138.881     0.000     32.22

		C(4)         2.389e-003

		   HCO3-          1.986e-003  1.873e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.863e-004  3.866e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.420e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.573e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.012e-007  9.019e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.420e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.012e-007  9.019e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.572   -43.571     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.935   -53.962    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.544   -56.543     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.969   -56.995    -0.026     (0)  

		N(0)         4.590e-006

		   N2             2.295e-006  2.297e-006    -5.639    -5.639     0.000     29.29

		N(3)         5.744e-015

		   NO2-           5.744e-015  5.403e-015   -14.241   -14.267    -0.027     23.91

		N(5)         9.542e-005

		   NO3-           9.542e-005  8.975e-005    -4.020    -4.047    -0.027     27.73

		O(0)         9.246e-011

		   O2             4.623e-011  4.627e-011   -10.335   -10.335     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.238  -137.265    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.247  -137.247     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.401  -143.504    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.660e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.969   -56.995    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.004e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.986e-003  1.986e-003      1.00

				CaHCO3+          1.420e-005  1.420e-005      1.00

				CO3-2            2.169e-006  1.085e-006      2.00

				CaCO3            1.802e-006  9.012e-007      2.00

				H+              -7.508e-008  7.508e-008     -1.00

				OH-              4.400e-008  4.400e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.18   -138.88   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.52    -43.57   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.38   -144.41   -8.03  H2S

				N2(g)            -2.57     -5.64   -3.07  N2

				NH3(g)          -58.67    -56.54    2.13  NH3

				O2(g)            -7.57    -10.33   -2.77  O2

				Sulfur         -102.01    -96.76    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 251.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.16e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.503e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.389e-003  2.389e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.096      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.004e-003

		                       Total CO2 (mol/kg)  =  2.389e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.508e-008  7.103e-008    -7.124    -7.149    -0.024      0.00

		   OH-            4.400e-008  4.141e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.878  -138.878     0.000     32.22

		C(4)         2.389e-003

		   HCO3-          1.986e-003  1.873e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.864e-004  3.866e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.420e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.573e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.012e-007  9.019e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.420e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.012e-007  9.019e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.571   -43.570     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.932   -53.959    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.540   -56.540     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.965   -56.992    -0.026     (0)  

		N(0)         4.634e-006

		   N2             2.317e-006  2.319e-006    -5.635    -5.635     0.000     29.29

		N(3)         5.754e-015

		   NO2-           5.754e-015  5.412e-015   -14.240   -14.267    -0.027     23.91

		N(5)         9.537e-005

		   NO3-           9.537e-005  8.970e-005    -4.021    -4.047    -0.027     27.73

		O(0)         9.208e-011

		   O2             4.604e-011  4.607e-011   -10.337   -10.337     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.235  -137.261    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.243  -137.243     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.397  -143.500    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.660e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.965   -56.992    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.004e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.986e-003  1.986e-003      1.00

				CaHCO3+          1.420e-005  1.420e-005      1.00

				CO3-2            2.169e-006  1.085e-006      2.00

				CaCO3            1.802e-006  9.012e-007      2.00

				H+              -7.508e-008  7.508e-008     -1.00

				OH-              4.400e-008  4.400e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.17   -138.88   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.52    -43.57   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.38   -144.41   -8.03  H2S

				N2(g)            -2.57     -5.63   -3.07  N2

				NH3(g)          -58.67    -56.54    2.13  NH3

				O2(g)            -7.57    -10.34   -2.77  O2

				Sulfur         -102.01    -96.75    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 252.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.16864e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.501e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.389e-003  2.389e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.095      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.004e-003

		                       Total CO2 (mol/kg)  =  2.389e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.508e-008  7.103e-008    -7.124    -7.149    -0.024      0.00

		   OH-            4.400e-008  4.141e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.874  -138.874     0.000     32.22

		C(4)         2.389e-003

		   HCO3-          1.986e-003  1.873e-003    -2.702    -2.728    -0.026     23.14

		   CO2            3.864e-004  3.867e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.420e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.574e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.012e-007  9.019e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.420e-005  1.339e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.012e-007  9.019e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.570   -43.570     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.928   -53.955    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.537   -56.536     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.962   -56.988    -0.026     (0)  

		N(0)         4.678e-006

		   N2             2.339e-006  2.341e-006    -5.631    -5.631     0.000     29.29

		N(3)         5.763e-015

		   NO2-           5.763e-015  5.421e-015   -14.239   -14.266    -0.027     23.91

		N(5)         9.533e-005

		   NO3-           9.533e-005  8.966e-005    -4.021    -4.047    -0.027     27.73

		O(0)         9.170e-011

		   O2             4.585e-011  4.588e-011   -10.339   -10.338     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.231  -137.257    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.240  -137.240     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.394  -143.497    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.660e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.962   -56.988    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.004e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.986e-003  1.986e-003      1.00

				CaHCO3+          1.420e-005  1.420e-005      1.00

				CO3-2            2.170e-006  1.085e-006      2.00

				CaCO3            1.802e-006  9.012e-007      2.00

				H+              -7.508e-008  7.508e-008     -1.00

				OH-              4.400e-008  4.400e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.17   -138.87   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.51    -43.57   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.37   -144.41   -8.03  H2S

				N2(g)            -2.56     -5.63   -3.07  N2

				NH3(g)          -58.66    -56.54    2.13  NH3

				O2(g)            -7.57    -10.34   -2.77  O2

				Sulfur         -102.00    -96.75    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 253.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.17728e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.499e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.389e-003  2.389e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.095      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.004e-003

		                       Total CO2 (mol/kg)  =  2.389e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.508e-008  7.103e-008    -7.124    -7.149    -0.024      0.00

		   OH-            4.400e-008  4.141e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.871  -138.870     0.000     32.22

		C(4)         2.389e-003

		   HCO3-          1.986e-003  1.873e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.864e-004  3.867e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.574e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.012e-007  9.019e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.012e-007  9.019e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.569   -43.569     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.925   -53.952    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.533   -56.533     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.959   -56.985    -0.026     (0)  

		N(0)         4.722e-006

		   N2             2.361e-006  2.363e-006    -5.627    -5.627     0.000     29.29

		N(3)         5.772e-015

		   NO2-           5.772e-015  5.429e-015   -14.239   -14.265    -0.027     23.91

		N(5)         9.529e-005

		   NO3-           9.529e-005  8.962e-005    -4.021    -4.048    -0.027     27.73

		O(0)         9.132e-011

		   O2             4.566e-011  4.569e-011   -10.340   -10.340     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.227  -137.254    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.236  -137.236     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.390  -143.493    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.886e-010  3.660e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.959   -56.985    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.004e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.986e-003  1.986e-003      1.00

				CaHCO3+          1.420e-005  1.420e-005      1.00

				CO3-2            2.170e-006  1.085e-006      2.00

				CaCO3            1.802e-006  9.012e-007      2.00

				H+              -7.508e-008  7.508e-008     -1.00

				OH-              4.400e-008  4.400e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.886e-010  3.886e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.16   -138.87   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.51    -43.57   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.37   -144.40   -8.03  H2S

				N2(g)            -2.56     -5.63   -3.07  N2

				NH3(g)          -58.66    -56.53    2.13  NH3

				O2(g)            -7.57    -10.34   -2.77  O2

				Sulfur         -102.00    -96.75    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 254.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.18592e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.498e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.389e-003  2.389e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.094      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.005e-003

		                       Total CO2 (mol/kg)  =  2.389e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.509e-008  7.103e-008    -7.124    -7.149    -0.024      0.00

		   OH-            4.400e-008  4.141e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.867  -138.867     0.000     32.22

		C(4)         2.389e-003

		   HCO3-          1.986e-003  1.873e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.864e-004  3.867e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.574e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.013e-007  9.019e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.013e-007  9.019e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.568   -43.568     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.922   -53.949    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.530   -56.530     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.955   -56.981    -0.026     (0)  

		N(0)         4.766e-006

		   N2             2.383e-006  2.385e-006    -5.623    -5.623     0.000     29.29

		N(3)         5.781e-015

		   NO2-           5.781e-015  5.438e-015   -14.238   -14.265    -0.027     23.91

		N(5)         9.524e-005

		   NO3-           9.524e-005  8.958e-005    -4.021    -4.048    -0.027     27.73

		O(0)         9.095e-011

		   O2             4.547e-011  4.551e-011   -10.342   -10.342     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.224  -137.250    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.233  -137.232     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.387  -143.490    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.660e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.955   -56.981    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.005e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.986e-003  1.986e-003      1.00

				CaHCO3+          1.420e-005  1.420e-005      1.00

				CO3-2            2.170e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.013e-007      2.00

				H+              -7.509e-008  7.509e-008     -1.00

				OH-              4.400e-008  4.400e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.16   -138.87   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.51    -43.57   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.37   -144.40   -8.03  H2S

				N2(g)            -2.55     -5.62   -3.07  N2

				NH3(g)          -58.66    -56.53    2.13  NH3

				O2(g)            -7.58    -10.34   -2.77  O2

				Sulfur         -102.00    -96.75    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 255.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.19456e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.496e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.389e-003  2.389e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.094      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.005e-003

		                       Total CO2 (mol/kg)  =  2.389e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.509e-008  7.103e-008    -7.124    -7.149    -0.024      0.00

		   OH-            4.400e-008  4.141e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.864  -138.863     0.000     32.22

		C(4)         2.389e-003

		   HCO3-          1.986e-003  1.873e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.864e-004  3.867e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.574e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.013e-007  9.019e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.013e-007  9.019e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.567   -43.567     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.918   -53.945    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.527   -56.526     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.952   -56.978    -0.026     (0)  

		N(0)         4.810e-006

		   N2             2.405e-006  2.407e-006    -5.619    -5.619     0.000     29.29

		N(3)         5.790e-015

		   NO2-           5.790e-015  5.446e-015   -14.237   -14.264    -0.027     23.91

		N(5)         9.520e-005

		   NO3-           9.520e-005  8.954e-005    -4.021    -4.048    -0.027     27.73

		O(0)         9.058e-011

		   O2             4.529e-011  4.532e-011   -10.344   -10.344     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.220  -137.247    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.229  -137.229     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.383  -143.486    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.660e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.952   -56.978    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.005e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.986e-003  1.986e-003      1.00

				CaHCO3+          1.420e-005  1.420e-005      1.00

				CO3-2            2.170e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.013e-007      2.00

				H+              -7.509e-008  7.509e-008     -1.00

				OH-              4.400e-008  4.400e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.16   -138.86   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.51    -43.57   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.36   -144.40   -8.03  H2S

				N2(g)            -2.55     -5.62   -3.07  N2

				NH3(g)          -58.65    -56.53    2.13  NH3

				O2(g)            -7.58    -10.34   -2.77  O2

				Sulfur         -101.99    -96.74    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 256.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.2032e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.495e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.389e-003  2.389e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.094      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.005e-003

		                       Total CO2 (mol/kg)  =  2.389e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.509e-008  7.103e-008    -7.124    -7.149    -0.024      0.00

		   OH-            4.400e-008  4.141e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.860  -138.860     0.000     32.22

		C(4)         2.389e-003

		   HCO3-          1.986e-003  1.873e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.864e-004  3.867e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.574e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.013e-007  9.019e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.013e-007  9.019e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.566   -43.566     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.915   -53.942    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.523   -56.523     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.949   -56.975    -0.026     (0)  

		N(0)         4.854e-006

		   N2             2.427e-006  2.429e-006    -5.615    -5.615     0.000     29.29

		N(3)         5.799e-015

		   NO2-           5.799e-015  5.455e-015   -14.237   -14.263    -0.027     23.91

		N(5)         9.515e-005

		   NO3-           9.515e-005  8.950e-005    -4.022    -4.048    -0.027     27.73

		O(0)         9.022e-011

		   O2             4.511e-011  4.514e-011   -10.346   -10.345     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.217  -137.243    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.226  -137.225     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.380  -143.483    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.660e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.949   -56.975    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.005e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.986e-003  1.986e-003      1.00

				CaHCO3+          1.420e-005  1.420e-005      1.00

				CO3-2            2.170e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.013e-007      2.00

				H+              -7.509e-008  7.509e-008     -1.00

				OH-              4.400e-008  4.400e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.15   -138.86   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.51    -43.57   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.36   -144.39   -8.03  H2S

				N2(g)            -2.54     -5.61   -3.07  N2

				NH3(g)          -58.65    -56.52    2.13  NH3

				O2(g)            -7.58    -10.35   -2.77  O2

				Sulfur         -101.99    -96.74    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 257.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.21184e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.493e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.389e-003  2.389e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.093      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.005e-003

		                       Total CO2 (mol/kg)  =  2.389e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.509e-008  7.103e-008    -7.124    -7.149    -0.024      0.00

		   OH-            4.400e-008  4.141e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.857  -138.856     0.000     32.22

		C(4)         2.389e-003

		   HCO3-          1.986e-003  1.873e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.864e-004  3.867e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.574e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.013e-007  9.020e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.013e-007  9.020e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.565   -43.565     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.912   -53.939    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.520   -56.520     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.946   -56.972    -0.026     (0)  

		N(0)         4.898e-006

		   N2             2.449e-006  2.451e-006    -5.611    -5.611     0.000     29.29

		N(3)         5.808e-015

		   NO2-           5.808e-015  5.463e-015   -14.236   -14.263    -0.027     23.91

		N(5)         9.511e-005

		   NO3-           9.511e-005  8.946e-005    -4.022    -4.048    -0.027     27.73

		O(0)         8.986e-011

		   O2             4.493e-011  4.496e-011   -10.347   -10.347     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.213  -137.240    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.222  -137.222     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.376  -143.479    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.660e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.946   -56.972    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.005e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.986e-003  1.986e-003      1.00

				CaHCO3+          1.420e-005  1.420e-005      1.00

				CO3-2            2.170e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.013e-007      2.00

				H+              -7.509e-008  7.509e-008     -1.00

				OH-              4.400e-008  4.400e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.15   -138.86   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.51    -43.57   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.36   -144.39   -8.03  H2S

				N2(g)            -2.54     -5.61   -3.07  N2

				NH3(g)          -58.65    -56.52    2.13  NH3

				O2(g)            -7.58    -10.35   -2.77  O2

				Sulfur         -101.99    -96.74    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 258.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.22048e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.492e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.389e-003  2.389e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.093      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.005e-003

		                       Total CO2 (mol/kg)  =  2.389e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.509e-008  7.104e-008    -7.124    -7.149    -0.024      0.00

		   OH-            4.400e-008  4.141e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.853  -138.853     0.000     32.22

		C(4)         2.389e-003

		   HCO3-          1.987e-003  1.873e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.864e-004  3.867e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.574e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.013e-007  9.020e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.013e-007  9.020e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.565   -43.564     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.909   -53.935    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.517   -56.517     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.942   -56.968    -0.026     (0)  

		N(0)         4.942e-006

		   N2             2.471e-006  2.473e-006    -5.607    -5.607     0.000     29.29

		N(3)         5.817e-015

		   NO2-           5.817e-015  5.471e-015   -14.235   -14.262    -0.027     23.91

		N(5)         9.507e-005

		   NO3-           9.507e-005  8.942e-005    -4.022    -4.049    -0.027     27.73

		O(0)         8.951e-011

		   O2             4.475e-011  4.479e-011   -10.349   -10.349     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.210  -137.236    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.219  -137.219     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.373  -143.476    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.660e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.942   -56.968    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.005e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.987e-003  1.987e-003      1.00

				CaHCO3+          1.420e-005  1.420e-005      1.00

				CO3-2            2.170e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.013e-007      2.00

				H+              -7.509e-008  7.509e-008     -1.00

				OH-              4.400e-008  4.400e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.15   -138.85   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.51    -43.56   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.35   -144.38   -8.03  H2S

				N2(g)            -2.54     -5.61   -3.07  N2

				NH3(g)          -58.65    -56.52    2.13  NH3

				O2(g)            -7.58    -10.35   -2.77  O2

				Sulfur         -101.99    -96.74    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 259.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.22912e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.490e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.389e-003  2.389e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.092      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.005e-003

		                       Total CO2 (mol/kg)  =  2.389e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.509e-008  7.104e-008    -7.124    -7.149    -0.024      0.00

		   OH-            4.400e-008  4.141e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.850  -138.849     0.000     32.22

		C(4)         2.389e-003

		   HCO3-          1.987e-003  1.873e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.864e-004  3.867e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.574e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.013e-007  9.020e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.013e-007  9.020e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.564   -43.563     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.905   -53.932    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.514   -56.513     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.939   -56.965    -0.026     (0)  

		N(0)         4.986e-006

		   N2             2.493e-006  2.495e-006    -5.603    -5.603     0.000     29.29

		N(3)         5.826e-015

		   NO2-           5.826e-015  5.479e-015   -14.235   -14.261    -0.027     23.91

		N(5)         9.502e-005

		   NO3-           9.502e-005  8.937e-005    -4.022    -4.049    -0.027     27.73

		O(0)         8.916e-011

		   O2             4.458e-011  4.461e-011   -10.351   -10.351     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.207  -137.233    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.215  -137.215     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.369  -143.472    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.660e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.939   -56.965    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.005e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.987e-003  1.987e-003      1.00

				CaHCO3+          1.420e-005  1.420e-005      1.00

				CO3-2            2.170e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.013e-007      2.00

				H+              -7.509e-008  7.509e-008     -1.00

				OH-              4.400e-008  4.400e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.14   -138.85   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.51    -43.56   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.35   -144.38   -8.03  H2S

				N2(g)            -2.53     -5.60   -3.07  N2

				NH3(g)          -58.64    -56.51    2.13  NH3

				O2(g)            -7.58    -10.35   -2.77  O2

				Sulfur         -101.98    -96.73    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 260.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.23776e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.488e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.389e-003  2.389e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.092      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.005e-003

		                       Total CO2 (mol/kg)  =  2.389e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.509e-008  7.104e-008    -7.124    -7.149    -0.024      0.00

		   OH-            4.400e-008  4.141e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.846  -138.846     0.000     32.22

		C(4)         2.389e-003

		   HCO3-          1.987e-003  1.873e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.865e-004  3.867e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.575e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.013e-007  9.020e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.013e-007  9.020e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.563   -43.563     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.902   -53.929    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.511   -56.510     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.936   -56.962    -0.026     (0)  

		N(0)         5.030e-006

		   N2             2.515e-006  2.517e-006    -5.599    -5.599     0.000     29.29

		N(3)         5.834e-015

		   NO2-           5.834e-015  5.487e-015   -14.234   -14.261    -0.027     23.91

		N(5)         9.498e-005

		   NO3-           9.498e-005  8.933e-005    -4.022    -4.049    -0.027     27.73

		O(0)         8.882e-011

		   O2             4.441e-011  4.444e-011   -10.353   -10.352     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.203  -137.230    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.212  -137.212     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.366  -143.469    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.660e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.936   -56.962    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.005e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.987e-003  1.987e-003      1.00

				CaHCO3+          1.420e-005  1.420e-005      1.00

				CO3-2            2.170e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.013e-007      2.00

				H+              -7.509e-008  7.509e-008     -1.00

				OH-              4.400e-008  4.400e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.14   -138.85   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.51    -43.56   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.34   -144.38   -8.03  H2S

				N2(g)            -2.53     -5.60   -3.07  N2

				NH3(g)          -58.64    -56.51    2.13  NH3

				O2(g)            -7.59    -10.35   -2.77  O2

				Sulfur         -101.98    -96.73    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 261.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.2464e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.487e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.389e-003  2.389e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.092      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.005e-003

		                       Total CO2 (mol/kg)  =  2.389e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.509e-008  7.104e-008    -7.124    -7.149    -0.024      0.00

		   OH-            4.400e-008  4.141e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.843  -138.843     0.000     32.22

		C(4)         2.389e-003

		   HCO3-          1.987e-003  1.873e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.865e-004  3.868e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.575e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.014e-007  9.020e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.014e-007  9.020e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.562   -43.562     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.899   -53.926    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.507   -56.507     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.933   -56.959    -0.026     (0)  

		N(0)         5.073e-006

		   N2             2.537e-006  2.539e-006    -5.596    -5.595     0.000     29.29

		N(3)         5.843e-015

		   NO2-           5.843e-015  5.495e-015   -14.233   -14.260    -0.027     23.91

		N(5)         9.493e-005

		   NO3-           9.493e-005  8.929e-005    -4.023    -4.049    -0.027     27.73

		O(0)         8.848e-011

		   O2             4.424e-011  4.427e-011   -10.354   -10.354     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.200  -137.226    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.209  -137.208     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.363  -143.466    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.660e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.933   -56.959    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.005e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.987e-003  1.987e-003      1.00

				CaHCO3+          1.420e-005  1.420e-005      1.00

				CO3-2            2.170e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.014e-007      2.00

				H+              -7.509e-008  7.509e-008     -1.00

				OH-              4.400e-008  4.400e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.14   -138.84   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.51    -43.56   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.34   -144.37   -8.03  H2S

				N2(g)            -2.53     -5.60   -3.07  N2

				NH3(g)          -58.64    -56.51    2.13  NH3

				O2(g)            -7.59    -10.35   -2.77  O2

				Sulfur         -101.98    -96.73    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 262.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.25504e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.485e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.389e-003  2.389e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.091      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.005e-003

		                       Total CO2 (mol/kg)  =  2.389e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.509e-008  7.104e-008    -7.124    -7.149    -0.024      0.00

		   OH-            4.400e-008  4.141e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.840  -138.839     0.000     32.22

		C(4)         2.389e-003

		   HCO3-          1.987e-003  1.873e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.865e-004  3.868e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.575e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.014e-007  9.020e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.014e-007  9.020e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.561   -43.561     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.896   -53.923    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.504   -56.504     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.930   -56.956    -0.026     (0)  

		N(0)         5.117e-006

		   N2             2.559e-006  2.561e-006    -5.592    -5.592     0.000     29.29

		N(3)         5.851e-015

		   NO2-           5.851e-015  5.503e-015   -14.233   -14.259    -0.027     23.91

		N(5)         9.489e-005

		   NO3-           9.489e-005  8.925e-005    -4.023    -4.049    -0.027     27.73

		O(0)         8.814e-011

		   O2             4.407e-011  4.410e-011   -10.356   -10.356     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.197  -137.223    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.205  -137.205     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.359  -143.462    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.660e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.930   -56.956    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.005e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.987e-003  1.987e-003      1.00

				CaHCO3+          1.420e-005  1.420e-005      1.00

				CO3-2            2.170e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.014e-007      2.00

				H+              -7.509e-008  7.509e-008     -1.00

				OH-              4.400e-008  4.400e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.13   -138.84   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.51    -43.56   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.34   -144.37   -8.03  H2S

				N2(g)            -2.52     -5.59   -3.07  N2

				NH3(g)          -58.63    -56.50    2.13  NH3

				O2(g)            -7.59    -10.36   -2.77  O2

				Sulfur         -101.98    -96.73    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 263.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.26368e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.484e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.389e-003  2.389e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.091      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.005e-003

		                       Total CO2 (mol/kg)  =  2.389e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.509e-008  7.104e-008    -7.124    -7.149    -0.024      0.00

		   OH-            4.400e-008  4.141e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.836  -138.836     0.000     32.22

		C(4)         2.389e-003

		   HCO3-          1.987e-003  1.873e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.865e-004  3.868e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.575e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.014e-007  9.020e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.014e-007  9.020e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.560   -43.560     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.893   -53.920    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.501   -56.501     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.927   -56.953    -0.026     (0)  

		N(0)         5.161e-006

		   N2             2.581e-006  2.582e-006    -5.588    -5.588     0.000     29.29

		N(3)         5.859e-015

		   NO2-           5.859e-015  5.511e-015   -14.232   -14.259    -0.027     23.91

		N(5)         9.485e-005

		   NO3-           9.485e-005  8.921e-005    -4.023    -4.050    -0.027     27.73

		O(0)         8.781e-011

		   O2             4.390e-011  4.394e-011   -10.357   -10.357     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.193  -137.220    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.202  -137.202     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.356  -143.459    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.660e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.927   -56.953    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.005e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.987e-003  1.987e-003      1.00

				CaHCO3+          1.420e-005  1.420e-005      1.00

				CO3-2            2.170e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.014e-007      2.00

				H+              -7.509e-008  7.509e-008     -1.00

				OH-              4.400e-008  4.400e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.13   -138.84   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.51    -43.56   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.34   -144.37   -8.03  H2S

				N2(g)            -2.52     -5.59   -3.07  N2

				NH3(g)          -58.63    -56.50    2.13  NH3

				O2(g)            -7.59    -10.36   -2.77  O2

				Sulfur         -101.97    -96.72    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 264.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.27232e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.482e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.389e-003  2.390e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.090      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.005e-003

		                       Total CO2 (mol/kg)  =  2.389e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.509e-008  7.104e-008    -7.124    -7.149    -0.024      0.00

		   OH-            4.400e-008  4.141e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.833  -138.833     0.000     32.22

		C(4)         2.389e-003

		   HCO3-          1.987e-003  1.873e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.865e-004  3.868e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.575e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.014e-007  9.021e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.014e-007  9.021e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.560   -43.559     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.890   -53.917    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.498   -56.498     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.924   -56.950    -0.026     (0)  

		N(0)         5.205e-006

		   N2             2.603e-006  2.604e-006    -5.585    -5.584     0.000     29.29

		N(3)         5.868e-015

		   NO2-           5.868e-015  5.519e-015   -14.232   -14.258    -0.027     23.91

		N(5)         9.480e-005

		   NO3-           9.480e-005  8.917e-005    -4.023    -4.050    -0.027     27.73

		O(0)         8.748e-011

		   O2             4.374e-011  4.377e-011   -10.359   -10.359     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.190  -137.216    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.199  -137.199     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.353  -143.456    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.660e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.924   -56.950    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.005e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.987e-003  1.987e-003      1.00

				CaHCO3+          1.420e-005  1.420e-005      1.00

				CO3-2            2.170e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.014e-007      2.00

				H+              -7.509e-008  7.509e-008     -1.00

				OH-              4.400e-008  4.400e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.13   -138.83   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.50    -43.56   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.33   -144.36   -8.03  H2S

				N2(g)            -2.51     -5.58   -3.07  N2

				NH3(g)          -58.63    -56.50    2.13  NH3

				O2(g)            -7.59    -10.36   -2.77  O2

				Sulfur         -101.97    -96.72    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 265.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.28096e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.481e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.390e-003  2.390e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.090      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.005e-003

		                       Total CO2 (mol/kg)  =  2.390e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.509e-008  7.104e-008    -7.124    -7.149    -0.024      0.00

		   OH-            4.400e-008  4.141e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.830  -138.830     0.000     32.22

		C(4)         2.390e-003

		   HCO3-          1.987e-003  1.873e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.865e-004  3.868e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.575e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.014e-007  9.021e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.014e-007  9.021e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.559   -43.558     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.887   -53.914    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.495   -56.495     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.920   -56.947    -0.026     (0)  

		N(0)         5.249e-006

		   N2             2.624e-006  2.626e-006    -5.581    -5.581     0.000     29.29

		N(3)         5.876e-015

		   NO2-           5.876e-015  5.527e-015   -14.231   -14.258    -0.027     23.91

		N(5)         9.476e-005

		   NO3-           9.476e-005  8.913e-005    -4.023    -4.050    -0.027     27.73

		O(0)         8.715e-011

		   O2             4.358e-011  4.361e-011   -10.361   -10.360     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.187  -137.213    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.196  -137.195     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.350  -143.453    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.660e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.920   -56.947    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.005e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.987e-003  1.987e-003      1.00

				CaHCO3+          1.420e-005  1.420e-005      1.00

				CO3-2            2.170e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.014e-007      2.00

				H+              -7.509e-008  7.509e-008     -1.00

				OH-              4.400e-008  4.400e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.12   -138.83   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.50    -43.56   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.33   -144.36   -8.03  H2S

				N2(g)            -2.51     -5.58   -3.07  N2

				NH3(g)          -58.62    -56.49    2.13  NH3

				O2(g)            -7.59    -10.36   -2.77  O2

				Sulfur         -101.97    -96.72    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 266.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.2896e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.479e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.390e-003  2.390e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.149      Charge balance

		                                       pe  =  13.089      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.005e-003

		                       Total CO2 (mol/kg)  =  2.390e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.509e-008  7.104e-008    -7.124    -7.149    -0.024      0.00

		   OH-            4.400e-008  4.141e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.827  -138.826     0.000     32.22

		C(4)         2.390e-003

		   HCO3-          1.987e-003  1.873e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.865e-004  3.868e-004    -3.413    -3.413     0.000     33.63

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.575e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.014e-007  9.021e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.014e-007  9.021e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.558   -43.558     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.884   -53.911    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.492   -56.492     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.917   -56.944    -0.026     (0)  

		N(0)         5.293e-006

		   N2             2.646e-006  2.648e-006    -5.577    -5.577     0.000     29.29

		N(3)         5.884e-015

		   NO2-           5.884e-015  5.534e-015   -14.230   -14.257    -0.027     23.91

		N(5)         9.471e-005

		   NO3-           9.471e-005  8.909e-005    -4.024    -4.050    -0.027     27.73

		O(0)         8.683e-011

		   O2             4.342e-011  4.345e-011   -10.362   -10.362     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.184  -137.210    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.192  -137.192     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.346  -143.449    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.660e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.917   -56.944    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.005e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.987e-003  1.987e-003      1.00

				CaHCO3+          1.420e-005  1.420e-005      1.00

				CO3-2            2.170e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.014e-007      2.00

				H+              -7.509e-008  7.509e-008     -1.00

				OH-              4.400e-008  4.400e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.12   -138.83   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.50    -43.56   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.33   -144.36   -8.03  H2S

				N2(g)            -2.51     -5.58   -3.07  N2

				NH3(g)          -58.62    -56.49    2.13  NH3

				O2(g)            -7.60    -10.36   -2.77  O2

				Sulfur         -101.97    -96.72    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 267.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.29824e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.478e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.390e-003  2.390e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.148      Charge balance

		                                       pe  =  13.089      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.005e-003

		                       Total CO2 (mol/kg)  =  2.390e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.509e-008  7.104e-008    -7.124    -7.148    -0.024      0.00

		   OH-            4.400e-008  4.141e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.824  -138.823     0.000     32.22

		C(4)         2.390e-003

		   HCO3-          1.987e-003  1.873e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.865e-004  3.868e-004    -3.413    -3.412     0.000     33.63

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.576e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.014e-007  9.021e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.014e-007  9.021e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.557   -43.557     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.881   -53.908    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.489   -56.489     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.914   -56.941    -0.026     (0)  

		N(0)         5.337e-006

		   N2             2.668e-006  2.670e-006    -5.574    -5.573     0.000     29.29

		N(3)         5.892e-015

		   NO2-           5.892e-015  5.542e-015   -14.230   -14.256    -0.027     23.91

		N(5)         9.467e-005

		   NO3-           9.467e-005  8.904e-005    -4.024    -4.050    -0.027     27.73

		O(0)         8.652e-011

		   O2             4.326e-011  4.329e-011   -10.364   -10.364     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.180  -137.207    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.189  -137.189     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.343  -143.446    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.660e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.914   -56.941    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.005e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.987e-003  1.987e-003      1.00

				CaHCO3+          1.420e-005  1.420e-005      1.00

				CO3-2            2.170e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.014e-007      2.00

				H+              -7.509e-008  7.509e-008     -1.00

				OH-              4.400e-008  4.400e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.12   -138.82   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.50    -43.56   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.32   -144.36   -8.03  H2S

				N2(g)            -2.50     -5.57   -3.07  N2

				NH3(g)          -58.62    -56.49    2.13  NH3

				O2(g)            -7.60    -10.36   -2.77  O2

				Sulfur         -101.96    -96.71    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 268.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.30688e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.476e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.390e-003  2.390e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.148      Charge balance

		                                       pe  =  13.089      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.005e-003

		                       Total CO2 (mol/kg)  =  2.390e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.509e-008  7.104e-008    -7.124    -7.148    -0.024      0.00

		   OH-            4.400e-008  4.141e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.820  -138.820     0.000     32.22

		C(4)         2.390e-003

		   HCO3-          1.987e-003  1.873e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.865e-004  3.868e-004    -3.413    -3.412     0.000     33.63

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.576e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.014e-007  9.021e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.014e-007  9.021e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.556   -43.556     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.878   -53.905    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.486   -56.486     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.912   -56.938    -0.026     (0)  

		N(0)         5.380e-006

		   N2             2.690e-006  2.692e-006    -5.570    -5.570     0.000     29.29

		N(3)         5.900e-015

		   NO2-           5.900e-015  5.549e-015   -14.229   -14.256    -0.027     23.91

		N(5)         9.463e-005

		   NO3-           9.463e-005  8.900e-005    -4.024    -4.051    -0.027     27.73

		O(0)         8.620e-011

		   O2             4.310e-011  4.313e-011   -10.366   -10.365     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.177  -137.204    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.186  -137.186     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.340  -143.443    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.660e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.912   -56.938    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.005e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.987e-003  1.987e-003      1.00

				CaHCO3+          1.420e-005  1.420e-005      1.00

				CO3-2            2.170e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.014e-007      2.00

				H+              -7.509e-008  7.509e-008     -1.00

				OH-              4.400e-008  4.400e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.11   -138.82   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.50    -43.56   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.32   -144.35   -8.03  H2S

				N2(g)            -2.50     -5.57   -3.07  N2

				NH3(g)          -58.61    -56.49    2.13  NH3

				O2(g)            -7.60    -10.37   -2.77  O2

				Sulfur         -101.96    -96.71    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 269.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.31552e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.474e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.390e-003  2.390e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.148      Charge balance

		                                       pe  =  13.088      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.005e-003

		                       Total CO2 (mol/kg)  =  2.390e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.509e-008  7.104e-008    -7.124    -7.148    -0.024      0.00

		   OH-            4.400e-008  4.141e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.817  -138.817     0.000     32.22

		C(4)         2.390e-003

		   HCO3-          1.987e-003  1.874e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.866e-004  3.868e-004    -3.413    -3.412     0.000     33.63

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.576e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.015e-007  9.021e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.015e-007  9.021e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.556   -43.555     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.875   -53.902    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.483   -56.483     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.909   -56.935    -0.026     (0)  

		N(0)         5.424e-006

		   N2             2.712e-006  2.714e-006    -5.567    -5.566     0.000     29.29

		N(3)         5.908e-015

		   NO2-           5.908e-015  5.557e-015   -14.229   -14.255    -0.027     23.91

		N(5)         9.458e-005

		   NO3-           9.458e-005  8.896e-005    -4.024    -4.051    -0.027     27.73

		O(0)         8.589e-011

		   O2             4.295e-011  4.298e-011   -10.367   -10.367     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.174  -137.201    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.183  -137.183     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.337  -143.440    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.660e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.909   -56.935    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.005e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.987e-003  1.987e-003      1.00

				CaHCO3+          1.420e-005  1.420e-005      1.00

				CO3-2            2.170e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.015e-007      2.00

				H+              -7.509e-008  7.509e-008     -1.00

				OH-              4.400e-008  4.400e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.11   -138.82   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.50    -43.56   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.32   -144.35   -8.03  H2S

				N2(g)            -2.50     -5.57   -3.07  N2

				NH3(g)          -58.61    -56.48    2.13  NH3

				O2(g)            -7.60    -10.37   -2.77  O2

				Sulfur         -101.96    -96.71    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 270.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.32416e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.473e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.390e-003  2.390e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.148      Charge balance

		                                       pe  =  13.088      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.005e-003

		                       Total CO2 (mol/kg)  =  2.390e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.509e-008  7.104e-008    -7.124    -7.148    -0.024      0.00

		   OH-            4.400e-008  4.141e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.814  -138.814     0.000     32.22

		C(4)         2.390e-003

		   HCO3-          1.987e-003  1.874e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.866e-004  3.869e-004    -3.413    -3.412     0.000     33.63

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.576e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.015e-007  9.021e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.015e-007  9.021e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.555   -43.555     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.872   -53.899    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.480   -56.480     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.906   -56.932    -0.026     (0)  

		N(0)         5.468e-006

		   N2             2.734e-006  2.736e-006    -5.563    -5.563     0.000     29.29

		N(3)         5.916e-015

		   NO2-           5.916e-015  5.564e-015   -14.228   -14.255    -0.027     23.91

		N(5)         9.454e-005

		   NO3-           9.454e-005  8.892e-005    -4.024    -4.051    -0.027     27.73

		O(0)         8.558e-011

		   O2             4.279e-011  4.282e-011   -10.369   -10.368     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.171  -137.197    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.180  -137.179     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.334  -143.437    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.660e-010    -9.410    -9.437    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.906   -56.932    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.005e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.987e-003  1.987e-003      1.00

				CaHCO3+          1.420e-005  1.420e-005      1.00

				CO3-2            2.170e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.015e-007      2.00

				H+              -7.509e-008  7.509e-008     -1.00

				OH-              4.400e-008  4.400e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.11   -138.81   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.50    -43.55   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.31   -144.35   -8.03  H2S

				N2(g)            -2.49     -5.56   -3.07  N2

				NH3(g)          -58.61    -56.48    2.13  NH3

				O2(g)            -7.60    -10.37   -2.77  O2

				Sulfur         -101.96    -96.71    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 271.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.3328e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.471e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.390e-003  2.390e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.148      Charge balance

		                                       pe  =  13.088      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.005e-003

		                       Total CO2 (mol/kg)  =  2.390e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.509e-008  7.104e-008    -7.124    -7.148    -0.024      0.00

		   OH-            4.400e-008  4.140e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.811  -138.811     0.000     32.22

		C(4)         2.390e-003

		   HCO3-          1.987e-003  1.874e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.866e-004  3.869e-004    -3.413    -3.412     0.000     33.63

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.576e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.015e-007  9.022e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.015e-007  9.022e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.554   -43.554     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.869   -53.896    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.477   -56.477     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.903   -56.929    -0.026     (0)  

		N(0)         5.512e-006

		   N2             2.756e-006  2.758e-006    -5.560    -5.559     0.000     29.29

		N(3)         5.924e-015

		   NO2-           5.924e-015  5.572e-015   -14.227   -14.254    -0.027     23.91

		N(5)         9.450e-005

		   NO3-           9.450e-005  8.888e-005    -4.025    -4.051    -0.027     27.73

		O(0)         8.528e-011

		   O2             4.264e-011  4.267e-011   -10.370   -10.370     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.168  -137.194    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.177  -137.176     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.331  -143.434    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.660e-010    -9.410    -9.436    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.903   -56.929    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.005e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.987e-003  1.987e-003      1.00

				CaHCO3+          1.420e-005  1.420e-005      1.00

				CO3-2            2.170e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.015e-007      2.00

				H+              -7.509e-008  7.509e-008     -1.00

				OH-              4.400e-008  4.400e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.93     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.10   -138.81   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.50    -43.55   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.31   -144.34   -8.03  H2S

				N2(g)            -2.49     -5.56   -3.07  N2

				NH3(g)          -58.61    -56.48    2.13  NH3

				O2(g)            -7.60    -10.37   -2.77  O2

				Sulfur         -101.96    -96.70    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 272.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.34144e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.470e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.390e-003  2.390e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.148      Charge balance

		                                       pe  =  13.087      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.005e-003

		                       Total CO2 (mol/kg)  =  2.390e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.509e-008  7.104e-008    -7.124    -7.148    -0.024      0.00

		   OH-            4.400e-008  4.140e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.808  -138.808     0.000     32.22

		C(4)         2.390e-003

		   HCO3-          1.987e-003  1.874e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.866e-004  3.869e-004    -3.413    -3.412     0.000     33.63

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.576e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.015e-007  9.022e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.015e-007  9.022e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.553   -43.553     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.866   -53.893    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.475   -56.474     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.900   -56.926    -0.026     (0)  

		N(0)         5.555e-006

		   N2             2.778e-006  2.780e-006    -5.556    -5.556     0.000     29.29

		N(3)         5.931e-015

		   NO2-           5.931e-015  5.579e-015   -14.227   -14.253    -0.027     23.91

		N(5)         9.445e-005

		   NO3-           9.445e-005  8.884e-005    -4.025    -4.051    -0.027     27.73

		O(0)         8.498e-011

		   O2             4.249e-011  4.252e-011   -10.372   -10.371     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.165  -137.191    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.174  -137.173     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.328  -143.431    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.660e-010    -9.410    -9.436    -0.026     38.91

		   CaHSO4+        3.597e-012  3.387e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.900   -56.926    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.005e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.987e-003  1.987e-003      1.00

				CaHCO3+          1.420e-005  1.420e-005      1.00

				CO3-2            2.170e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.015e-007      2.00

				H+              -7.509e-008  7.509e-008     -1.00

				OH-              4.400e-008  4.400e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.10   -138.81   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.50    -43.55   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.31   -144.34   -8.03  H2S

				N2(g)            -2.49     -5.56   -3.07  N2

				NH3(g)          -58.60    -56.47    2.13  NH3

				O2(g)            -7.61    -10.37   -2.77  O2

				Sulfur         -101.95    -96.70    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 273.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.35008e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.468e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.390e-003  2.390e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.148      Charge balance

		                                       pe  =  13.087      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.005e-003

		                       Total CO2 (mol/kg)  =  2.390e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.509e-008  7.104e-008    -7.124    -7.148    -0.024      0.00

		   OH-            4.400e-008  4.140e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.805  -138.805     0.000     32.22

		C(4)         2.390e-003

		   HCO3-          1.987e-003  1.874e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.866e-004  3.869e-004    -3.413    -3.412     0.000     33.63

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.576e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.015e-007  9.022e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.015e-007  9.022e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.553   -43.552     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.863   -53.890    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.472   -56.471     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.897   -56.923    -0.026     (0)  

		N(0)         5.599e-006

		   N2             2.800e-006  2.802e-006    -5.553    -5.553     0.000     29.29

		N(3)         5.939e-015

		   NO2-           5.939e-015  5.586e-015   -14.226   -14.253    -0.027     23.91

		N(5)         9.441e-005

		   NO3-           9.441e-005  8.880e-005    -4.025    -4.052    -0.027     27.73

		O(0)         8.468e-011

		   O2             4.234e-011  4.237e-011   -10.373   -10.373     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.162  -137.188    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.171  -137.170     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.325  -143.428    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.660e-010    -9.410    -9.436    -0.026     38.91

		   CaHSO4+        3.597e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.897   -56.923    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.005e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.987e-003  1.987e-003      1.00

				CaHCO3+          1.420e-005  1.420e-005      1.00

				CO3-2            2.170e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.015e-007      2.00

				H+              -7.509e-008  7.509e-008     -1.00

				OH-              4.400e-008  4.400e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.10   -138.80   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.50    -43.55   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.30   -144.34   -8.03  H2S

				N2(g)            -2.48     -5.55   -3.07  N2

				NH3(g)          -58.60    -56.47    2.13  NH3

				O2(g)            -7.61    -10.37   -2.77  O2

				Sulfur         -101.95    -96.70    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 274.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.35872e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.467e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.390e-003  2.390e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.148      Charge balance

		                                       pe  =  13.086      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.005e-003

		                       Total CO2 (mol/kg)  =  2.390e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.510e-008  7.104e-008    -7.124    -7.148    -0.024      0.00

		   OH-            4.400e-008  4.140e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.802  -138.802     0.000     32.22

		C(4)         2.390e-003

		   HCO3-          1.987e-003  1.874e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.866e-004  3.869e-004    -3.413    -3.412     0.000     33.63

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.576e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.015e-007  9.022e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.420e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.015e-007  9.022e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.552   -43.551     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.861   -53.887    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.469   -56.469     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.894   -56.920    -0.026     (0)  

		N(0)         5.643e-006

		   N2             2.821e-006  2.824e-006    -5.550    -5.549     0.000     29.29

		N(3)         5.947e-015

		   NO2-           5.947e-015  5.593e-015   -14.226   -14.252    -0.027     23.91

		N(5)         9.436e-005

		   NO3-           9.436e-005  8.876e-005    -4.025    -4.052    -0.027     27.73

		O(0)         8.439e-011

		   O2             4.219e-011  4.223e-011   -10.375   -10.374     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.159  -137.185    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.168  -137.167     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.322  -143.425    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.660e-010    -9.410    -9.436    -0.026     38.91

		   CaHSO4+        3.597e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.894   -56.920    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.005e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.987e-003  1.987e-003      1.00

				CaHCO3+          1.420e-005  1.420e-005      1.00

				CO3-2            2.170e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.015e-007      2.00

				H+              -7.510e-008  7.510e-008     -1.00

				OH-              4.400e-008  4.400e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.10   -138.80   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.50    -43.55   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.30   -144.33   -8.03  H2S

				N2(g)            -2.48     -5.55   -3.07  N2

				NH3(g)          -58.60    -56.47    2.13  NH3

				O2(g)            -7.61    -10.37   -2.77  O2

				Sulfur         -101.95    -96.70    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 275.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.36736e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.465e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.390e-003  2.390e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.148      Charge balance

		                                       pe  =  13.086      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.005e-003

		                       Total CO2 (mol/kg)  =  2.390e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.510e-008  7.104e-008    -7.124    -7.148    -0.024      0.00

		   OH-            4.400e-008  4.140e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.799  -138.798     0.000     32.22

		C(4)         2.390e-003

		   HCO3-          1.987e-003  1.874e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.866e-004  3.869e-004    -3.413    -3.412     0.000     33.63

		   CaHCO3+        1.421e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.577e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.015e-007  9.022e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.421e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.015e-007  9.022e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.551   -43.551     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.858   -53.885    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.466   -56.466     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.891   -56.918    -0.026     (0)  

		N(0)         5.687e-006

		   N2             2.843e-006  2.845e-006    -5.546    -5.546     0.000     29.29

		N(3)         5.954e-015

		   NO2-           5.954e-015  5.600e-015   -14.225   -14.252    -0.027     23.91

		N(5)         9.432e-005

		   NO3-           9.432e-005  8.871e-005    -4.025    -4.052    -0.027     27.73

		O(0)         8.410e-011

		   O2             4.205e-011  4.208e-011   -10.376   -10.376     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.156  -137.182    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.165  -137.164     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.319  -143.422    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.660e-010    -9.410    -9.436    -0.026     38.91

		   CaHSO4+        3.597e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.891   -56.918    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.005e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.987e-003  1.987e-003      1.00

				CaHCO3+          1.421e-005  1.421e-005      1.00

				CO3-2            2.170e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.015e-007      2.00

				H+              -7.510e-008  7.510e-008     -1.00

				OH-              4.400e-008  4.400e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.09   -138.80   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.50    -43.55   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.30   -144.33   -8.03  H2S

				N2(g)            -2.48     -5.55   -3.07  N2

				NH3(g)          -58.59    -56.47    2.13  NH3

				O2(g)            -7.61    -10.38   -2.77  O2

				Sulfur         -101.95    -96.70    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 276.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.376e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.463e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.390e-003  2.390e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.148      Charge balance

		                                       pe  =  13.086      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.005e-003

		                       Total CO2 (mol/kg)  =  2.390e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.510e-008  7.104e-008    -7.124    -7.148    -0.024      0.00

		   OH-            4.400e-008  4.140e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.796  -138.796     0.000     32.22

		C(4)         2.390e-003

		   HCO3-          1.987e-003  1.874e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.866e-004  3.869e-004    -3.413    -3.412     0.000     33.63

		   CaHCO3+        1.421e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.577e-007    -5.965    -6.067    -0.102     -7.40

		   CaCO3          9.016e-007  9.022e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.421e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.016e-007  9.022e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.550   -43.550     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.855   -53.882    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.463   -56.463     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.889   -56.915    -0.026     (0)  

		N(0)         5.730e-006

		   N2             2.865e-006  2.867e-006    -5.543    -5.543     0.000     29.29

		N(3)         5.962e-015

		   NO2-           5.962e-015  5.607e-015   -14.225   -14.251    -0.027     23.91

		N(5)         9.428e-005

		   NO3-           9.428e-005  8.867e-005    -4.026    -4.052    -0.027     27.73

		O(0)         8.381e-011

		   O2             4.190e-011  4.194e-011   -10.378   -10.377     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.153  -137.179    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.162  -137.161     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.316  -143.419    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.660e-010    -9.410    -9.436    -0.026     38.91

		   CaHSO4+        3.597e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.889   -56.915    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.005e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.987e-003  1.987e-003      1.00

				CaHCO3+          1.421e-005  1.421e-005      1.00

				CO3-2            2.170e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.016e-007      2.00

				H+              -7.510e-008  7.510e-008     -1.00

				OH-              4.400e-008  4.400e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.09   -138.80   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.50    -43.55   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.29   -144.33   -8.03  H2S

				N2(g)            -2.47     -5.54   -3.07  N2

				NH3(g)          -58.59    -56.46    2.13  NH3

				O2(g)            -7.61    -10.38   -2.77  O2

				Sulfur         -101.94    -96.69    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 277.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.38464e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.462e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.390e-003  2.390e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.148      Charge balance

		                                       pe  =  13.085      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.006e-003

		                       Total CO2 (mol/kg)  =  2.390e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.510e-008  7.104e-008    -7.124    -7.148    -0.024      0.00

		   OH-            4.400e-008  4.140e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.793  -138.793     0.000     32.22

		C(4)         2.390e-003

		   HCO3-          1.987e-003  1.874e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.866e-004  3.869e-004    -3.413    -3.412     0.000     33.63

		   CaHCO3+        1.421e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.577e-007    -5.964    -6.067    -0.102     -7.40

		   CaCO3          9.016e-007  9.022e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.421e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.016e-007  9.022e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.910e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.550   -43.549     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.852   -53.879    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.461   -56.460     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.886   -56.912    -0.026     (0)  

		N(0)         5.774e-006

		   N2             2.887e-006  2.889e-006    -5.540    -5.539     0.000     29.29

		N(3)         5.969e-015

		   NO2-           5.969e-015  5.614e-015   -14.224   -14.251    -0.027     23.91

		N(5)         9.423e-005

		   NO3-           9.423e-005  8.863e-005    -4.026    -4.052    -0.027     27.73

		O(0)         8.353e-011

		   O2             4.176e-011  4.179e-011   -10.379   -10.379     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.150  -137.176    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.159  -137.158     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.313  -143.416    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.660e-010    -9.410    -9.436    -0.026     38.91

		   CaHSO4+        3.597e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.886   -56.912    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.006e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.987e-003  1.987e-003      1.00

				CaHCO3+          1.421e-005  1.421e-005      1.00

				CO3-2            2.170e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.016e-007      2.00

				H+              -7.510e-008  7.510e-008     -1.00

				OH-              4.400e-008  4.400e-008      1.00

				CaOH+            1.910e-009  1.910e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.09   -138.79   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.49    -43.55   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.29   -144.32   -8.03  H2S

				N2(g)            -2.47     -5.54   -3.07  N2

				NH3(g)          -58.59    -56.46    2.13  NH3

				O2(g)            -7.61    -10.38   -2.77  O2

				Sulfur         -101.94    -96.69    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 278.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.39328e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.460e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.390e-003  2.390e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.148      Charge balance

		                                       pe  =  13.085      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.006e-003

		                       Total CO2 (mol/kg)  =  2.390e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.510e-008  7.104e-008    -7.124    -7.148    -0.024      0.00

		   OH-            4.400e-008  4.140e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.790  -138.790     0.000     32.22

		C(4)         2.390e-003

		   HCO3-          1.987e-003  1.874e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.867e-004  3.869e-004    -3.413    -3.412     0.000     33.63

		   CaHCO3+        1.421e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.577e-007    -5.964    -6.067    -0.102     -7.40

		   CaCO3          9.016e-007  9.022e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.421e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.016e-007  9.022e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.909e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.597e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.549   -43.549     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.849   -53.876    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.458   -56.458     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.883   -56.909    -0.026     (0)  

		N(0)         5.818e-006

		   N2             2.909e-006  2.911e-006    -5.536    -5.536     0.000     29.29

		N(3)         5.976e-015

		   NO2-           5.976e-015  5.621e-015   -14.224   -14.250    -0.027     23.91

		N(5)         9.419e-005

		   NO3-           9.419e-005  8.859e-005    -4.026    -4.053    -0.027     27.73

		O(0)         8.324e-011

		   O2             4.162e-011  4.165e-011   -10.381   -10.380     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.147  -137.173    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.156  -137.155     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.310  -143.413    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.660e-010    -9.410    -9.436    -0.026     38.91

		   CaHSO4+        3.597e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.883   -56.909    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.006e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.987e-003  1.987e-003      1.00

				CaHCO3+          1.421e-005  1.421e-005      1.00

				CO3-2            2.170e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.016e-007      2.00

				H+              -7.510e-008  7.510e-008     -1.00

				OH-              4.400e-008  4.400e-008      1.00

				CaOH+            1.909e-009  1.909e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.597e-012  3.597e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.08   -138.79   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.49    -43.55   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.29   -144.32   -8.03  H2S

				N2(g)            -2.47     -5.54   -3.07  N2

				NH3(g)          -58.59    -56.46    2.13  NH3

				O2(g)            -7.61    -10.38   -2.77  O2

				Sulfur         -101.94    -96.69    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 279.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.40192e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.459e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.390e-003  2.390e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.148      Charge balance

		                                       pe  =  13.085      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.006e-003

		                       Total CO2 (mol/kg)  =  2.390e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.510e-008  7.105e-008    -7.124    -7.148    -0.024      0.00

		   OH-            4.400e-008  4.140e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.787  -138.787     0.000     32.22

		C(4)         2.390e-003

		   HCO3-          1.987e-003  1.874e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.867e-004  3.870e-004    -3.413    -3.412     0.000     33.63

		   CaHCO3+        1.421e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.577e-007    -5.964    -6.067    -0.102     -7.40

		   CaCO3          9.016e-007  9.023e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.421e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.016e-007  9.023e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.909e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.548   -43.548     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.847   -53.874    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.455   -56.455     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.880   -56.907    -0.026     (0)  

		N(0)         5.861e-006

		   N2             2.931e-006  2.933e-006    -5.533    -5.533     0.000     29.29

		N(3)         5.984e-015

		   NO2-           5.984e-015  5.628e-015   -14.223   -14.250    -0.027     23.91

		N(5)         9.415e-005

		   NO3-           9.415e-005  8.855e-005    -4.026    -4.053    -0.027     27.73

		O(0)         8.296e-011

		   O2             4.148e-011  4.151e-011   -10.382   -10.382     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.144  -137.170    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.153  -137.152     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.307  -143.410    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.660e-010    -9.410    -9.436    -0.026     38.91

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.880   -56.907    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.006e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.987e-003  1.987e-003      1.00

				CaHCO3+          1.421e-005  1.421e-005      1.00

				CO3-2            2.170e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.016e-007      2.00

				H+              -7.510e-008  7.510e-008     -1.00

				OH-              4.400e-008  4.400e-008      1.00

				CaOH+            1.909e-009  1.909e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.598e-012  3.598e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.08   -138.79   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.49    -43.55   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.29   -144.32   -8.03  H2S

				N2(g)            -2.46     -5.53   -3.07  N2

				NH3(g)          -58.58    -56.45    2.13  NH3

				O2(g)            -7.62    -10.38   -2.77  O2

				Sulfur         -101.94    -96.69    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 280.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.41056e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.457e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.390e-003  2.390e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.148      Charge balance

		                                       pe  =  13.084      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.006e-003

		                       Total CO2 (mol/kg)  =  2.390e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.510e-008  7.105e-008    -7.124    -7.148    -0.024      0.00

		   OH-            4.400e-008  4.140e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.784  -138.784     0.000     32.22

		C(4)         2.390e-003

		   HCO3-          1.987e-003  1.874e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.867e-004  3.870e-004    -3.413    -3.412     0.000     33.63

		   CaHCO3+        1.421e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.577e-007    -5.964    -6.067    -0.102     -7.40

		   CaCO3          9.016e-007  9.023e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.421e-005  1.340e-005    -4.848    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.016e-007  9.023e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.909e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.547   -43.547     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.844   -53.871    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.452   -56.452     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.878   -56.904    -0.026     (0)  

		N(0)         5.905e-006

		   N2             2.953e-006  2.955e-006    -5.530    -5.529     0.000     29.29

		N(3)         5.991e-015

		   NO2-           5.991e-015  5.635e-015   -14.223   -14.249    -0.027     23.91

		N(5)         9.410e-005

		   NO3-           9.410e-005  8.851e-005    -4.026    -4.053    -0.027     27.73

		O(0)         8.269e-011

		   O2             4.134e-011  4.137e-011   -10.384   -10.383     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.141  -137.167    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.150  -137.150     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.304  -143.407    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.660e-010    -9.410    -9.436    -0.026     38.91

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.878   -56.904    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.006e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.987e-003  1.987e-003      1.00

				CaHCO3+          1.421e-005  1.421e-005      1.00

				CO3-2            2.170e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.016e-007      2.00

				H+              -7.510e-008  7.510e-008     -1.00

				OH-              4.400e-008  4.400e-008      1.00

				CaOH+            1.909e-009  1.909e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.598e-012  3.598e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.08   -138.78   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.49    -43.55   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.28   -144.32   -8.03  H2S

				N2(g)            -2.46     -5.53   -3.07  N2

				NH3(g)          -58.58    -56.45    2.13  NH3

				O2(g)            -7.62    -10.38   -2.77  O2

				Sulfur         -101.94    -96.68    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 281.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.4192e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.456e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.390e-003  2.390e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.148      Charge balance

		                                       pe  =  13.084      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.006e-003

		                       Total CO2 (mol/kg)  =  2.390e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.510e-008  7.105e-008    -7.124    -7.148    -0.024      0.00

		   OH-            4.400e-008  4.140e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.781  -138.781     0.000     32.22

		C(4)         2.390e-003

		   HCO3-          1.988e-003  1.874e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.867e-004  3.870e-004    -3.413    -3.412     0.000     33.63

		   CaHCO3+        1.421e-005  1.340e-005    -4.847    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.577e-007    -5.964    -6.067    -0.102     -7.40

		   CaCO3          9.016e-007  9.023e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.421e-005  1.340e-005    -4.847    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.016e-007  9.023e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.909e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.547   -43.546     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.841   -53.868    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.450   -56.449     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.875   -56.901    -0.026     (0)  

		N(0)         5.949e-006

		   N2             2.974e-006  2.977e-006    -5.527    -5.526     0.000     29.29

		N(3)         5.998e-015

		   NO2-           5.998e-015  5.641e-015   -14.222   -14.249    -0.027     23.91

		N(5)         9.406e-005

		   NO3-           9.406e-005  8.847e-005    -4.027    -4.053    -0.027     27.73

		O(0)         8.241e-011

		   O2             4.121e-011  4.124e-011   -10.385   -10.385     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.138  -137.165    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.147  -137.147     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.301  -143.404    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.660e-010    -9.410    -9.436    -0.026     38.91

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.875   -56.901    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.006e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.988e-003  1.988e-003      1.00

				CaHCO3+          1.421e-005  1.421e-005      1.00

				CO3-2            2.170e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.016e-007      2.00

				H+              -7.510e-008  7.510e-008     -1.00

				OH-              4.400e-008  4.400e-008      1.00

				CaOH+            1.909e-009  1.909e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.598e-012  3.598e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.08   -138.78   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.49    -43.55   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.28   -144.31   -8.03  H2S

				N2(g)            -2.46     -5.53   -3.07  N2

				NH3(g)          -58.58    -56.45    2.13  NH3

				O2(g)            -7.62    -10.38   -2.77  O2

				Sulfur         -101.93    -96.68    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 282.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.42784e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.454e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.390e-003  2.390e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.148      Charge balance

		                                       pe  =  13.084      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.006e-003

		                       Total CO2 (mol/kg)  =  2.390e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.510e-008  7.105e-008    -7.124    -7.148    -0.024      0.00

		   OH-            4.399e-008  4.140e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.778  -138.778     0.000     32.22

		C(4)         2.390e-003

		   HCO3-          1.988e-003  1.874e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.867e-004  3.870e-004    -3.413    -3.412     0.000     33.63

		   CaHCO3+        1.421e-005  1.340e-005    -4.847    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.577e-007    -5.964    -6.067    -0.102     -7.40

		   CaCO3          9.016e-007  9.023e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.421e-005  1.340e-005    -4.847    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.016e-007  9.023e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.909e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.546   -43.546     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.839   -53.866    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.447   -56.447     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.872   -56.898    -0.026     (0)  

		N(0)         5.992e-006

		   N2             2.996e-006  2.998e-006    -5.523    -5.523     0.000     29.29

		N(3)         6.005e-015

		   NO2-           6.005e-015  5.648e-015   -14.221   -14.248    -0.027     23.91

		N(5)         9.402e-005

		   NO3-           9.402e-005  8.843e-005    -4.027    -4.053    -0.027     27.73

		O(0)         8.214e-011

		   O2             4.107e-011  4.110e-011   -10.386   -10.386     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.135  -137.162    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.144  -137.144     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.298  -143.401    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.660e-010    -9.410    -9.436    -0.026     38.91

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.872   -56.898    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.006e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.988e-003  1.988e-003      1.00

				CaHCO3+          1.421e-005  1.421e-005      1.00

				CO3-2            2.171e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.016e-007      2.00

				H+              -7.510e-008  7.510e-008     -1.00

				OH-              4.399e-008  4.399e-008      1.00

				CaOH+            1.909e-009  1.909e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.598e-012  3.598e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.07   -138.78   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.49    -43.55   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.28   -144.31   -8.03  H2S

				N2(g)            -2.45     -5.52   -3.07  N2

				NH3(g)          -58.58    -56.45    2.13  NH3

				O2(g)            -7.62    -10.39   -2.77  O2

				Sulfur         -101.93    -96.68    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 283.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.43648e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.452e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.391e-003  2.391e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.148      Charge balance

		                                       pe  =  13.083      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.006e-003

		                       Total CO2 (mol/kg)  =  2.391e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.510e-008  7.105e-008    -7.124    -7.148    -0.024      0.00

		   OH-            4.399e-008  4.140e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.775  -138.775     0.000     32.22

		C(4)         2.391e-003

		   HCO3-          1.988e-003  1.874e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.867e-004  3.870e-004    -3.413    -3.412     0.000     33.63

		   CaHCO3+        1.421e-005  1.340e-005    -4.847    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.578e-007    -5.964    -6.067    -0.102     -7.40

		   CaCO3          9.017e-007  9.023e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.421e-005  1.340e-005    -4.847    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.017e-007  9.023e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.909e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.545   -43.545     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.836   -53.863    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.444   -56.444     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.870   -56.896    -0.026     (0)  

		N(0)         6.036e-006

		   N2             3.018e-006  3.020e-006    -5.520    -5.520     0.000     29.29

		N(3)         6.012e-015

		   NO2-           6.012e-015  5.655e-015   -14.221   -14.248    -0.027     23.91

		N(5)         9.397e-005

		   NO3-           9.397e-005  8.839e-005    -4.027    -4.054    -0.027     27.73

		O(0)         8.188e-011

		   O2             4.094e-011  4.097e-011   -10.388   -10.388     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.133  -137.159    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.141  -137.141     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.295  -143.398    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.660e-010    -9.410    -9.436    -0.026     38.91

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.870   -56.896    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.006e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.988e-003  1.988e-003      1.00

				CaHCO3+          1.421e-005  1.421e-005      1.00

				CO3-2            2.171e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.017e-007      2.00

				H+              -7.510e-008  7.510e-008     -1.00

				OH-              4.399e-008  4.399e-008      1.00

				CaOH+            1.909e-009  1.909e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.598e-012  3.598e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.07   -138.78   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.49    -43.54   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.27   -144.31   -8.03  H2S

				N2(g)            -2.45     -5.52   -3.07  N2

				NH3(g)          -58.57    -56.44    2.13  NH3

				O2(g)            -7.62    -10.39   -2.77  O2

				Sulfur         -101.93    -96.68    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 284.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.44512e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.451e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.391e-003  2.391e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.148      Charge balance

		                                       pe  =  13.083      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.006e-003

		                       Total CO2 (mol/kg)  =  2.391e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.510e-008  7.105e-008    -7.124    -7.148    -0.024      0.00

		   OH-            4.399e-008  4.140e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.773  -138.772     0.000     32.22

		C(4)         2.391e-003

		   HCO3-          1.988e-003  1.874e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.867e-004  3.870e-004    -3.413    -3.412     0.000     33.63

		   CaHCO3+        1.421e-005  1.340e-005    -4.847    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.578e-007    -5.964    -6.067    -0.102     -7.40

		   CaCO3          9.017e-007  9.023e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.421e-005  1.340e-005    -4.847    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.017e-007  9.023e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.909e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.545   -43.544     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.833   -53.860    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.442   -56.442     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.867   -56.893    -0.026     (0)  

		N(0)         6.080e-006

		   N2             3.040e-006  3.042e-006    -5.517    -5.517     0.000     29.29

		N(3)         6.019e-015

		   NO2-           6.019e-015  5.661e-015   -14.220   -14.247    -0.027     23.91

		N(5)         9.393e-005

		   NO3-           9.393e-005  8.835e-005    -4.027    -4.054    -0.027     27.73

		O(0)         8.161e-011

		   O2             4.081e-011  4.084e-011   -10.389   -10.389     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.130  -137.156    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.138  -137.138     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.293  -143.395    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.660e-010    -9.410    -9.436    -0.026     38.91

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.867   -56.893    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.006e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.988e-003  1.988e-003      1.00

				CaHCO3+          1.421e-005  1.421e-005      1.00

				CO3-2            2.171e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.017e-007      2.00

				H+              -7.510e-008  7.510e-008     -1.00

				OH-              4.399e-008  4.399e-008      1.00

				CaOH+            1.909e-009  1.909e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.598e-012  3.598e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.07   -138.77   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.49    -43.54   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.27   -144.30   -8.03  H2S

				N2(g)            -2.45     -5.52   -3.07  N2

				NH3(g)          -58.57    -56.44    2.13  NH3

				O2(g)            -7.62    -10.39   -2.77  O2

				Sulfur         -101.93    -96.68    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 285.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.45376e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.449e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.391e-003  2.391e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.148      Charge balance

		                                       pe  =  13.082      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.006e-003

		                       Total CO2 (mol/kg)  =  2.391e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.510e-008  7.105e-008    -7.124    -7.148    -0.024      0.00

		   OH-            4.399e-008  4.140e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.770  -138.769     0.000     32.22

		C(4)         2.391e-003

		   HCO3-          1.988e-003  1.874e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.867e-004  3.870e-004    -3.413    -3.412     0.000     33.63

		   CaHCO3+        1.421e-005  1.340e-005    -4.847    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.578e-007    -5.964    -6.067    -0.102     -7.40

		   CaCO3          9.017e-007  9.023e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.421e-005  1.340e-005    -4.847    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.017e-007  9.023e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.909e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.544   -43.544     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.831   -53.858    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.439   -56.439     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.865   -56.891    -0.026     (0)  

		N(0)         6.123e-006

		   N2             3.062e-006  3.064e-006    -5.514    -5.514     0.000     29.29

		N(3)         6.026e-015

		   NO2-           6.026e-015  5.668e-015   -14.220   -14.247    -0.027     23.91

		N(5)         9.388e-005

		   NO3-           9.388e-005  8.830e-005    -4.027    -4.054    -0.027     27.73

		O(0)         8.135e-011

		   O2             4.067e-011  4.070e-011   -10.391   -10.390     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.127  -137.153    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.136  -137.135     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.290  -143.393    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.661e-010    -9.410    -9.436    -0.026     38.91

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.865   -56.891    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.006e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.988e-003  1.988e-003      1.00

				CaHCO3+          1.421e-005  1.421e-005      1.00

				CO3-2            2.171e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.017e-007      2.00

				H+              -7.510e-008  7.510e-008     -1.00

				OH-              4.399e-008  4.399e-008      1.00

				CaOH+            1.909e-009  1.909e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.598e-012  3.598e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.06   -138.77   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.49    -43.54   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.27   -144.30   -8.03  H2S

				N2(g)            -2.44     -5.51   -3.07  N2

				NH3(g)          -58.57    -56.44    2.13  NH3

				O2(g)            -7.62    -10.39   -2.77  O2

				Sulfur         -101.92    -96.67    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 286.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.4624e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.448e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.391e-003  2.391e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.148      Charge balance

		                                       pe  =  13.082      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.006e-003

		                       Total CO2 (mol/kg)  =  2.391e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.510e-008  7.105e-008    -7.124    -7.148    -0.024      0.00

		   OH-            4.399e-008  4.140e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.767  -138.767     0.000     32.22

		C(4)         2.391e-003

		   HCO3-          1.988e-003  1.874e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.867e-004  3.870e-004    -3.413    -3.412     0.000     33.63

		   CaHCO3+        1.421e-005  1.340e-005    -4.847    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.578e-007    -5.964    -6.067    -0.102     -7.40

		   CaCO3          9.017e-007  9.024e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.421e-005  1.340e-005    -4.847    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.017e-007  9.024e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.909e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.543   -43.543     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.828   -53.855    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.437   -56.436     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.862   -56.888    -0.026     (0)  

		N(0)         6.167e-006

		   N2             3.083e-006  3.086e-006    -5.511    -5.511     0.000     29.29

		N(3)         6.033e-015

		   NO2-           6.033e-015  5.674e-015   -14.219   -14.246    -0.027     23.91

		N(5)         9.384e-005

		   NO3-           9.384e-005  8.826e-005    -4.028    -4.054    -0.027     27.73

		O(0)         8.109e-011

		   O2             4.054e-011  4.057e-011   -10.392   -10.392     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.124  -137.150    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.133  -137.133     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.287  -143.390    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.661e-010    -9.410    -9.436    -0.026     38.91

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.862   -56.888    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.006e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.988e-003  1.988e-003      1.00

				CaHCO3+          1.421e-005  1.421e-005      1.00

				CO3-2            2.171e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.017e-007      2.00

				H+              -7.510e-008  7.510e-008     -1.00

				OH-              4.399e-008  4.399e-008      1.00

				CaOH+            1.909e-009  1.909e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.598e-012  3.598e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.06   -138.77   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.49    -43.54   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.27   -144.30   -8.03  H2S

				N2(g)            -2.44     -5.51   -3.07  N2

				NH3(g)          -58.56    -56.44    2.13  NH3

				O2(g)            -7.63    -10.39   -2.77  O2

				Sulfur         -101.92    -96.67    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 287.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.47104e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.446e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.391e-003  2.391e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.148      Charge balance

		                                       pe  =  13.082      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.006e-003

		                       Total CO2 (mol/kg)  =  2.391e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.510e-008  7.105e-008    -7.124    -7.148    -0.024      0.00

		   OH-            4.399e-008  4.140e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.764  -138.764     0.000     32.22

		C(4)         2.391e-003

		   HCO3-          1.988e-003  1.874e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.868e-004  3.870e-004    -3.413    -3.412     0.000     33.63

		   CaHCO3+        1.421e-005  1.341e-005    -4.847    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.578e-007    -5.964    -6.067    -0.102     -7.40

		   CaCO3          9.017e-007  9.024e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.421e-005  1.341e-005    -4.847    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.017e-007  9.024e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.909e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.542   -43.542     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.826   -53.853    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.434   -56.434     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.859   -56.885    -0.026     (0)  

		N(0)         6.210e-006

		   N2             3.105e-006  3.107e-006    -5.508    -5.508     0.000     29.29

		N(3)         6.040e-015

		   NO2-           6.040e-015  5.681e-015   -14.219   -14.246    -0.027     23.91

		N(5)         9.380e-005

		   NO3-           9.380e-005  8.822e-005    -4.028    -4.054    -0.027     27.73

		O(0)         8.083e-011

		   O2             4.042e-011  4.044e-011   -10.393   -10.393     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.121  -137.148    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.130  -137.130     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.284  -143.387    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.661e-010    -9.410    -9.436    -0.026     38.91

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.859   -56.885    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.006e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.988e-003  1.988e-003      1.00

				CaHCO3+          1.421e-005  1.421e-005      1.00

				CO3-2            2.171e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.017e-007      2.00

				H+              -7.510e-008  7.510e-008     -1.00

				OH-              4.399e-008  4.399e-008      1.00

				CaOH+            1.909e-009  1.909e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.598e-012  3.598e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.06   -138.76   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.49    -43.54   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.26   -144.30   -8.03  H2S

				N2(g)            -2.44     -5.51   -3.07  N2

				NH3(g)          -58.56    -56.43    2.13  NH3

				O2(g)            -7.63    -10.39   -2.77  O2

				Sulfur         -101.92    -96.67    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 288.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.47968e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.445e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.391e-003  2.391e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.148      Charge balance

		                                       pe  =  13.081      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.006e-003

		                       Total CO2 (mol/kg)  =  2.391e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.510e-008  7.105e-008    -7.124    -7.148    -0.024      0.00

		   OH-            4.399e-008  4.140e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.761  -138.761     0.000     32.22

		C(4)         2.391e-003

		   HCO3-          1.988e-003  1.874e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.868e-004  3.870e-004    -3.413    -3.412     0.000     33.63

		   CaHCO3+        1.421e-005  1.341e-005    -4.847    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.578e-007    -5.964    -6.067    -0.102     -7.40

		   CaCO3          9.017e-007  9.024e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.421e-005  1.341e-005    -4.847    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.017e-007  9.024e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.909e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.542   -43.541     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.823   -53.850    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.432   -56.431     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.857   -56.883    -0.026     (0)  

		N(0)         6.254e-006

		   N2             3.127e-006  3.129e-006    -5.505    -5.505     0.000     29.29

		N(3)         6.046e-015

		   NO2-           6.046e-015  5.687e-015   -14.219   -14.245    -0.027     23.91

		N(5)         9.375e-005

		   NO3-           9.375e-005  8.818e-005    -4.028    -4.055    -0.027     27.73

		O(0)         8.058e-011

		   O2             4.029e-011  4.032e-011   -10.395   -10.395     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.119  -137.145    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.127  -137.127     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.282  -143.384    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.661e-010    -9.410    -9.436    -0.026     38.91

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.857   -56.883    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.006e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.988e-003  1.988e-003      1.00

				CaHCO3+          1.421e-005  1.421e-005      1.00

				CO3-2            2.171e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.017e-007      2.00

				H+              -7.510e-008  7.510e-008     -1.00

				OH-              4.399e-008  4.399e-008      1.00

				CaOH+            1.909e-009  1.909e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.598e-012  3.598e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.06   -138.76   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.49    -43.54   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.26   -144.29   -8.03  H2S

				N2(g)            -2.43     -5.50   -3.07  N2

				NH3(g)          -58.56    -56.43    2.13  NH3

				O2(g)            -7.63    -10.39   -2.77  O2

				Sulfur         -101.92    -96.67    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 289.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.48832e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.443e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.391e-003  2.391e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.148      Charge balance

		                                       pe  =  13.081      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.006e-003

		                       Total CO2 (mol/kg)  =  2.391e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.510e-008  7.105e-008    -7.124    -7.148    -0.024      0.00

		   OH-            4.399e-008  4.140e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.759  -138.758     0.000     32.22

		C(4)         2.391e-003

		   HCO3-          1.988e-003  1.874e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.868e-004  3.871e-004    -3.413    -3.412     0.000     33.63

		   CaHCO3+        1.421e-005  1.341e-005    -4.847    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.578e-007    -5.964    -6.067    -0.102     -7.40

		   CaCO3          9.017e-007  9.024e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.421e-005  1.341e-005    -4.847    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.017e-007  9.024e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.909e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.541   -43.541     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.821   -53.847    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.429   -56.429     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.854   -56.880    -0.026     (0)  

		N(0)         6.297e-006

		   N2             3.149e-006  3.151e-006    -5.502    -5.502     0.000     29.29

		N(3)         6.053e-015

		   NO2-           6.053e-015  5.693e-015   -14.218   -14.245    -0.027     23.91

		N(5)         9.371e-005

		   NO3-           9.371e-005  8.814e-005    -4.028    -4.055    -0.027     27.73

		O(0)         8.032e-011

		   O2             4.016e-011  4.019e-011   -10.396   -10.396     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.116  -137.142    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.125  -137.124     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.279  -143.382    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.661e-010    -9.410    -9.436    -0.026     38.91

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.854   -56.880    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.006e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.988e-003  1.988e-003      1.00

				CaHCO3+          1.421e-005  1.421e-005      1.00

				CO3-2            2.171e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.017e-007      2.00

				H+              -7.510e-008  7.510e-008     -1.00

				OH-              4.399e-008  4.399e-008      1.00

				CaOH+            1.909e-009  1.909e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.598e-012  3.598e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.05   -138.76   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.49    -43.54   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.26   -144.29   -8.03  H2S

				N2(g)            -2.43     -5.50   -3.07  N2

				NH3(g)          -58.56    -56.43    2.13  NH3

				O2(g)            -7.63    -10.40   -2.77  O2

				Sulfur         -101.92    -96.67    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 290.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.49696e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.441e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.391e-003  2.391e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.148      Charge balance

		                                       pe  =  13.081      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.006e-003

		                       Total CO2 (mol/kg)  =  2.391e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.510e-008  7.105e-008    -7.124    -7.148    -0.024      0.00

		   OH-            4.399e-008  4.140e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.756  -138.756     0.000     32.22

		C(4)         2.391e-003

		   HCO3-          1.988e-003  1.874e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.868e-004  3.871e-004    -3.413    -3.412     0.000     33.63

		   CaHCO3+        1.421e-005  1.341e-005    -4.847    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.579e-007    -5.964    -6.067    -0.102     -7.40

		   CaCO3          9.017e-007  9.024e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.421e-005  1.341e-005    -4.847    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.017e-007  9.024e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.909e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.540   -43.540     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.818   -53.845    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.427   -56.426     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.852   -56.878    -0.026     (0)  

		N(0)         6.341e-006

		   N2             3.170e-006  3.173e-006    -5.499    -5.499     0.000     29.29

		N(3)         6.060e-015

		   NO2-           6.060e-015  5.699e-015   -14.218   -14.244    -0.027     23.91

		N(5)         9.367e-005

		   NO3-           9.367e-005  8.810e-005    -4.028    -4.055    -0.027     27.73

		O(0)         8.007e-011

		   O2             4.004e-011  4.007e-011   -10.398   -10.397     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.113  -137.140    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.122  -137.122     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.276  -143.379    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.661e-010    -9.410    -9.436    -0.026     38.91

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.852   -56.878    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.006e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.988e-003  1.988e-003      1.00

				CaHCO3+          1.421e-005  1.421e-005      1.00

				CO3-2            2.171e-006  1.085e-006      2.00

				CaCO3            1.803e-006  9.017e-007      2.00

				H+              -7.510e-008  7.510e-008     -1.00

				OH-              4.399e-008  4.399e-008      1.00

				CaOH+            1.909e-009  1.909e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.598e-012  3.598e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.05   -138.76   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.49    -43.54   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.25   -144.29   -8.03  H2S

				N2(g)            -2.43     -5.50   -3.07  N2

				NH3(g)          -58.55    -56.43    2.13  NH3

				O2(g)            -7.63    -10.40   -2.77  O2

				Sulfur         -101.91    -96.66    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 291.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.5056e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.440e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.391e-003  2.391e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.148      Charge balance

		                                       pe  =  13.080      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.006e-003

		                       Total CO2 (mol/kg)  =  2.391e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.510e-008  7.105e-008    -7.124    -7.148    -0.024      0.00

		   OH-            4.399e-008  4.140e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.753  -138.753     0.000     32.22

		C(4)         2.391e-003

		   HCO3-          1.988e-003  1.874e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.868e-004  3.871e-004    -3.413    -3.412     0.000     33.63

		   CaHCO3+        1.421e-005  1.341e-005    -4.847    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.579e-007    -5.964    -6.067    -0.102     -7.40

		   CaCO3          9.018e-007  9.024e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.421e-005  1.341e-005    -4.847    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.018e-007  9.024e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.909e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.540   -43.539     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.816   -53.842    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.424   -56.424     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.849   -56.875    -0.026     (0)  

		N(0)         6.384e-006

		   N2             3.192e-006  3.195e-006    -5.496    -5.496     0.000     29.29

		N(3)         6.066e-015

		   NO2-           6.066e-015  5.706e-015   -14.217   -14.244    -0.027     23.91

		N(5)         9.362e-005

		   NO3-           9.362e-005  8.806e-005    -4.029    -4.055    -0.027     27.73

		O(0)         7.982e-011

		   O2             3.991e-011  3.994e-011   -10.399   -10.399     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.110  -137.137    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.119  -137.119     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.273  -143.376    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.661e-010    -9.410    -9.436    -0.026     38.91

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.849   -56.875    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.006e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.988e-003  1.988e-003      1.00

				CaHCO3+          1.421e-005  1.421e-005      1.00

				CO3-2            2.171e-006  1.085e-006      2.00

				CaCO3            1.804e-006  9.018e-007      2.00

				H+              -7.510e-008  7.510e-008     -1.00

				OH-              4.399e-008  4.399e-008      1.00

				CaOH+            1.909e-009  1.909e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.598e-012  3.598e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.05   -138.75   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.48    -43.54   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.25   -144.29   -8.03  H2S

				N2(g)            -2.43     -5.50   -3.07  N2

				NH3(g)          -58.55    -56.42    2.13  NH3

				O2(g)            -7.63    -10.40   -2.77  O2

				Sulfur         -101.91    -96.66    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 292.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.51424e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.438e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.391e-003  2.391e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.148      Charge balance

		                                       pe  =  13.080      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.006e-003

		                       Total CO2 (mol/kg)  =  2.391e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.510e-008  7.105e-008    -7.124    -7.148    -0.024      0.00

		   OH-            4.399e-008  4.140e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.751  -138.750     0.000     32.22

		C(4)         2.391e-003

		   HCO3-          1.988e-003  1.874e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.868e-004  3.871e-004    -3.413    -3.412     0.000     33.63

		   CaHCO3+        1.421e-005  1.341e-005    -4.847    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.579e-007    -5.964    -6.067    -0.102     -7.40

		   CaCO3          9.018e-007  9.024e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.421e-005  1.341e-005    -4.847    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.018e-007  9.024e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.909e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.539   -43.539     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.813   -53.840    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.422   -56.421     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.847   -56.873    -0.026     (0)  

		N(0)         6.428e-006

		   N2             3.214e-006  3.216e-006    -5.493    -5.493     0.000     29.29

		N(3)         6.073e-015

		   NO2-           6.073e-015  5.712e-015   -14.217   -14.243    -0.027     23.91

		N(5)         9.358e-005

		   NO3-           9.358e-005  8.802e-005    -4.029    -4.055    -0.027     27.73

		O(0)         7.958e-011

		   O2             3.979e-011  3.982e-011   -10.400   -10.400     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.108  -137.134    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.116  -137.116     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.271  -143.374    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.887e-010  3.661e-010    -9.410    -9.436    -0.026     38.91

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.847   -56.873    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.006e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.988e-003  1.988e-003      1.00

				CaHCO3+          1.421e-005  1.421e-005      1.00

				CO3-2            2.171e-006  1.085e-006      2.00

				CaCO3            1.804e-006  9.018e-007      2.00

				H+              -7.510e-008  7.510e-008     -1.00

				OH-              4.399e-008  4.399e-008      1.00

				CaOH+            1.909e-009  1.909e-009      1.00

				HSO4-           -3.887e-010  3.887e-010     -1.00

				CaHSO4+         -3.598e-012  3.598e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.04   -138.75   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.48    -43.54   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.25   -144.28   -8.03  H2S

				N2(g)            -2.42     -5.49   -3.07  N2

				NH3(g)          -58.55    -56.42    2.13  NH3

				O2(g)            -7.63    -10.40   -2.77  O2

				Sulfur         -101.91    -96.66    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 293.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.52288e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.437e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.391e-003  2.391e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.148      Charge balance

		                                       pe  =  13.080      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.006e-003

		                       Total CO2 (mol/kg)  =  2.391e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.510e-008  7.105e-008    -7.124    -7.148    -0.024      0.00

		   OH-            4.399e-008  4.140e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.748  -138.748     0.000     32.22

		C(4)         2.391e-003

		   HCO3-          1.988e-003  1.874e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.868e-004  3.871e-004    -3.412    -3.412     0.000     33.63

		   CaHCO3+        1.421e-005  1.341e-005    -4.847    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.579e-007    -5.964    -6.067    -0.102     -7.40

		   CaCO3          9.018e-007  9.024e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.421e-005  1.341e-005    -4.847    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.018e-007  9.024e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.909e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.538   -43.538     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.811   -53.837    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.419   -56.419     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.844   -56.870    -0.026     (0)  

		N(0)         6.471e-006

		   N2             3.236e-006  3.238e-006    -5.490    -5.490     0.000     29.29

		N(3)         6.079e-015

		   NO2-           6.079e-015  5.718e-015   -14.216   -14.243    -0.027     23.91

		N(5)         9.354e-005

		   NO3-           9.354e-005  8.798e-005    -4.029    -4.056    -0.027     27.73

		O(0)         7.933e-011

		   O2             3.967e-011  3.970e-011   -10.402   -10.401     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.105  -137.131    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.114  -137.114     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.268  -143.371    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.888e-010  3.661e-010    -9.410    -9.436    -0.026     38.91

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.844   -56.870    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.006e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.988e-003  1.988e-003      1.00

				CaHCO3+          1.421e-005  1.421e-005      1.00

				CO3-2            2.171e-006  1.085e-006      2.00

				CaCO3            1.804e-006  9.018e-007      2.00

				H+              -7.510e-008  7.510e-008     -1.00

				OH-              4.399e-008  4.399e-008      1.00

				CaOH+            1.909e-009  1.909e-009      1.00

				HSO4-           -3.888e-010  3.888e-010     -1.00

				CaHSO4+         -3.598e-012  3.598e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.04   -138.75   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.48    -43.54   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.25   -144.28   -8.03  H2S

				N2(g)            -2.42     -5.49   -3.07  N2

				NH3(g)          -58.55    -56.42    2.13  NH3

				O2(g)            -7.64    -10.40   -2.77  O2

				Sulfur         -101.91    -96.66    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 294.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.53152e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.435e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.391e-003  2.391e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.148      Charge balance

		                                       pe  =  13.079      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.006e-003

		                       Total CO2 (mol/kg)  =  2.391e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.511e-008  7.105e-008    -7.124    -7.148    -0.024      0.00

		   OH-            4.399e-008  4.140e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.745  -138.745     0.000     32.22

		C(4)         2.391e-003

		   HCO3-          1.988e-003  1.875e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.868e-004  3.871e-004    -3.412    -3.412     0.000     33.63

		   CaHCO3+        1.421e-005  1.341e-005    -4.847    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.579e-007    -5.964    -6.067    -0.102     -7.40

		   CaCO3          9.018e-007  9.025e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.421e-005  1.341e-005    -4.847    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.018e-007  9.025e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.909e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.538   -43.537     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.808   -53.835    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.417   -56.416     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.842   -56.868    -0.026     (0)  

		N(0)         6.515e-006

		   N2             3.257e-006  3.260e-006    -5.487    -5.487     0.000     29.29

		N(3)         6.086e-015

		   NO2-           6.086e-015  5.724e-015   -14.216   -14.242    -0.027     23.91

		N(5)         9.349e-005

		   NO3-           9.349e-005  8.794e-005    -4.029    -4.056    -0.027     27.73

		O(0)         7.909e-011

		   O2             3.955e-011  3.958e-011   -10.403   -10.403     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.102  -137.129    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.111  -137.111     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.265  -143.368    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.888e-010  3.661e-010    -9.410    -9.436    -0.026     38.91

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.842   -56.868    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.006e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.988e-003  1.988e-003      1.00

				CaHCO3+          1.421e-005  1.421e-005      1.00

				CO3-2            2.171e-006  1.085e-006      2.00

				CaCO3            1.804e-006  9.018e-007      2.00

				H+              -7.511e-008  7.511e-008     -1.00

				OH-              4.399e-008  4.399e-008      1.00

				CaOH+            1.909e-009  1.909e-009      1.00

				HSO4-           -3.888e-010  3.888e-010     -1.00

				CaHSO4+         -3.598e-012  3.598e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.04   -138.74   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.48    -43.54   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.24   -144.28   -8.03  H2S

				N2(g)            -2.42     -5.49   -3.07  N2

				NH3(g)          -58.54    -56.42    2.13  NH3

				O2(g)            -7.64    -10.40   -2.77  O2

				Sulfur         -101.91    -96.66    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 295.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.54016e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.434e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.391e-003  2.391e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.148      Charge balance

		                                       pe  =  13.079      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.006e-003

		                       Total CO2 (mol/kg)  =  2.391e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.511e-008  7.105e-008    -7.124    -7.148    -0.024      0.00

		   OH-            4.399e-008  4.140e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.743  -138.742     0.000     32.22

		C(4)         2.391e-003

		   HCO3-          1.988e-003  1.875e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.868e-004  3.871e-004    -3.412    -3.412     0.000     33.63

		   CaHCO3+        1.421e-005  1.341e-005    -4.847    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.579e-007    -5.964    -6.067    -0.102     -7.40

		   CaCO3          9.018e-007  9.025e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.421e-005  1.341e-005    -4.847    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.018e-007  9.025e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.909e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.537   -43.537     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.806   -53.833    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.414   -56.414     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.839   -56.866    -0.026     (0)  

		N(0)         6.558e-006

		   N2             3.279e-006  3.282e-006    -5.484    -5.484     0.000     29.29

		N(3)         6.092e-015

		   NO2-           6.092e-015  5.730e-015   -14.215   -14.242    -0.027     23.91

		N(5)         9.345e-005

		   NO3-           9.345e-005  8.789e-005    -4.029    -4.056    -0.027     27.73

		O(0)         7.885e-011

		   O2             3.943e-011  3.946e-011   -10.404   -10.404     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.100  -137.126    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.109  -137.108     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.263  -143.366    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.888e-010  3.661e-010    -9.410    -9.436    -0.026     38.91

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.839   -56.866    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.006e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.988e-003  1.988e-003      1.00

				CaHCO3+          1.421e-005  1.421e-005      1.00

				CO3-2            2.171e-006  1.085e-006      2.00

				CaCO3            1.804e-006  9.018e-007      2.00

				H+              -7.511e-008  7.511e-008     -1.00

				OH-              4.399e-008  4.399e-008      1.00

				CaOH+            1.909e-009  1.909e-009      1.00

				HSO4-           -3.888e-010  3.888e-010     -1.00

				CaHSO4+         -3.598e-012  3.598e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.04   -138.74   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.48    -43.54   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.24   -144.27   -8.03  H2S

				N2(g)            -2.41     -5.48   -3.07  N2

				NH3(g)          -58.54    -56.41    2.13  NH3

				O2(g)            -7.64    -10.40   -2.77  O2

				Sulfur         -101.90    -96.65    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 296.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.5488e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.432e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.391e-003  2.391e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.148      Charge balance

		                                       pe  =  13.079      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.006e-003

		                       Total CO2 (mol/kg)  =  2.391e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.511e-008  7.105e-008    -7.124    -7.148    -0.024      0.00

		   OH-            4.399e-008  4.140e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.740  -138.740     0.000     32.22

		C(4)         2.391e-003

		   HCO3-          1.988e-003  1.875e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.869e-004  3.871e-004    -3.412    -3.412     0.000     33.63

		   CaHCO3+        1.421e-005  1.341e-005    -4.847    -4.873    -0.025      8.95

		   CO3-2          1.085e-006  8.579e-007    -5.964    -6.067    -0.102     -7.40

		   CaCO3          9.018e-007  9.025e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.421e-005  1.341e-005    -4.847    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.018e-007  9.025e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.909e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.536   -43.536     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.803   -53.830    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.412   -56.411     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.837   -56.863    -0.026     (0)  

		N(0)         6.602e-006

		   N2             3.301e-006  3.303e-006    -5.481    -5.481     0.000     29.29

		N(3)         6.098e-015

		   NO2-           6.098e-015  5.736e-015   -14.215   -14.241    -0.027     23.91

		N(5)         9.341e-005

		   NO3-           9.341e-005  8.785e-005    -4.030    -4.056    -0.027     27.73

		O(0)         7.862e-011

		   O2             3.931e-011  3.934e-011   -10.406   -10.405     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.097  -137.124    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.106  -137.106     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.260  -143.363    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.888e-010  3.661e-010    -9.410    -9.436    -0.026     38.91

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.837   -56.863    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.006e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.988e-003  1.988e-003      1.00

				CaHCO3+          1.421e-005  1.421e-005      1.00

				CO3-2            2.171e-006  1.085e-006      2.00

				CaCO3            1.804e-006  9.018e-007      2.00

				H+              -7.511e-008  7.511e-008     -1.00

				OH-              4.399e-008  4.399e-008      1.00

				CaOH+            1.909e-009  1.909e-009      1.00

				HSO4-           -3.888e-010  3.888e-010     -1.00

				CaHSO4+         -3.598e-012  3.598e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.03   -138.74   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.48    -43.54   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.24   -144.27   -8.03  H2S

				N2(g)            -2.41     -5.48   -3.07  N2

				NH3(g)          -58.54    -56.41    2.13  NH3

				O2(g)            -7.64    -10.41   -2.77  O2

				Sulfur         -101.90    -96.65    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 297.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.55744e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.430e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.391e-003  2.391e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.148      Charge balance

		                                       pe  =  13.078      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.006e-003

		                       Total CO2 (mol/kg)  =  2.391e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.511e-008  7.105e-008    -7.124    -7.148    -0.024      0.00

		   OH-            4.399e-008  4.140e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.737  -138.737     0.000     32.22

		C(4)         2.391e-003

		   HCO3-          1.988e-003  1.875e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.869e-004  3.871e-004    -3.412    -3.412     0.000     33.63

		   CaHCO3+        1.421e-005  1.341e-005    -4.847    -4.873    -0.025      8.95

		   CO3-2          1.086e-006  8.579e-007    -5.964    -6.067    -0.102     -7.40

		   CaCO3          9.018e-007  9.025e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.421e-005  1.341e-005    -4.847    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.018e-007  9.025e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.909e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.536   -43.535     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.801   -53.828    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.409   -56.409     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.835   -56.861    -0.026     (0)  

		N(0)         6.645e-006

		   N2             3.323e-006  3.325e-006    -5.479    -5.478     0.000     29.29

		N(3)         6.105e-015

		   NO2-           6.105e-015  5.742e-015   -14.214   -14.241    -0.027     23.91

		N(5)         9.336e-005

		   NO3-           9.336e-005  8.781e-005    -4.030    -4.056    -0.027     27.73

		O(0)         7.838e-011

		   O2             3.919e-011  3.922e-011   -10.407   -10.406     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.095  -137.121    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.103  -137.103     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.258  -143.360    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.888e-010  3.661e-010    -9.410    -9.436    -0.026     38.91

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.835   -56.861    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.006e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.988e-003  1.988e-003      1.00

				CaHCO3+          1.421e-005  1.421e-005      1.00

				CO3-2            2.171e-006  1.086e-006      2.00

				CaCO3            1.804e-006  9.018e-007      2.00

				H+              -7.511e-008  7.511e-008     -1.00

				OH-              4.399e-008  4.399e-008      1.00

				CaOH+            1.909e-009  1.909e-009      1.00

				HSO4-           -3.888e-010  3.888e-010     -1.00

				CaHSO4+         -3.598e-012  3.598e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.03   -138.74   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.48    -43.54   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.24   -144.27   -8.03  H2S

				N2(g)            -2.41     -5.48   -3.07  N2

				NH3(g)          -58.54    -56.41    2.13  NH3

				O2(g)            -7.64    -10.41   -2.77  O2

				Sulfur         -101.90    -96.65    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 298.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.56608e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.429e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.391e-003  2.391e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.148      Charge balance

		                                       pe  =  13.078      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.006e-003

		                       Total CO2 (mol/kg)  =  2.391e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.511e-008  7.105e-008    -7.124    -7.148    -0.024      0.00

		   OH-            4.399e-008  4.140e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.735  -138.735     0.000     32.22

		C(4)         2.391e-003

		   HCO3-          1.988e-003  1.875e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.869e-004  3.872e-004    -3.412    -3.412     0.000     33.63

		   CaHCO3+        1.421e-005  1.341e-005    -4.847    -4.873    -0.025      8.95

		   CO3-2          1.086e-006  8.580e-007    -5.964    -6.067    -0.102     -7.40

		   CaCO3          9.019e-007  9.025e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.421e-005  1.341e-005    -4.847    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.019e-007  9.025e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.909e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.535   -43.535     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.799   -53.825    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.407   -56.407     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.832   -56.858    -0.026     (0)  

		N(0)         6.689e-006

		   N2             3.344e-006  3.347e-006    -5.476    -5.475     0.000     29.29

		N(3)         6.111e-015

		   NO2-           6.111e-015  5.748e-015   -14.214   -14.241    -0.027     23.91

		N(5)         9.332e-005

		   NO3-           9.332e-005  8.777e-005    -4.030    -4.057    -0.027     27.73

		O(0)         7.815e-011

		   O2             3.908e-011  3.910e-011   -10.408   -10.408     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.092  -137.118    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.101  -137.100     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.255  -143.358    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.888e-010  3.661e-010    -9.410    -9.436    -0.026     38.91

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.832   -56.858    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.006e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.988e-003  1.988e-003      1.00

				CaHCO3+          1.421e-005  1.421e-005      1.00

				CO3-2            2.171e-006  1.086e-006      2.00

				CaCO3            1.804e-006  9.019e-007      2.00

				H+              -7.511e-008  7.511e-008     -1.00

				OH-              4.399e-008  4.399e-008      1.00

				CaOH+            1.909e-009  1.909e-009      1.00

				HSO4-           -3.888e-010  3.888e-010     -1.00

				CaHSO4+         -3.598e-012  3.598e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.03   -138.73   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.48    -43.53   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.23   -144.27   -8.03  H2S

				N2(g)            -2.41     -5.48   -3.07  N2

				NH3(g)          -58.54    -56.41    2.13  NH3

				O2(g)            -7.64    -10.41   -2.77  O2

				Sulfur         -101.90    -96.65    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 299.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.57472e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.427e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.391e-003  2.391e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.148      Charge balance

		                                       pe  =  13.078      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.006e-003

		                       Total CO2 (mol/kg)  =  2.391e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.511e-008  7.105e-008    -7.124    -7.148    -0.024      0.00

		   OH-            4.399e-008  4.140e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.732  -138.732     0.000     32.22

		C(4)         2.391e-003

		   HCO3-          1.988e-003  1.875e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.869e-004  3.872e-004    -3.412    -3.412     0.000     33.63

		   CaHCO3+        1.421e-005  1.341e-005    -4.847    -4.873    -0.025      8.95

		   CO3-2          1.086e-006  8.580e-007    -5.964    -6.067    -0.102     -7.40

		   CaCO3          9.019e-007  9.025e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.421e-005  1.341e-005    -4.847    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.019e-007  9.025e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.909e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.534   -43.534     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.796   -53.823    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.405   -56.404     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.830   -56.856    -0.026     (0)  

		N(0)         6.732e-006

		   N2             3.366e-006  3.369e-006    -5.473    -5.473     0.000     29.29

		N(3)         6.117e-015

		   NO2-           6.117e-015  5.754e-015   -14.213   -14.240    -0.027     23.91

		N(5)         9.328e-005

		   NO3-           9.328e-005  8.773e-005    -4.030    -4.057    -0.027     27.73

		O(0)         7.792e-011

		   O2             3.896e-011  3.899e-011   -10.409   -10.409     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.089  -137.116    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.098  -137.098     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.252  -143.355    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.888e-010  3.661e-010    -9.410    -9.436    -0.026     38.91

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.830   -56.856    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.006e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.988e-003  1.988e-003      1.00

				CaHCO3+          1.421e-005  1.421e-005      1.00

				CO3-2            2.171e-006  1.086e-006      2.00

				CaCO3            1.804e-006  9.019e-007      2.00

				H+              -7.511e-008  7.511e-008     -1.00

				OH-              4.399e-008  4.399e-008      1.00

				CaOH+            1.909e-009  1.909e-009      1.00

				HSO4-           -3.888e-010  3.888e-010     -1.00

				CaHSO4+         -3.598e-012  3.598e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.03   -138.73   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.48    -43.53   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.23   -144.26   -8.03  H2S

				N2(g)            -2.40     -5.47   -3.07  N2

				NH3(g)          -58.53    -56.40    2.13  NH3

				O2(g)            -7.64    -10.41   -2.77  O2

				Sulfur         -101.90    -96.65    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 300.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.58336e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.426e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.391e-003  2.391e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.148      Charge balance

		                                       pe  =  13.078      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.007e-003

		                       Total CO2 (mol/kg)  =  2.391e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.511e-008  7.105e-008    -7.124    -7.148    -0.024      0.00

		   OH-            4.399e-008  4.140e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.730  -138.729     0.000     32.22

		C(4)         2.391e-003

		   HCO3-          1.988e-003  1.875e-003    -2.702    -2.727    -0.026     23.14

		   CO2            3.869e-004  3.872e-004    -3.412    -3.412     0.000     33.63

		   CaHCO3+        1.421e-005  1.341e-005    -4.847    -4.873    -0.025      8.95

		   CO3-2          1.086e-006  8.580e-007    -5.964    -6.067    -0.102     -7.40

		   CaCO3          9.019e-007  9.025e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.421e-005  1.341e-005    -4.847    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.019e-007  9.025e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.909e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.534   -43.534     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.794   -53.821    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.402   -56.402     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.828   -56.854    -0.026     (0)  

		N(0)         6.776e-006

		   N2             3.388e-006  3.390e-006    -5.470    -5.470     0.000     29.29

		N(3)         6.123e-015

		   NO2-           6.123e-015  5.759e-015   -14.213   -14.240    -0.027     23.91

		N(5)         9.323e-005

		   NO3-           9.323e-005  8.769e-005    -4.030    -4.057    -0.027     27.73

		O(0)         7.769e-011

		   O2             3.885e-011  3.887e-011   -10.411   -10.410     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.087  -137.113    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.096  -137.095     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.250  -143.353    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.888e-010  3.661e-010    -9.410    -9.436    -0.026     38.91

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.828   -56.854    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.007e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.988e-003  1.988e-003      1.00

				CaHCO3+          1.421e-005  1.421e-005      1.00

				CO3-2            2.171e-006  1.086e-006      2.00

				CaCO3            1.804e-006  9.019e-007      2.00

				H+              -7.511e-008  7.511e-008     -1.00

				OH-              4.399e-008  4.399e-008      1.00

				CaOH+            1.909e-009  1.909e-009      1.00

				HSO4-           -3.888e-010  3.888e-010     -1.00

				CaHSO4+         -3.598e-012  3.598e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.02   -138.73   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.48    -43.53   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.23   -144.26   -8.03  H2S

				N2(g)            -2.40     -5.47   -3.07  N2

				NH3(g)          -58.53    -56.40    2.13  NH3

				O2(g)            -7.64    -10.41   -2.77  O2

				Sulfur         -101.89    -96.64    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		Reaction step 301.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 86400 seconds  (Incremented time: 2.592e+007 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Organic_C       -5.424e-008  9.965e-002   CH2O                      1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                2.392e-003  2.392e-003

				Ca               9.982e-004  9.982e-004

				N                1.000e-004  1.000e-004

				S                9.995e-005  9.995e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   7.148      Charge balance

		                                       pe  =  13.077      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 143

		                          Density (g/cm3)  =   0.99985

		                               Volume (L)  =   1.00048

		                        Activity of water  =   1.000

		                           Ionic strength  =  3.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  2.007e-003

		                       Total CO2 (mol/kg)  =  2.392e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -3.033e-004

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -7.17

		                               Iterations  =   2

		                                  Total H  = 1.110151e+002

		                                  Total O  = 5.551402e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             7.511e-008  7.106e-008    -7.124    -7.148    -0.024      0.00

		   OH-            4.399e-008  4.140e-008    -7.357    -7.383    -0.026     -4.99

		   H2O            5.551e+001  9.999e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -138.727  -138.727     0.000     32.22

		C(4)         2.392e-003

		   HCO3-          1.988e-003  1.875e-003    -2.701    -2.727    -0.026     23.14

		   CO2            3.869e-004  3.872e-004    -3.412    -3.412     0.000     33.63

		   CaHCO3+        1.421e-005  1.341e-005    -4.847    -4.873    -0.025      8.95

		   CO3-2          1.086e-006  8.580e-007    -5.964    -6.067    -0.102     -7.40

		   CaCO3          9.019e-007  9.026e-007    -6.045    -6.045     0.000    -14.66

		Ca           9.982e-004

		   Ca+2           9.743e-004  7.698e-004    -3.011    -3.114    -0.102    -18.37

		   CaHCO3+        1.421e-005  1.341e-005    -4.847    -4.873    -0.025      8.95

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   CaCO3          9.019e-007  9.026e-007    -6.045    -6.045     0.000    -14.66

		   CaOH+          1.909e-009  1.798e-009    -8.719    -8.745    -0.026     (0)  

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -43.533   -43.533     0.000     28.63

		N(-3)        0.000e+000

		   NH4+           0.000e+000  0.000e+000   -53.791   -53.818    -0.027     17.31

		   NH3            0.000e+000  0.000e+000   -56.400   -56.400     0.000     24.06

		   NH4SO4-        0.000e+000  0.000e+000   -56.825   -56.851    -0.026     (0)  

		N(0)         6.819e-006

		   N2             3.409e-006  3.412e-006    -5.467    -5.467     0.000     29.29

		N(3)         6.129e-015

		   NO2-           6.129e-015  5.765e-015   -14.213   -14.239    -0.027     23.91

		N(5)         9.319e-005

		   NO3-           9.319e-005  8.765e-005    -4.031    -4.057    -0.027     27.73

		O(0)         7.746e-011

		   O2             3.873e-011  3.876e-011   -10.412   -10.412     0.000     28.95

		S(-2)        0.000e+000

		   HS-            0.000e+000  0.000e+000  -137.084  -137.111    -0.026     19.63

		   H2S            0.000e+000  0.000e+000  -137.093  -137.093     0.000     37.09

		   S-2            0.000e+000  0.000e+000  -143.247  -143.350    -0.103     (0)  

		S(6)         9.995e-005

		   SO4-2          9.121e-005  7.195e-005    -4.040    -4.143    -0.103     11.46

		   CaSO4          8.743e-006  8.749e-006    -5.058    -5.058     0.000      6.79

		   HSO4-          3.888e-010  3.661e-010    -9.410    -9.436    -0.026     38.91

		   CaHSO4+        3.598e-012  3.388e-012   -11.444   -11.470    -0.026     (0)  

		   NH4SO4-        0.000e+000  0.000e+000   -56.825   -56.851    -0.026     (0)  

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  2.007e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            1.988e-003  1.988e-003      1.00

				CaHCO3+          1.421e-005  1.421e-005      1.00

				CO3-2            2.171e-006  1.086e-006      2.00

				CaCO3            1.804e-006  9.019e-007      2.00

				H+              -7.511e-008  7.511e-008     -1.00

				OH-              4.399e-008  4.399e-008      1.00

				CaOH+            1.909e-009  1.909e-009      1.00

				HSO4-           -3.888e-010  3.888e-010     -1.00

				CaHSO4+         -3.598e-012  3.598e-012     -1.00

				NH3              0.000e+000  0.000e+000      1.00

				HS-              0.000e+000  0.000e+000      1.00

				S-2              0.000e+000  0.000e+000      2.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Anhydrite        -3.13     -7.26   -4.12  CaSO4

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.77     -9.18   -8.41  CaCO3

				CH4(g)         -136.02   -138.73   -2.71  CH4

				CO2(g)           -2.15     -3.41   -1.27  CO2

				Gypsum           -2.67     -7.26   -4.59  CaSO4:2H2O

				H2(g)           -40.48    -43.53   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				H2S(g)         -136.23   -144.26   -8.03  H2S

				N2(g)            -2.40     -5.47   -3.07  N2

				NH3(g)          -58.53    -56.40    2.13  NH3

				O2(g)            -7.65    -10.41   -2.77  O2

				Sulfur         -101.89    -96.64    5.25  S

				Vaterite         -1.38     -9.18   -7.80  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 7.

		------------------------------------

		--------------------------------

		End of Run after 25.807 Seconds.

		--------------------------------





Messages





Database

		#  stimela.dat (version 2013-10-15)

		#  under development by Peter de Moel (Omnisys) for Stimela platform at Delft University of Technology

		#  based on: phreeqc.dat (file date 2013-06-03, as part of Phreeqc Interactive 3.0.6-7757)

		#  Stimela is focussed on modelling for water and waste water treatment 

		#  list of modifications: 

		#  added [Fe+2] and [Mn+2] (with master species [Fe+2]+2 and [Mn+2]+2) for redox-uncoupled models with Fe+2 and/or Mn+2

		#  added [N-3] (with master species [N-3]H4+) as alternative for redox-uncoupled Amm (with master species AmmH+)

		#  added [C-4] and [S-2] (with master species [C-4]H4 and H2[S-2]) as alternatives for redox-uncoupled Mtg and Sg)

		#  added species H3PO4 (included in DIN 38404-10 (Dezember 2012)) 

		#  added solid Vaterite (CaCO3) (included in Standard Methods 2330 (2010))

		#  end of list of modifications 

		# PHREEQC.DAT for calculating pressure dependence of reactions, with

		#   molal volumina of aqueous species and of minerals, and

		#   critical temperatures and pressures of gases used in Peng-Robinson's EOS.

		# Details are given at the end of this file.

		SOLUTION_MASTER_SPECIES

		#

		#element		species		alk		gfw_formula		element_gfw

		#

		H				H+		-1.0		H				1.008

		H(0)				H2		0.0		H

		H(1)				H+		-1.0		0.0

		E				e-		0.0		0.0				0.0

		O				H2O		0.0		O				16.0

		O(0)				O2		0.0		O

		O(-2)				H2O		0.0		0.0

		Ca				Ca+2		0.0		Ca				40.08

		Mg				Mg+2		0.0		Mg				24.312

		Na				Na+		0.0		Na				22.9898

		K				K+		0.0		K				39.102

		Fe				Fe+2		0.0		Fe				55.847

		Fe(+2)				Fe+2		0.0		Fe

		Fe(+3)				Fe+3		-2.0		Fe

		Mn				Mn+2		0.0		Mn				54.938

		Mn(+2)				Mn+2		0.0		Mn

		Mn(+3)				Mn+3		0.0		Mn

		Al				Al+3		0.0		Al				26.9815

		Ba				Ba+2		0.0		Ba				137.34

		Sr				Sr+2		0.0		Sr				87.62

		Si				H4SiO4		0.0		SiO2				28.0843

		Cl				Cl-		0.0		Cl				35.453

		C				CO3-2		2.0		HCO3				12.0111

		C(+4)				CO3-2		2.0		HCO3

		C(-4)				CH4		0.0		CH4

		Alkalinity		CO3-2		1.0		Ca0.5(CO3)0.5		50.05

		S				SO4-2		0.0		SO4				32.064

		S(6)				SO4-2		0.0		SO4

		S(-2)				HS-		1.0		S

		N				NO3-		0.0		N				14.0067

		N(+5)				NO3-		0.0		N

		N(+3)				NO2-		0.0		N

		N(0)				N2		0.0		N

		N(-3)				NH4+		0.0     N

		#Amm				AmmH+		0.0		AmmH				17.0

		# begin modification stimela.dat 

		# added redox-uncoupled (inert) elements [N-3], [Fe+2] and [Mn+2]

		[N-3]				[N-3]H4+		0.0		NH4				14.0067

		[Fe+2]				[Fe+2]+2		0.0		Fe				55.847

		[Mn+2]				[Mn+2]+2		0.0		Mn				54.938

		# end modification stimela.dat

		B				H3BO3		0.0		B				10.81

		P				PO4-3		2.0		P				30.9738

		F				F-		0.0		F				18.9984

		Li				Li+		0.0		Li				6.939

		Br				Br-		0.0		Br				79.904

		Zn				Zn+2		0.0		Zn				65.37

		Cd				Cd+2		0.0		Cd				112.4

		Pb				Pb+2		0.0		Pb				207.19

		Cu				Cu+2		0.0		Cu				63.546

		Cu(+2)				Cu+2		0.0		Cu

		Cu(+1)				Cu+1		0.0		Cu

		# redox-uncoupled gases

		Hdg				Hdg		0		Hdg		2.016 # H2 gas

		Oxg				Oxg		0		Oxg		32 # Oxygen gas

		Mtg				Mtg		0.0		Mtg		16.032 # CH4 gas

		Sg				H2Sg		1.0		H2Sg		34.08

		Ntg				Ntg		0		Ntg		28.0134 # N2 gas

		# begin modification stimela.dat 

		# redox_uncoupled elements Amm ( = [N-3]H3 ), Mtg  and Sg  will confuse novice users / students

		# notation as [C-4] and [S-2] for redox-uncoupled (inert) elements Mtg and Sg

		[C-4]				[C-4]H4		0.0		CH4				12.0111				# CH4 gas

		[S-2]				H2[S-2]		1.0		H2S				34.08				# H2S gas

		# uniform notation omitted for Oxg, Hdg and Ntg, to keep compliance with phreeqc.dat   

		# end modification stimela.dat

		SOLUTION_SPECIES

		H+ = H+

				-gamma		9.0		0.0

				-dw		 9.31e-9

		e- = e-

		H2O = H2O

		Ca+2 = Ca+2

				-gamma		5.0		0.1650

		#		-gamma		4.5		0.23 # anhydrite in NaCl solutions, Freyer and Voigt, 2004, GCA 68, 307

				-dw		 0.793e-9

				-Vm  -0.3456  -7.252  6.149  -2.479  1.239  5  1.60  -57.1  -6.12e-3  1 # supcrt modified

		Mg+2 = Mg+2

				-gamma		5.5		0.20

				-dw		 0.705e-9

				-Vm  -1.410  -8.6  11.13  -2.39  1.332  5.5  1.29  -32.9  -5.86e-3  1 # supcrt modified

		Na+ = Na+

				-gamma		4.0		 0.075

				-gamma		4.08 0.082 # halite solubility

				-dw		 1.33e-9

				-Vm  1.403  -2.285  4.419  -2.726  -5.125e-5  4.0  0.162  47.67  -3.09e-3  0.725 # supcrt modified

		# for calculating densities (rho) when I > 3...

		#		-Vm  1.403  -2.285  4.419  -2.726  -5.125e-5  2.0  0.162  47.67  -3.09e-3  0.4

		K+ = K+

				-gamma		3.5		0.015

				-dw		 1.96e-9

				-Vm  3.322  -1.473  6.534  -2.712  9.06e-2  3.5  0  29.7  0  1 # supcrt modified

		Fe+2 = Fe+2

				-gamma		6.0		0.0

				-dw		 0.719e-9

				-Vm  -0.3255  -9.687  1.536  -2.379  0.3033  5.5  -4.21e-2  37.96  0  1 # supcrt modified

		Mn+2 = Mn+2

				-gamma		6.0		0.0

				-dw		 0.688e-9

				-Vm  -.1016  -8.0295  8.9060  -2.4471  1.4006 6 # supcrt

		Al+3 = Al+3

				-gamma		9.0		0.0

				-dw		 0.559e-9

				-Vm  -3.3404  -17.1108  14.9917  -2.0716  2.8711 9 # supcrt

		Ba+2 = Ba+2

				-gamma  5.0  0

				-gamma		4.0  0.153 # Barite solubility

				-dw 0.848e-9

				-Vm  2.063  -10.06  1.9534  -2.36  0.4218  5  1.58  -12.03  -8.35e-3  1 # supcrt modified

		Sr+2 = Sr+2

				-dw		 0.794e-9

				-gamma		5.260		0.121

				-Vm  -1.57e-2  -10.15  10.18  -2.36  0.860  5.26  0.859  -27.0  -4.1e-3  1.97 # supcrt modified

		H4SiO4 = H4SiO4

				-dw		 1.10e-9

				-Vm  10.5  1.7  20  -2.7  0.1291 # supcrt + 2*H2O in a1

		Cl- = Cl-

				-gamma		3.5		  0.015

				-gamma		3.63  0.017 # cf. pitzer.dat

				-dw		 2.03e-9

				-Vm  4.465  4.801  4.325  -2.847  1.748  0  -0.331  20.16  0  1 # supcrt modified

		CO3-2 = CO3-2

				-gamma		5.4		0.0

				-dw		 0.955e-9

				-Vm  6.95  0  0  -5.98  8.32  0  -0.115  167  -0.026  1 # supcrt modified

		SO4-2 = SO4-2

				-gamma		5.0		-0.04

				-dw		 1.07e-9

				-Vm  8.0  2.51  -42.5 5.41  4.23 0 0 0 0 1 # supcrt modified

		NO3- = NO3-

				-gamma		3.0		0.0

				-dw		 1.9e-9

				-Vm  6.392  6.78  0  -3.06  0.449  0  0.80  0  -1.05e-2  1 # supcrt modified

		#AmmH+ = AmmH+

		#		-gamma		2.5		0.0

		#		-dw		 1.98e-9

		#		-Vm  4.837  2.345  5.522  -2.88 1.096  3  -1.456  75.0  7.17e-3  1 # supcrt modified

		# begin modification stimela.dat 

		# added [N-3]H4+, [Fe+2]+2 and [Mn+2]+2

		[N-3]H4+ = [N-3]H4+

				-gamma		2.5		0.0

				-dw		 1.98e-9

				-Vm  4.837  2.345  5.522  -2.88 1.096  3  -1.456  75.0  7.17e-3  1 # supcrt modified

		[Fe+2]+2 = [Fe+2]+2

				-gamma		6.0		0.0

				-dw		 0.719e-9

				-Vm  -0.3255  -9.687  1.536  -2.379  0.3033  5.5  -4.21e-2  37.96  0  1 # supcrt modified

		[Mn+2]+2 = [Mn+2]+2

				-gamma		6.0		0.0

				-dw		 0.688e-9

				-Vm  -.1016  -8.0295  8.9060  -2.4471  1.4006 6 # supcrt

		# end modification stimela.dat

		H3BO3 = H3BO3

				-dw		1.1e-9

				-Vm 7.0643  8.8547  3.5844  -3.1451 -.2000  # supcrt

		PO4-3 = PO4-3

				-gamma		4.0		0.0

				-dw		 0.612e-9

				-Vm  -.5259  -9.0654  9.3131  -2.4042  5.6114 # supcrt

		F- = F-

				-gamma		3.5		0.0

				-dw		 1.46e-9

				-Vm  .6870  1.3588  7.6033  -2.8352  1.787 # supcrt

		Li+ = Li+

				-gamma		6.0		0.0

				-dw		 1.03e-9

				-Vm  -.0237  -.0690  11.5800  -2.7761 .4862 6 # supcrt

		Br- = Br-

				-gamma		3.0		0.0

				-dw		 2.01e-9

				-Vm  5.2690  6.5940  4.7450  -3.1430  1.3858 # supcrt

		Zn+2 = Zn+2

				-gamma		5.0		0.0

				-dw		 0.715e-9

				-Vm  -1.0677  -10.3884  9.8331  -2.3495  1.4574 5 # supcrt

		Cd+2 = Cd+2

				-dw		 0.717e-9

				-Vm  .0537  -10.7080  16.5176  -2.3363  1.2528 5 # supcrt

		Pb+2 = Pb+2

				-dw		 0.945e-9

				-Vm  -.0051  -7.7939  8.8134  -2.4568  1.0788 4.5 # supcrt

		Cu+2 = Cu+2

				-gamma		6.0		0.0

				-dw		 0.733e-9

				-Vm  -1.1021  -10.4726  9.8662  -2.3461  1.4769 6 # supcrt

		# redox-uncoupled gases

		Hdg = Hdg # H2

				-dw		 5.13e-9

				-Vm 6.52  0.78  0.12 # supcrt

		Oxg = Oxg # O2

				-dw		 2.35e-9

				-Vm  5.7889  6.3536  3.2528  -3.0417  -0.3943 # supcrt

		Mtg = Mtg # CH4

				-dw		 1.85e-9

				-Vm 7.7 # CH4 solubility, 25-100C, 1-700atm

		Ntg = Ntg # N2

				-dw		 1.96e-9

				-Vm 7 # Pray et al., 1952, IEC 44. 1146

		H2Sg = H2Sg # H2S

				-dw		 2.1e-9

				-Vm  7.81  2.96  -0.46 # supcrt

		# begin modification stimela.dat 

		[C-4]H4 = [C-4]H4 # CH4

				-dw		 1.85e-9

				-Vm 7.7 # CH4 solubility, 25-100C, 1-700atm

		H2[S-2] = H2[S-2] # H2S

				-dw		 2.1e-9

				-Vm  7.81  2.96  -0.46 # supcrt

		# end modification stimela.dat

		# aqueous species

		H2O = OH- + H+

				-analytic  293.29227  0.1360833  -10576.913  -123.73158  0  -6.996455e-5

				-gamma		3.5		0.0

				-dw		 5.27e-9

				-Vm  -9.66  28.5  80.0 -22.9 1.89 0 1.09 0 0 1 # supcrt modified

		2 H2O = O2 + 4 H+ + 4 e-

				-log_k		-86.08

				-delta_h 134.79 kcal

				-dw		 2.35e-9

				-Vm  5.7889  6.3536  3.2528  -3.0417  -0.3943 # supcrt

		2 H+ + 2 e- = H2

				-log_k		-3.15

				-delta_h -1.759 kcal

				-dw		 5.13e-9

				-Vm 6.52  0.78  0.12 # supcrt

		CO3-2 + H+ = HCO3-

				-log_k		10.329

				-delta_h -3.561		kcal

				-analytic		107.8871		0.03252849		-5151.79		-38.92561		563713.9

				-gamma		5.4		0.0

				-dw		 1.18e-9

				-Vm  8.60  0  -12.0  0  1.643  0  0  167  0  1 # supcrt modified

		CO3-2 + 2 H+ = CO2 + H2O

				-log_k		16.681

				-delta_h -5.738		kcal

				-analytic		464.1965		0.09344813		-26986.16		-165.75951		2248628.9

				-dw		 1.92e-9

				-Vm  20.85  -46.93  -79.0  27.9  -0.193 # supcrt modified

		CO3-2 + 10 H+ + 8 e- = CH4 + 3 H2O

				-log_k		41.071

				-delta_h -61.039 kcal

				-dw		 1.85e-9

				-Vm 7.7

		SO4-2 + H+ = HSO4-

				-log_k		1.988

				-delta_h 3.85		kcal

				-analytic		-56.889		0.006473		2307.9		19.8858		0.0

				-dw		 1.33e-9

				-Vm 8.2 9.2590  2.1108  -3.1618 1.1748  0 -0.3 15 0 1 # supcrt modified

		HS- = S-2 + H+

				-log_k		-12.918

				-delta_h 12.1		kcal

				-gamma		5.0		0.0

				-dw		 0.731e-9

		SO4-2 + 9 H+ + 8 e- = HS- + 4 H2O

				-log_k		33.65

				-delta_h -60.140 kcal

				-gamma		3.5		0.0

				-dw		 1.73e-9

				-Vm  5.0119  4.9799  3.4765  -2.9849  1.4410 # supcrt

		HS- + H+ = H2S

				-log_k		6.994

				-delta_h -5.30		kcal

				-analytical  -11.17  0.02386  3279.0

				-dw		 2.1e-9

				-Vm  7.81  2.96  -0.46 # supcrt

		H2Sg = HSg- + H+

				-log_k		-6.994

				-delta_h 5.30		kcal

				-analytical  11.17  -0.02386  -3279.0

				-dw		 2.1e-9

				-Vm  5.0119  4.9799  3.4765  -2.9849  1.4410 # supcrt

		# begin modification stimela.dat 

		H2[S-2] = H[S-2]- + H+

				-log_k		-6.994

				-delta_h 5.30		kcal

				-analytical  11.17  -0.02386  -3279.0

				-dw		 2.1e-9

				-Vm  5.0119  4.9799  3.4765  -2.9849  1.4410 # supcrt

		# end modification stimela.dat

		NO3- + 2 H+ + 2 e- = NO2- + H2O

				-log_k		28.570

				-delta_h -43.760 kcal

				-gamma		3.0		0.0

				-dw		 1.91e-9

				-Vm  5.5864  5.8590  3.4472  -3.0212  1.1847 # supcrt

		2 NO3- + 12 H+ + 10 e- = N2 + 6 H2O

				-log_k		207.08

				-delta_h -312.130		kcal

				-dw		 1.96e-9

				-Vm 7 # Pray et al., 1952, IEC 44. 1146

		NO3- + 10 H+ + 8 e- = NH4+ + 3 H2O

				log_k		119.077

				delta_h -187.055		kcal

				-gamma		2.5		0.0

				-dw		 1.98e-9

				-Vm  4.837  2.345  5.522  -2.88 1.096  3  -1.456  75.0  7.17e-3  1 # supcrt modified

		#AmmH+ = AmmH+

		#		-gamma		2.5		0.0

		#		-dw		 1.98e-9

		#		-Vm  4.837  2.345  5.522  -2.88 1.096  3  -1.456  75.0  7.17e-3  1 # supcrt modified

		NH4+ = NH3 + H+

				-log_k		-9.252

				-delta_h 12.48		kcal

				-analytic  0.6322  -0.001225  -2835.76

				-dw		 2.28e-9

				-Vm  5.09  2.8  8.62  -2.88  -0.05 # supcrt

		#AmmH+ = Amm + H+

		#		-log_k		-9.252

		#		-delta_h 12.48		kcal

		#		-analytic  0.6322  -0.001225  -2835.76

		#		-dw		 2.28e-9

		#		-Vm  5.09  2.8  8.62  -2.88  -0.05 # supcrt

		# begin modification stimela.dat 

		[N-3]H4+ = [N-3]H3 + H+

				-log_k		-9.252

				-delta_h 12.48		kcal

				-analytic  0.6322  -0.001225  -2835.76

				-dw		 2.28e-9

				-Vm  5.09  2.8  8.62  -2.88  -0.05 # supcrt

		# end modification stimela.dat

		NH4+ + SO4-2 = NH4SO4-

				log_k		1.11

		#        -gamma  5.0     0.0 

		#AmmH+ + SO4-2 = AmmHSO4-

		#		-log_k		1.11

		# begin modification stimela.dat 

		[N-3]H4+ + SO4-2 = [N-3]H4SO4-

				-log_k		1.11

		# end modification stimela.dat

		H3BO3 = H2BO3- + H+

				-log_k		-9.24

				-delta_h 3.224		kcal

		H3BO3 + F- = BF(OH)3-

				-log_k		-0.4

				-delta_h 1.850		kcal

		H3BO3 + 2 F- + H+ = BF2(OH)2- + H2O

				-log_k		7.63

				-delta_h 1.618		kcal

		H3BO3 + 2 H+ + 3 F- = BF3OH- + 2 H2O

				-log_k		13.67

				-delta_h -1.614		kcal

		H3BO3 + 3 H+ + 4 F- = BF4- + 3 H2O

				-log_k		20.28

				-delta_h -1.846		kcal

		PO4-3 + H+ = HPO4-2

				-log_k		12.346

				-delta_h -3.530		kcal

				-gamma		5.0		0.0

				-dw		0.69e-9

				-Vm  3.6315  1.0857  5.3233  -2.8239  3.3363 # supcrt

		PO4-3 + 2 H+ = H2PO4-

				-log_k		19.553

				-delta_h -4.520		kcal

				-gamma		5.4		0.0

				-dw		 0.846e-9

				-Vm  6.4875  8.0594  2.5823  -3.1122  1.3003 # supcrt

		# begin modification stimela.dat 

		# adding H3PO4

		# from $Id: minteq.v4.dat 794 2006-02-27 21:06:22Z dlpark $

		3H+ + PO4-3 = H3PO4

				log_k		21.721

				delta_h		-10.1		kJ

				-gamma		0		0

						#                  Id:		3305802

						#        log K source:		NIST46.3                      

						#      Delta H source:		NIST46.3                      

						#T and ionic strength:		 0.00 25.0

		# end modification stimela.dat

		H+ + F- = HF

				-log_k		3.18

				-delta_h 3.18		kcal

				-analytic		-2.033		0.012645		429.01

				-Vm  3.4753  .7042  5.4732  -2.8081  -.0007 # supcrt

		H+ + 2 F- = HF2-

				-log_k		3.76

				-delta_h 4.550		kcal

				-Vm  5.2263  4.9797  3.7928  -2.9849  1.2934 # supcrt

		Ca+2 + H2O = CaOH+ + H+

				-log_k		-12.78

		Ca+2 + CO3-2 = CaCO3

				-log_k		3.224

				-delta_h 3.545		kcal

				-analytic		-1228.732		-0.299440		35512.75		485.818

				-dw 4.46e-10		# complexes: calc'd with the Pikal formula

				-Vm  -.2430  -8.3748  9.0417  -2.4328  -.0300 # supcrt

		Ca+2 + CO3-2 + H+ = CaHCO3+

				-log_k		11.435

				-delta_h -0.871		kcal

				-analytic		1317.0071		0.34546894		-39916.84		-517.70761		563713.9

				-gamma		6.0		0.0

				-dw 5.06e-10

				-Vm  3.1911  .0104  5.7459  -2.7794  .3084 5.4 # supcrt

		Ca+2 + SO4-2 = CaSO4

				-log_k		2.25

				-delta_h 1.325		kcal

				-dw 4.71e-10

				-Vm  2.7910  -.9666  6.1300  -2.7390  -.0010 # supcrt

		Ca+2 + HSO4- = CaHSO4+

				-log_k		  1.08

		Ca+2 + PO4-3 = CaPO4-

				-log_k		6.459

				-delta_h 3.10		kcal

				-gamma  5.4  0.0 

		Ca+2 + HPO4-2 = CaHPO4

				-log_k		2.739

				-delta_h 3.3 kcal

		Ca+2 + H2PO4- = CaH2PO4+

				-log_k		1.408

				-delta_h 3.4 kcal

				-gamma  5.4  0.0 

		#Ca+2 + F- = CaF+

		#		-log_k		0.94

		#		-delta_h 4.120		kcal

		#		-Vm  .9846  -5.3773  7.8635  -2.5567  .6911 5.5 # supcrt

		#		-gamma  5.5  0.0 

		Mg+2 + H2O = MgOH+ + H+

				-log_k		-11.44

				-delta_h 15.952 kcal

				-gamma		6.5		0.0

		Mg+2 + CO3-2 = MgCO3

				-log_k		2.98

				-delta_h 2.713		kcal

				-analytic		0.9910		0.00667

				-dw 4.21e-10

				-Vm  -.5837  -9.2067  9.3687  -2.3984  -.0300 # supcrt

		Mg+2 + H+ + CO3-2 = MgHCO3+

				-log_k		11.399

				-delta_h -2.771		kcal

				-analytic		48.6721		0.03252849		-2614.335		-18.00263		563713.9

				-dw 4.78e-10

				-Vm  2.7171  -1.1469  6.2008  -2.7316  .5985 4 # supcrt

				-gamma		4.0		0.0

		Mg+2 + SO4-2 = MgSO4

				-log_k		2.37

				-delta_h 4.550		kcal

				-dw 4.45e-10

				-Vm  2.4  -0.97  6.1  -2.74  # est'd

		Mg+2 + PO4-3 = MgPO4-

				-log_k		6.589

				-delta_h 3.10		kcal

				-gamma		5.4		0.0

		Mg+2 + HPO4-2 = MgHPO4

				-log_k		2.87

				-delta_h 3.3 kcal

		Mg+2 + H2PO4- = MgH2PO4+

				-log_k		1.513

				-delta_h 3.4 kcal

				-gamma		5.4		0.0

		Mg+2 + F- = MgF+

				-log_k		1.82

				-delta_h 3.20		kcal

				-Vm  .6494  -6.1958  8.1852  -2.5229  .9706 4.5 # supcrt

				-gamma		4.5		0.0

				Na+ + OH- = NaOH

				-log_k		-10 # remove this complex

		Na+ + CO3-2 = NaCO3-

				-log_k		1.27

				-delta_h 8.91 kcal

				-dw 5.85e-10

				-Vm  3.99  0  15.3  -8.12  3.11  0  2.7  0  0.026  1

				#-gamma		5.4		0.0

		Na+ + HCO3- = NaHCO3

				-log_k  -0.25

				-delta_h  -1 kcal

				-dw 6.73e-10

				-Vm  0.51

		Na+ + SO4-2 = NaSO4-

				-log_k		0.7

				-delta_h 1.120		kcal

				-dw 6.18e-10

				-Vm  1e-5  19.3  1.07  -2.05  3.41  0  4.7  0  0  0.77 # not in supcrt

				-gamma		5.4		0.0

		Na+ + HPO4-2 = NaHPO4-

				-log_k		0.29

				-gamma		5.4		0.0

		Na+ + F- = NaF

				-log_k		-0.24

				-Vm  2.7483  -1.0708  6.1709  -2.7347  -.030 # supcrt

		K+ + SO4-2 = KSO4-

				-log_k		0.85

				-delta_h 2.250		kcal

				-analytical  3.106  0.0  -673.6

				-dw 7.46e-10

				-gamma		5.4		0.0

		K+ + HPO4-2 = KHPO4-

				-log_k		0.29

				-gamma		5.4		0.0

		Fe+2 + H2O = FeOH+ + H+

				-log_k		-9.5

				-delta_h 13.20		kcal

				-gamma		5.0		0.0

		Fe+2 + 3H2O = Fe(OH)3- + 3H+ 

				-log_k -31.0

				-delta_h 30.3 kcal

				-gamma  5.0 0.0

		Fe+2 + Cl- = FeCl+

				-log_k		0.14

		Fe+2 + CO3-2 = FeCO3

				-log_k		4.38

		Fe+2 + HCO3- = FeHCO3+

				-log_k		2.0

		Fe+2 + SO4-2 = FeSO4

				-log_k		2.25

				-delta_h 3.230		kcal

		Fe+2 + HSO4- = FeHSO4+

				-log_k		1.08

		Fe+2 + 2HS- = Fe(HS)2

				-log_k		8.95

		Fe+2 + 3HS- = Fe(HS)3-

				-log_k		10.987

		Fe+2 + HPO4-2 = FeHPO4

				-log_k		3.6

		Fe+2 + H2PO4- = FeH2PO4+

				-log_k		2.7

				-gamma		5.4		0.0

		Fe+2 + F- = FeF+

				-log_k		1.0

		Fe+2 = Fe+3 + e-

				-log_k		-13.02

				-delta_h 9.680		kcal

				-gamma		9.0		0.0

		Fe+3 + H2O = FeOH+2 + H+

				-log_k		-2.19

				-delta_h 10.4		kcal

				-gamma		5.0		0.0

		Fe+3 + 2 H2O = Fe(OH)2+ + 2 H+

				-log_k		-5.67

				-delta_h 17.1		kcal

				-gamma		5.4		0.0

		Fe+3 + 3 H2O = Fe(OH)3 + 3 H+

				-log_k		-12.56

				-delta_h 24.8		kcal

		Fe+3 + 4 H2O = Fe(OH)4- + 4 H+

				-log_k		-21.6

				-delta_h 31.9		kcal

				-gamma		5.4		0.0

		Fe+2 + 2H2O = Fe(OH)2 + 2H+ 

				-log_k  -20.57

				-delta_h 28.565 kcal  

		2 Fe+3 + 2 H2O = Fe2(OH)2+4 + 2 H+

				-log_k		-2.95

				-delta_h 13.5		kcal

		3 Fe+3 + 4 H2O = Fe3(OH)4+5 + 4 H+

				-log_k		-6.3

				-delta_h 14.3		kcal

		Fe+3 + Cl- = FeCl+2

				-log_k		1.48

				-delta_h 5.6		kcal

				-gamma		5.0		0.0

		Fe+3 + 2 Cl- = FeCl2+

				-log_k		2.13

				-gamma		5.0		0.0

		Fe+3 + 3 Cl- = FeCl3

				-log_k		1.13

		Fe+3 + SO4-2 = FeSO4+

				-log_k		4.04

				-delta_h 3.91		kcal

				-gamma		5.0		0.0

		Fe+3 + HSO4- = FeHSO4+2

				-log_k		2.48

		Fe+3 + 2 SO4-2 = Fe(SO4)2-

				-log_k		5.38

				-delta_h 4.60		kcal

		Fe+3 + HPO4-2 = FeHPO4+

				-log_k		5.43

				-delta_h 5.76		kcal

				-gamma		5.0		0.0

		Fe+3 + H2PO4- = FeH2PO4+2

				-log_k		5.43

				-gamma		5.4		0.0

		Fe+3 + F- = FeF+2

				-log_k		6.2

				-delta_h 2.7		kcal

				-gamma		5.0		0.0

		Fe+3 + 2 F- = FeF2+

				-log_k		10.8

				-delta_h 4.8		kcal

				-gamma		5.0		0.0

		Fe+3 + 3 F- = FeF3

				-log_k		14.0

				-delta_h 5.4		kcal

		Mn+2 + H2O = MnOH+ + H+

				-log_k		-10.59

				-delta_h 14.40		kcal

				-gamma		5.0		0.0

		Mn+2 + 3H2O = Mn(OH)3- + 3H+ 

				-log_k  -34.8

				-gamma		5.0		0.0

		Mn+2 + Cl- = MnCl+

				-log_k		0.61

				-Vm  2.7448  -1.0793  6.1743  -2.7344  .3686 # supcrt

				-gamma		5.0		0.0

		Mn+2 + 2 Cl- = MnCl2

				-log_k		0.25

		Mn+2 + 3 Cl- = MnCl3-

				-log_k		-0.31

				-gamma		5.0		0.0

		Mn+2 + CO3-2 = MnCO3

				-log_k		4.9

		Mn+2 + HCO3- = MnHCO3+

				-log_k		1.95

				-gamma		5.0		0.0

		Mn+2 + SO4-2 = MnSO4

				-log_k		2.25

				-delta_h 3.370		kcal

				-Vm  2.4377  -1.8292  6.4690  -2.7034  -.0300 # supcrt

		Mn+2 + 2 NO3- = Mn(NO3)2

				-log_k		0.6

				-delta_h -0.396		kcal

		Mn+2 + F- = MnF+

				-log_k		0.84

				-gamma		5.0		0.0

		Mn+2 = Mn+3 + e-

				-log_k		-25.51

				-delta_h 25.80		kcal

				-gamma		9.0		0.0

		Al+3 + H2O = AlOH+2 + H+

				-log_k		-5.0

				-delta_h 11.49		kcal

				-analytic		-38.253		0.0		-656.27		14.327

				-Vm  -1.4649  -11.3582  10.2143  -2.3095  1.6668 5.4 # supcrt

				-gamma		5.4		0.0

		Al+3 + 2 H2O = Al(OH)2+ + 2 H+

				-log_k		-10.1

				-delta_h 26.90		kcal

				-analytic		88.50		0.0		-9391.6		-27.121

				-gamma		5.4		0.0

		Al+3 + 3 H2O = Al(OH)3 + 3 H+

				-log_k		-16.9

				-delta_h 39.89		kcal

				-analytic		226.374		0.0		-18247.8		-73.597

		Al+3 + 4 H2O = Al(OH)4- + 4 H+

				-log_k		-22.7

				-delta_h 42.30		kcal

				-analytic		51.578		0.0		-11168.9		-14.865

				-gamma		4.5		0.0

		Al+3 + SO4-2 = AlSO4+

				-log_k		3.5

				-delta_h 2.29 kcal

				-gamma		4.5		0.0

		Al+3 + 2SO4-2 = Al(SO4)2-

				-log_k		5.0

				-delta_h 3.11 kcal

				-gamma		4.5		0.0

		Al+3 + HSO4- = AlHSO4+2

				-log_k		0.46

		Al+3 + F- = AlF+2

				-log_k		7.0

				-delta_h 1.060		kcal

				-gamma		5.4		0.0

		Al+3 + 2 F- = AlF2+

				-log_k		12.7

				-delta_h 1.980		kcal

				-gamma		5.4		0.0

		Al+3 + 3 F- = AlF3

				-log_k		16.8

				-delta_h 2.160		kcal

		Al+3 + 4 F- = AlF4-

				-log_k		19.4

				-delta_h 2.20		kcal

				-gamma		4.5		0.0

		# Al+3 + 5 F- = AlF5-2

				# log_k		20.6

				# delta_h 1.840		kcal

		# Al+3 + 6 F- = AlF6-3

				# log_k		20.6

				# delta_h -1.670		kcal

		H4SiO4 = H3SiO4- + H+

				-log_k		-9.83

				-delta_h 6.12		kcal

				-analytic		-302.3724		-0.050698		15669.69		108.18466		-1119669.0

				-Vm  7.94  1.0881  5.3224  -2.8240  1.4767 # supcrt + H2O in a1

				-gamma		4		0.0

		H4SiO4 = H2SiO4-2 + 2 H+

				-log_k		-23.0

				-delta_h 17.6		kcal

				-analytic		-294.0184		-0.072650		11204.49		108.18466		-1119669.0

				-gamma		5.4		0.0

		H4SiO4 + 4 H+ + 6 F- = SiF6-2 + 4 H2O

				-log_k		30.18

				-delta_h -16.260		kcal

				-Vm  8.5311  13.0492  .6211  -3.3185  2.7716 # supcrt

				-gamma		5.0		0.0

		Ba+2 + H2O = BaOH+ + H+

				-log_k		-13.47

				-gamma		5.0		0.0

		Ba+2 + CO3-2 = BaCO3

				-log_k		2.71

				-delta_h 3.55		kcal

				-analytic		0.113		0.008721

				-Vm  .2907  -7.0717  8.5295  -2.4867  -.0300 # supcrt

		Ba+2 + HCO3- = BaHCO3+

				-log_k		0.982

				-delta_h 5.56 kcal

				-analytical		-3.0938		0.013669		0.0		0.0		0.0

		Ba+2 + SO4-2 = BaSO4

				-log_k		2.7

		Sr+2 + H2O = SrOH+ + H+

				-log_k		-13.29

				-gamma		5.0		0.0

		Sr+2 + CO3-2 + H+ = SrHCO3+

				-log_k		11.509

				-delta_h 2.489		kcal

				-analytic		104.6391		0.04739549		-5151.79		-38.92561		563713.9

				-gamma		5.4		0.0

		Sr+2 + CO3-2 = SrCO3

				-log_k		2.81

				-delta_h 5.22		kcal

				-analytic		-1.019		0.012826

				-Vm  -.1787  -8.2177  8.9799  -2.4393  -.0300 # supcrt

		Sr+2 + SO4-2 = SrSO4

				-log_k		2.29

				-delta_h 2.08		kcal

				-Vm  6.7910  -.9666  6.1300  -2.7390  -.0010 # celestite solubility

		Li+ + SO4-2 = LiSO4-

				-log_k		0.64

				-gamma		5.0		0.0

		Cu+2 + e- = Cu+

				-log_k		2.72

				-delta_h 1.65		kcal

				-gamma		2.5		0.0

		Cu+ + 2Cl- = CuCl2-

				-log_k		  5.50

				-delta_h -0.42 kcal

				-gamma  4.0  0.0

		Cu+ + 3Cl- = CuCl3-2

				-log_k		  5.70

				-delta_h 0.26 kcal

				-gamma  5.0  0.0  

		Cu+2 + CO3-2 = CuCO3 

				-log_k		  6.73

		Cu+2 + 2CO3-2 = Cu(CO3)2-2 

				-log_k		  9.83

				Cu+2 + HCO3- = CuHCO3+

				-log_k		  2.7

		Cu+2 + Cl- = CuCl+ 

				-log_k		  0.43

				-delta_h 8.65 kcal

				-gamma  4.0  0.0

		Cu+2 + 2Cl- = CuCl2 

				-log_k		  0.16

				-delta_h 10.56 kcal

		Cu+2 + 3Cl- = CuCl3-

				-log_k		  -2.29

				-delta_h 13.69 kcal

				-gamma  4.0  0.0

		Cu+2 + 4Cl- = CuCl4-2

				-log_k		  -4.59

				-delta_h 17.78 kcal

				-gamma  5.0  0.0

		Cu+2 + F- = CuF+ 

				-log_k		  1.26

				-delta_h 1.62 kcal

		Cu+2 + H2O = CuOH+ + H+

				-log_k		-8.0

				-gamma		4.0		0.0

		Cu+2 + 2 H2O = Cu(OH)2 + 2 H+

				-log_k		-13.68

		Cu+2 + 3 H2O = Cu(OH)3- + 3 H+

				-log_k		-26.9

		Cu+2 + 4 H2O = Cu(OH)4-2 + 4 H+

				-log_k		-39.6

		2Cu+2 + 2H2O = Cu2(OH)2+2 + 2H+ 

				-log_k  -10.359

				-delta_h 17.539 kcal

				-analytical  2.497  0.0  -3833.0  0.0  0.0

		Cu+2 + SO4-2 = CuSO4

				-log_k		2.31

				-delta_h 1.220		kcal

		Cu+2 + 3HS- = Cu(HS)3-

				-log_k  25.9

		Zn+2 + H2O = ZnOH+ + H+

				-log_k		-8.96

				-delta_h 13.4 kcal

		Zn+2 + 2 H2O = Zn(OH)2 + 2 H+

				-log_k		-16.9

		Zn+2 + 3 H2O = Zn(OH)3- + 3 H+

				-log_k		-28.4

		Zn+2 + 4 H2O = Zn(OH)4-2 + 4 H+

				-log_k		-41.2

		Zn+2 + Cl- = ZnCl+

				-log_k		0.43

				-delta_h 7.79 kcal

				-Vm  1.5844  -3.9128  7.2879  -2.6172  .2025 4

				-gamma  4.0  0.0

		Zn+2 + 2 Cl- = ZnCl2

				-log_k		0.45

				-delta_h 8.5 kcal

				-Vm  5.0570  4.5665  3.9552  -2.9678  -.0010

		Zn+2 + 3Cl- = ZnCl3-

				-log_k		0.5

				-delta_h 9.56 kcal

				-Vm  9.5417  15.5168  -.3487  -3.4205  1.2513

				-gamma  4.0  0.0

		Zn+2 + 4Cl- = ZnCl4-2

				-log_k		0.2

				-delta_h 10.96 kcal

				-Vm  14.6628  28.0213  -5.2636  -3.9374  2.6662

				-gamma  5.0  0.0

		Zn+2 + H2O + Cl- = ZnOHCl + H+ 

				-log_k  -7.48  

		Zn+2 + 2HS- = Zn(HS)2

				-log_k  14.94

		Zn+2 + 3HS- = Zn(HS)3-

				-log_k  16.1  

		Zn+2 + CO3-2 = ZnCO3

				-log_k		5.3

		Zn+2 + 2CO3-2 = Zn(CO3)2-2

				-log_k		9.63

		Zn+2 + HCO3- = ZnHCO3+

				-log_k		2.1

		Zn+2 + SO4-2 = ZnSO4

				-log_k		2.37

				-delta_h 1.36 kcal

		Zn+2 + 2SO4-2 = Zn(SO4)2-2

				-log_k		3.28

		Zn+2 + Br- = ZnBr+ 

				-log_k  -0.58

		Zn+2 + 2Br- = ZnBr2

				-log_k  -0.98

		Zn+2 + F- = ZnF+ 

				-log_k  1.15

				-delta_h 2.22 kcal

		Cd+2 + H2O = CdOH+ + H+

				-log_k		-10.08

				-delta_h 13.1 kcal

		Cd+2 + 2 H2O = Cd(OH)2 + 2 H+

				-log_k		-20.35

		Cd+2 + 3 H2O = Cd(OH)3- + 3 H+

				-log_k		-33.3

		Cd+2 + 4 H2O = Cd(OH)4-2 + 4 H+

				-log_k		-47.35

		2Cd+2 + H2O = Cd2OH+3 + H+ 

				-log_k  -9.39

				-delta_h 10.9 kcal

		Cd+2 + H2O + Cl- = CdOHCl + H+ 

				-log_k  -7.404

				-delta_h 4.355 kcal

		Cd+2 + NO3- = CdNO3+

				-log_k  0.4

				-delta_h -5.2 kcal

		Cd+2 + Cl- = CdCl+

				-log_k		1.98

				-delta_h 0.59 kcal

		Cd+2 + 2 Cl- = CdCl2

				-log_k		2.6

				-delta_h 1.24 kcal

		Cd+2 + 3 Cl- = CdCl3-

				-log_k		2.4

				-delta_h 3.9 kcal

		Cd+2 + CO3-2 = CdCO3

				-log_k		2.9

		Cd+2 + 2CO3-2 = Cd(CO3)2-2

				-log_k		6.4

		Cd+2 + HCO3- = CdHCO3+

				-log_k		1.5

		Cd+2 + SO4-2 = CdSO4

				-log_k		2.46

				-delta_h 1.08 kcal

		Cd+2 + 2SO4-2 = Cd(SO4)2-2

				-log_k		3.5

		Cd+2 + Br- = CdBr+ 

				-log_k  2.17

				-delta_h -0.81 kcal

		Cd+2 + 2Br- = CdBr2

				-log_k  2.9

		Cd+2 + F- = CdF+ 

				-log_k  1.1

		Cd+2 + 2F- = CdF2

				-log_k  1.5  

		Cd+2 + HS- = CdHS+ 

				-log_k  10.17

		Cd+2 + 2HS- = Cd(HS)2 

				-log_k  16.53

		Cd+2 + 3HS- = Cd(HS)3-

				-log_k  18.71

		Cd+2 + 4HS- = Cd(HS)4-2

				-log_k  20.9  

		Pb+2 + H2O = PbOH+ + H+

				-log_k		-7.71

		Pb+2 + 2 H2O = Pb(OH)2 + 2 H+

				-log_k		-17.12

		Pb+2 + 3 H2O = Pb(OH)3- + 3 H+

				-log_k		-28.06

		Pb+2 + 4 H2O = Pb(OH)4-2 + 4 H+

				-log_k		-39.7

		2 Pb+2 + H2O = Pb2OH+3 + H+

				-log_k		-6.36

		Pb+2 + Cl- = PbCl+

				-log_k		1.6

				-delta_h 4.38 kcal

				-Vm  2.8934  -.7165  6.0316  -2.7494  .1281 6

		Pb+2 + 2 Cl- = PbCl2

				-log_k		1.8

				-delta_h 1.08 kcal

				-Vm  6.5402  8.1879  2.5318  -3.1175  -.0300

		Pb+2 + 3 Cl- = PbCl3-

				-log_k		1.7

				-delta_h 2.17 kcal

				-Vm  11.0396  19.1743  -1.7863  -3.5717  .7356

		Pb+2 + 4 Cl- = PbCl4-2

				-log_k		1.38

				-delta_h 3.53 kcal

				-Vm  16.4150  32.2997  -6.9452  -4.1143  2.3118

		Pb+2 + CO3-2 = PbCO3

				-log_k		7.24

		Pb+2 + 2 CO3-2 = Pb(CO3)2-2

				-log_k		10.64

		Pb+2 + HCO3- = PbHCO3+

				-log_k		2.9

		Pb+2 + SO4-2 = PbSO4

				-log_k		2.75

		Pb+2 + 2 SO4-2 = Pb(SO4)2-2

				-log_k		3.47

		Pb+2 + 2HS- = Pb(HS)2 

				-log_k  15.27

		Pb+2 + 3HS- = Pb(HS)3-

				-log_k  16.57

		3Pb+2 + 4H2O = Pb3(OH)4+2 + 4H+ 

				-log_k  -23.88

				-delta_h 26.5 kcal  

		Pb+2 + NO3- = PbNO3+

				-log_k		1.17

		Pb+2 + Br- = PbBr+ 

				-log_k  1.77

				-delta_h 2.88 kcal

		Pb+2 + 2Br- = PbBr2 

				-log_k  1.44

		Pb+2 + F- = PbF+ 

				-log_k  1.25

		Pb+2 + 2F- = PbF2

				-log_k  2.56

		Pb+2 + 3F- = PbF3-

				-log_k  3.42

		Pb+2 + 4F- = PbF4-2

				-log_k  3.1  

		PHASES

		Calcite

				CaCO3 = CO3-2 + Ca+2

				-log_k		-8.48

				-delta_h -2.297 kcal

				-analytic		-171.9065		-0.077993		2839.319		71.595

				-Vm 36.9 cm3/mol # MW (100.09 g/mol) / rho (2.71 g/cm3)

		Aragonite

				CaCO3 = CO3-2 + Ca+2

				-log_k		-8.336

				-delta_h -2.589 kcal

				-analytic		-171.9773		-0.077993		2903.293		71.595

				-Vm 34.04

		# begin modification stimela.dat 

		# adding Vaterite from Aragonite according Standard Methods 2330 (2010) 

		Vaterite

				CaCO3 = CO3-2 + Ca+2

				log_k		   -8.336  # overruled by -analytic

				delta_h -2.589 kcal  # overruled by -analytic

				-analytic       -172.1295     -0.077993      3074.688      71.595

				-Vm 39.41 cm3/mol # MW (100.09 g/mol) / rho (2.54 g/cm3)

		# end modification stimela.dat

		Dolomite

				CaMg(CO3)2 = Ca+2 + Mg+2 + 2 CO3-2

				-log_k		-17.09

				-delta_h  -9.436 kcal

				-Vm 64.5

		Siderite

				FeCO3 = Fe+2 + CO3-2

				-log_k		-10.89

				-delta_h  -2.480 kcal

				-Vm 29.2

		Rhodochrosite

				MnCO3 = Mn+2 + CO3-2

				-log_k		-11.13

				-delta_h  -1.430 kcal

				-Vm 31.1

		Strontianite

				SrCO3 = Sr+2 + CO3-2

				-log_k		-9.271

				-delta_h -0.400 kcal

				-analytic		155.0305		0.0		-7239.594		-56.58638

				-Vm 39.69

		Witherite

				BaCO3 = Ba+2 + CO3-2

				-log_k		-8.562

				-delta_h  0.703 kcal

				-analytic		607.642		0.121098		-20011.25		-236.4948

				-Vm 46

		Gypsum

				CaSO4:2H2O = Ca+2 + SO4-2 + 2 H2O

				-log_k		-4.58

				-delta_h -0.109 kcal

				-analytic		68.2401		0.0		-3221.51		-25.0627

				-Vm 73.9 # 172.18 / 2.33  (Vm H2O = 13.9 cm3/mol)

		Anhydrite

				CaSO4 = Ca+2 + SO4-2

				-log_k		-4.36

				-delta_h -1.710 kcal

				-analytic  84.90  0  -3135.12  -31.79 # 50 - 160oC, 1 - 1e3 atm, anhydrite dissolution, Blount and Dickson, 1973, Am. Mineral. 58, 323.

				-Vm 46.1 # 136.14 / 2.95

		Celestite

				SrSO4 = Sr+2 + SO4-2

				-log_k		-6.63

				-delta_h -4.037 kcal

		#		-analytic		-14805.9622		-2.4660924		756968.533		5436.3588		-40553604.0

				-analytic  -7.14 6.11e-3  75 0 0 -1.79e-5  # Howell et al., 1992, JCED 37, 464.

				-Vm 46.4

		Barite

				BaSO4 = Ba+2 + SO4-2

				-log_k		-9.97

				-delta_h  6.35 kcal

				-analytic		136.035		0.0		-7680.41		-48.595

				-Vm 51.9

		Hydroxyapatite

				Ca5(PO4)3OH + 4 H+ = H2O + 3 HPO4-2 + 5 Ca+2

				-log_k		 -3.421

				-delta_h -36.155 kcal

				-Vm 128.9

		Fluorite

				CaF2 = Ca+2 + 2 F-

				-log_k		-10.6

				-delta_h   4.69 kcal

				-analytic		66.348		0.0		-4298.2		-25.271

				-Vm 15.7

		SiO2(a)

				SiO2 + 2 H2O = H4SiO4

				-log_k		-2.71

				-delta_h  3.340 kcal

				-analytic		-0.26		0.0		-731.0

		Chalcedony

				SiO2 + 2 H2O = H4SiO4

				-log_k		-3.55

				-delta_h  4.720 kcal

				-analytic		-0.09		0.0		-1032.0

				-Vm 23.1

		Quartz

				SiO2 + 2 H2O = H4SiO4

				-log_k		-3.98

				-delta_h  5.990 kcal

				-analytic		0.41		0.0		-1309.0

				-Vm 22.67

		Gibbsite

				Al(OH)3 + 3 H+ = Al+3 + 3 H2O

				-log_k		  8.11

				-delta_h -22.800 kcal

		Al(OH)3(a)

				Al(OH)3 + 3 H+ = Al+3 + 3 H2O

				-log_k		 10.8

				-delta_h -26.500 kcal

		Kaolinite

				Al2Si2O5(OH)4 + 6 H+ = H2O + 2 H4SiO4 + 2 Al+3

				-log_k		  7.435

				-delta_h -35.300 kcal

		Albite

				NaAlSi3O8 + 8 H2O = Na+ + Al(OH)4- + 3 H4SiO4

				-log_k		-18.002

				-delta_h 25.896 kcal

		Anorthite

				CaAl2Si2O8 + 8 H2O = Ca+2 + 2 Al(OH)4- + 2 H4SiO4

				-log_k		-19.714

				-delta_h 11.580 kcal

		K-feldspar

				KAlSi3O8 + 8 H2O = K+ + Al(OH)4- + 3 H4SiO4

				-log_k		-20.573

				-delta_h 30.820		kcal

		K-mica

				KAl3Si3O10(OH)2 + 10 H+ = K+ + 3 Al+3 + 3 H4SiO4

				-log_k		12.703

				-delta_h -59.376 kcal

		Chlorite(14A)

				Mg5Al2Si3O10(OH)8 + 16H+ = 5Mg+2 + 2Al+3 + 3H4SiO4 + 6H2O

				-log_k		68.38

				-delta_h -151.494 kcal

		Ca-Montmorillonite

				Ca0.165Al2.33Si3.67O10(OH)2 + 12 H2O = 0.165Ca+2 + 2.33 Al(OH)4- + 3.67 H4SiO4 + 2 H+

				-log_k		-45.027

				-delta_h 58.373		kcal

		Talc

				Mg3Si4O10(OH)2 + 4 H2O + 6 H+ = 3 Mg+2 + 4 H4SiO4

				-log_k		21.399

				-delta_h -46.352 kcal

		Illite

				K0.6Mg0.25Al2.3Si3.5O10(OH)2 + 11.2H2O = 0.6K+ + 0.25Mg+2 + 2.3Al(OH)4- + 3.5H4SiO4 + 1.2H+

				-log_k		-40.267

				-delta_h 54.684 kcal

		Chrysotile

				Mg3Si2O5(OH)4 + 6 H+ = H2O + 2 H4SiO4 + 3 Mg+2

				-log_k		32.2

				-delta_h -46.800 kcal

				-analytic		13.248		0.0		10217.1		-6.1894

		Sepiolite

				Mg2Si3O7.5OH:3H2O + 4 H+ + 0.5H2O = 2 Mg+2 + 3 H4SiO4

				-log_k		15.760

				-delta_h -10.700 kcal

		Sepiolite(d)

				Mg2Si3O7.5OH:3H2O + 4 H+ + 0.5H2O = 2 Mg+2 + 3 H4SiO4

				-log_k		18.66

		Hematite

				Fe2O3 + 6 H+ = 2 Fe+3 + 3 H2O

				-log_k		-4.008

				-delta_h -30.845 kcal

		Goethite

				FeOOH + 3 H+ = Fe+3 + 2 H2O

				-log_k		-1.0

				-delta_h		 -14.48 kcal

		Fe(OH)3(a)

				Fe(OH)3 + 3 H+ = Fe+3 + 3 H2O

				-log_k		4.891

		Pyrite

				FeS2 + 2 H+ + 2 e- = Fe+2 + 2 HS-

				-log_k		-18.479

				-delta_h 11.300 kcal

		FeS(ppt)

				FeS + H+ = Fe+2 + HS-

				-log_k		-3.915

		Mackinawite

				FeS + H+ = Fe+2 + HS-

				-log_k		-4.648

		Sulfur

				S + 2H+ + 2e- = H2S

				-log_k		4.882

				-delta_h -9.5 kcal

		Vivianite

				Fe3(PO4)2:8H2O = 3 Fe+2 + 2 PO4-3 + 8 H2O

				-log_k		-36.0

		Pyrolusite		# H2O added for surface calc's

				MnO2:H2O + 4 H+ + 2 e- = Mn+2 + 3 H2O

				-log_k		41.38

				-delta_h -65.110 kcal

		Hausmannite

				Mn3O4 + 8 H+ + 2 e- = 3 Mn+2 + 4 H2O

				-log_k		61.03

				-delta_h -100.640 kcal

		Manganite

				MnOOH + 3 H+ + e- = Mn+2 + 2 H2O

				-log_k		25.34

		Pyrochroite

				Mn(OH)2 + 2 H+ = Mn+2 + 2 H2O

				-log_k		15.2

		Halite

				NaCl  =  Cl- + Na+

				log_k		  1.570

				-delta_h  1.37

				#-analytic -713.4616   -.1201241   37302.21    262.4583    -2106915.

				-Vm 27.1

		Sylvite

				KCl  = K+ + Cl-

				log_k		   0.900

				-analytic     3.984     0.0		 -919.55

				Vm 37.5

		CO2(g)

				CO2 = CO2

				-log_k		-1.468

				-delta_h -4.776 kcal

				-analytic  109.534  1.9913e-2  -6986.04  -40.83  669370

				-T_c  304.2 # critical T, K

				-P_c   72.86 # critical P, atm

				-Omega 0.225 # acentric factor

		H2O(g)

				H2O = H2O

				-log_k  1.506; delta_h -44.03 kJ

				-T_c  647.3

				-P_c  217.60

				-Omega 0.344

				-analytic   -16.5066 -2.0013E-3  2710.7  3.7646  0 2.24E-6

		# Gases from LLNL...

		O2(g)

				O2 = O2

				-log_k   -2.8983

				-analytic -7.5001 7.8981e-3 0.0 0.0 2.0027e5

				-T_c  154.6

				-P_c   49.80

				-Omega 0.021

		H2(g)

				H2 = H2

				-log_k		   -3.1050

				-delta_h -4.184  kJ

				-analytic   -9.3114    4.6473e-3   -49.335    1.4341    1.2815e5

				-T_c  33.2

				-P_c   12.80

				-Omega 0.225

		N2(g)

				N2 = N2

				-log_k				 -3.1864

				-analytic -58.453 1.818e-3  3199  17.909 -27460

				-T_c  126.2

				-P_c   33.50

				-Omega 0.039

		H2S(g)

				H2S  =  H+ + HS-

				-log_k		   -7.9759

				-analytic -97.354 -3.1576e-2 1.8285e3 37.44 28.56

				-T_c  373.2

				-P_c  88.20

				-Omega 0.1

		CH4(g)

				CH4 = CH4

				-log_k		   -2.8502

				-analytic -24.027 4.7146e-3 372.27 6.4264 2.3362e5

				-T_c  190.6

				-P_c   45.40

				-Omega 0.008

		NH3(g)

				NH3 = NH3

				-log_k		   1.7966

				-analytic -18.758 3.3670e-4 2.5113e3 4.8619 39.192

				-T_c  405.6

				-P_c   111.3

				-Omega 0.25

		#Amm(g)

		#		Amm = Amm

		#		-log_k		   1.7966

		#		-analytic -18.758 3.3670e-4 2.5113e3 4.8619 39.192

		#		-T_c  405.6

		#		-P_c   111.3

		#		-Omega 0.25

		# redox-uncoupled gases

		Oxg(g)

				Oxg = Oxg

				-analytic -7.5001 7.8981e-3 0.0 0.0 2.0027e5

				-T_c  154.6 ; -P_c   49.80 ; -Omega 0.021

		Hdg(g)

				Hdg = Hdg

				-analytic   -9.3114    4.6473e-3   -49.335    1.4341    1.2815e5

				-T_c  33.2 ; -P_c   12.80 ; -Omega 0.225

		Ntg(g)

				Ntg = Ntg

				-analytic -58.453 1.81800e-3  3199  17.909 -27460

				T_c  126.2 ; -P_c   33.50 ; -Omega 0.039

		Mtg(g)

				Mtg = Mtg

				-analytic -24.027 4.7146e-3 3.7227e2 6.4264 2.3362e5

				-T_c  190.6 ; -P_c   45.40 ; -Omega 0.008

		H2Sg(g)

				H2Sg  =  H+ + HSg-

				-analytic -97.354 -3.1576e-2 1.8285e3 37.44 28.56

				-T_c  373.2 ; -P_c  88.20 ; -Omega 0.1

		# begin modification stimela.dat 

		# uniform notation of elements in redox-uncoupled gases

		[N-3]H3(g)

				[N-3]H3 = [N-3]H3

				-log_k		   1.7966

				-analytic -18.758 3.3670e-4 2.5113e3 4.8619 39.192

				-T_c  405.6

				-P_c   111.3

				-Omega 0.25

		[C-4]H4(g)

				[C-4]H4 = [C-4]H4

				-analytic -24.027 4.7146e-3 3.7227e2 6.4264 2.3362e5

				-T_c  190.6 ; -P_c   45.40 ; -Omega 0.008

		H2[S-2](g)

				H2[S-2]  =  H+ + H[S-2]-

				-analytic -97.354 -3.1576e-2 1.8285e3 37.44 28.56

				-T_c  373.2 ; -P_c  88.20 ; -Omega 0.1

		# end modification stimela.dat

		Melanterite

				FeSO4:7H2O = 7 H2O + Fe+2 + SO4-2

				-log_k		-2.209

				-delta_h 4.910		kcal

				-analytic		1.447		-0.004153		0.0		0.0		-214949.0

		Alunite

				KAl3(SO4)2(OH)6 + 6 H+ = K+ + 3 Al+3 + 2 SO4-2 + 6H2O

				-log_k		-1.4

				-delta_h -50.250 kcal

		Jarosite-K

				KFe3(SO4)2(OH)6 + 6 H+ = 3 Fe+3 + 6 H2O + K+ + 2 SO4-2

				-log_k		-9.21

				-delta_h -31.280 kcal

		Zn(OH)2(e)

				Zn(OH)2 + 2 H+ = Zn+2 + 2 H2O

				-log_k		11.5

		Smithsonite

				ZnCO3 = Zn+2 + CO3-2

				-log_k		-10.0

				-delta_h -4.36		kcal

		Sphalerite

				ZnS + H+ = Zn+2 + HS-

				-log_k		-11.618

				-delta_h 8.250		kcal

		Willemite		289

				Zn2SiO4 + 4H+ = 2Zn+2 + H4SiO4

				-log_k		15.33

				-delta_h -33.37		kcal

		Cd(OH)2

				Cd(OH)2 + 2 H+ = Cd+2 + 2 H2O

				-log_k		13.65

		Otavite		315

				CdCO3 = Cd+2 + CO3-2

				-log_k		-12.1

				-delta_h -0.019		kcal

		CdSiO3		328

				CdSiO3 + H2O + 2H+ = Cd+2 + H4SiO4

				-log_k		9.06

				-delta_h -16.63		kcal

		CdSO4		329

				CdSO4 = Cd+2 + SO4-2

				-log_k		-0.1

				-delta_h -14.74		kcal

		Cerrusite		365

				PbCO3 = Pb+2 + CO3-2

				-log_k		-13.13

				-delta_h 4.86		kcal

		Anglesite		384

				PbSO4 = Pb+2 + SO4-2

				-log_k		-7.79

				-delta_h 2.15		kcal

		Pb(OH)2		389

				Pb(OH)2 + 2H+ = Pb+2 + 2H2O

				-log_k		8.15

				-delta_h -13.99		kcal

		EXCHANGE_MASTER_SPECIES

				X		X-

		EXCHANGE_SPECIES

				X- = X-

				-log_k		0.0

				Na+ + X- = NaX

				-log_k		0.0

				-gamma		4.08 0.082

				K+ + X- = KX

				-log_k		0.7

				-gamma		3.5		0.015

				-delta_h  -4.3		# Jardine & Sparks, 1984

				Li+ + X- = LiX

				-log_k		-0.08

				-gamma		6.0		0.0

				-delta_h  1.4		# Merriam & Thomas, 1956

		# !!!!!

		#		H+ + X- = HX

		#		-log_k		1.0

		#		-gamma		9.0		0.0

				NH4+ + X- = NH4X

				log_k   0.6

				-gamma  2.5     0.0

				delta_h  -2.4   # Laudelout et al., 1968

		#		AmmH+ + X- = AmmHX

		#		-log_k		0.6

		#		-gamma		2.5		0.0

		#		-delta_h  -2.4		# Laudelout et al., 1968

		# begin modification stimela.dat 

				[N-3]H4+ + X- = [N-3]H4X

				-log_k		0.6

				-gamma		2.5		0.0

				-delta_h  -2.4		# Laudelout et al., 1968

		# end modification stimela.dat

				Ca+2 + 2X- = CaX2

				-log_k		0.8

				-gamma		5.0		0.165

				-delta_h  7.2    # Van Bladel & Gheyl, 1980

				Mg+2 + 2X- = MgX2

				-log_k		0.6

				-gamma		5.5		0.2

				-delta_h  7.4		# Laudelout et al., 1968

				Sr+2 + 2X- = SrX2

				-log_k		0.91

				-gamma		5.26		0.121

				-delta_h  5.5		# Laudelout et al., 1968

				Ba+2 + 2X- = BaX2

				-log_k		0.91

				-gamma		5.0		0.0

				-delta_h  4.5		# Laudelout et al., 1968

				Mn+2 + 2X- = MnX2

				-log_k		0.52

				-gamma		6.0		0.0

				Fe+2 + 2X- = FeX2

				-log_k		0.44

				-gamma		6.0		0.0

				Cu+2 + 2X- = CuX2

				-log_k		0.6

				-gamma		6.0		0.0

				Zn+2 + 2X- = ZnX2

				-log_k		0.8

				-gamma		5.0		0.0

				Cd+2 + 2X- = CdX2

				-log_k		0.8

				-gamma 0.0  0.0

				Pb+2 + 2X- = PbX2

				-log_k		1.05

				-gamma 0.0  0.0

				Al+3 + 3X- = AlX3

				-log_k		0.41

				-gamma		9.0		0.0

				AlOH+2 + 2X- = AlOHX2

				-log_k		0.89

				-gamma		0.0		0.0

		SURFACE_MASTER_SPECIES

				Hfo_s		Hfo_sOH

				Hfo_w		Hfo_wOH

		SURFACE_SPECIES

		# All surface data from

		# Dzombak and Morel, 1990

		#

		#

		# Acid-base data from table 5.7

		#

		# strong binding site--Hfo_s,

				Hfo_sOH = Hfo_sOH

				-log_k		0.0

				Hfo_sOH		+ H+ = Hfo_sOH2+

				-log_k		7.29		# = pKa1,int

				Hfo_sOH = Hfo_sO- + H+

				-log_k		-8.93		# = -pKa2,int

		# weak binding site--Hfo_w

				Hfo_wOH = Hfo_wOH

				-log_k		0.0

				Hfo_wOH		+ H+ = Hfo_wOH2+

				-log_k		7.29		# = pKa1,int

				Hfo_wOH = Hfo_wO- + H+

				-log_k		-8.93		# = -pKa2,int

		###############################################

		# CATIONS #

		###############################################

		#

		# Cations from table 10.1 or 10.5

		#

		# Calcium

				Hfo_sOH + Ca+2 = Hfo_sOHCa+2

				-log_k		4.97

				Hfo_wOH + Ca+2 = Hfo_wOCa+ + H+

				-log_k -5.85

		# Strontium

				Hfo_sOH + Sr+2 = Hfo_sOHSr+2

				-log_k		5.01

				Hfo_wOH + Sr+2 = Hfo_wOSr+ + H+

				-log_k -6.58

				Hfo_wOH + Sr+2 + H2O = Hfo_wOSrOH + 2H+

				-log_k -17.6

		# Barium

				Hfo_sOH + Ba+2 = Hfo_sOHBa+2

				-log_k		5.46

				Hfo_wOH + Ba+2 = Hfo_wOBa+ + H+

				-log_k		-7.2		# table 10.5

		#

		# Cations from table 10.2

		#

		# Cadmium

				Hfo_sOH + Cd+2 = Hfo_sOCd+ + H+

				-log_k		0.47

				Hfo_wOH + Cd+2 = Hfo_wOCd+ + H+

				-log_k		-2.91

		# Zinc

				Hfo_sOH + Zn+2 = Hfo_sOZn+ + H+

				-log_k		0.99

				Hfo_wOH + Zn+2 = Hfo_wOZn+ + H+

				-log_k		-1.99

		# Copper

				Hfo_sOH + Cu+2 = Hfo_sOCu+ + H+

				-log_k		2.89

				Hfo_wOH + Cu+2 = Hfo_wOCu+ + H+

				-log_k		0.6		# table 10.5

		# Lead

				Hfo_sOH + Pb+2 = Hfo_sOPb+ + H+

				-log_k		4.65

				Hfo_wOH + Pb+2 = Hfo_wOPb+ + H+

				-log_k		0.3		# table 10.5

		#

		# Derived constants table 10.5

		#

		# Magnesium

				Hfo_wOH + Mg+2 = Hfo_wOMg+ + H+

				-log_k -4.6

		# Manganese

				Hfo_sOH + Mn+2 = Hfo_sOMn+ + H+

				-log_k		-0.4		# table 10.5

				Hfo_wOH + Mn+2 = Hfo_wOMn+ + H+

				-log_k -3.5		# table 10.5

		# Iron, strong site: Appelo, Van der Weiden, Tournassat & Charlet, EST 36, 3096

				Hfo_sOH + Fe+2 = Hfo_sOFe+ + H+

				-log_k		-0.95

		# Iron, weak site: Liger et al., GCA 63, 2939, re-optimized for D&M

				Hfo_wOH + Fe+2 = Hfo_wOFe+ + H+

				-log_k -2.98

				Hfo_wOH + Fe+2 + H2O = Hfo_wOFeOH + 2H+

				-log_k -11.55

		###############################################

		# ANIONS #

		###############################################

		#

		# Anions from table 10.6

		#

		# Phosphate

				Hfo_wOH + PO4-3 + 3H+ = Hfo_wH2PO4 + H2O

				-log_k		31.29

				Hfo_wOH + PO4-3 + 2H+ = Hfo_wHPO4- + H2O

				-log_k		25.39

				Hfo_wOH + PO4-3 + H+ = Hfo_wPO4-2 + H2O

				-log_k		17.72

		#

		# Anions from table 10.7

		#

		# Borate

				Hfo_wOH + H3BO3 = Hfo_wH2BO3 + H2O

				-log_k		0.62

		#

		# Anions from table 10.8

		#

		# Sulfate

				Hfo_wOH + SO4-2 + H+ = Hfo_wSO4- + H2O

				-log_k		7.78

				Hfo_wOH + SO4-2 = Hfo_wOHSO4-2

				-log_k		0.79

		#

		# Derived constants table 10.10

		#

				Hfo_wOH + F- + H+ = Hfo_wF + H2O

				-log_k		8.7

				Hfo_wOH + F- = Hfo_wOHF-

				-log_k		1.6

		#

		# Carbonate: Van Geen et al., 1994 reoptimized for D&M model

		#

				Hfo_wOH + CO3-2 + H+ = Hfo_wCO3- + H2O

				-log_k		12.56

				Hfo_wOH + CO3-2 + 2H+= Hfo_wHCO3 + H2O

				-log_k		20.62

		RATES

		#######

		# Example of quartz kinetic rates block:

		#KINETICS

		#Quartz

		#-m0  158.8		    # 90 % Qu

		#-parms 23.13  1.5

		#-step 3.1536e8 in 10

		#-tol 1e-12

		# Rate definition:

		 Quartz

		  -start

		 #1 rem Specific rate k from Rimstidt and Barnes, 1980, GCA 44,1683

		 #2 rem  k = 10^-13.7 mol/m2/s (25 C), Ea = 90 kJ/mol

		 #2 rem  sp. rate * parm(2) due to salts (Dove and Rimstidt, MSA Rev. 29, 259)

		 #4 rem  parm(1) = A (m2) recalc's to mol/s

		 #5 rem  parm(2) salt correction: (1 + 1.5 * c_Na (mM)), < 35

		 10 dif_temp = 1/TK - 1/298

		  20 pk_w = 13.7 + 4700.4 * dif_temp

		  40 moles = parm(1) * parm(2) * (m/m0)^0.67 * 10^-pk_w * (1 -  SR("Quartz"))

		#						 Integrate...

		  50 save moles * time

		  -end

		###########

		#K-feldspar

		###########

		# Example of KINETICS data block for K-feldspar rate:

		#		KINETICS 1

		#		K-feldspar

		#				-m0 2.16  # 10% K-fsp, 0.1 mm cubes

		#				-m  1.94

		#				-parms 1.36e4  0.1

		K-feldspar

		      -start

		#1 rem specific rate from Sverdrup, 1990, in kmol/m2/s

		#2 rem parm(1) = 10 * (A/V, 1/dm) (recalc's sp. rate to mol/kgw)

		#3 rem parm(2) = corrects for field rate relative to lab rate

		#4 rem temp corr: from p. 162. E (kJ/mol) / R / 2.303 = H in H*(1/T-1/298)

		10    dif_temp = 1/TK - 1/298

		20    pk_H = 12.5 + 3134 * dif_temp

		30    pk_w = 15.3 + 1838 * dif_temp

		40    pk_OH = 14.2 + 3134 * dif_temp

		50    pk_CO2 = 14.6 + 1677 * dif_temp

		#60   pk_org = 13.9 + 1254 * dif_temp  # rate increase with DOC

		70    rate = 10^-pk_H * ACT("H+")^0.5 + 10^-pk_w + 10^-pk_OH * ACT("OH-")^0.3

		71    rate = rate + 10^-pk_CO2 * (10^SI("CO2(g)"))^0.6

		#72   rate = rate + 10^-pk_org * TOT("DOC")^0.4

		80    moles = parm(1) * parm(2) * rate * (1 - SR("K-feldspar")) * time

		81 rem decrease rate on precipitation

		90    if SR("K-feldspar") > 1 then moles = moles * 0.1

		100   save moles

		      -end

		###########

		#Albite

		###########

		# Example of KINETICS data block for Albite rate:

		#		KINETICS 1

		#		Albite

		#				-m0 0.43  # 2% Albite, 0.1 mm cubes

		#				-parms 2.72e3  0.1

		Albite

		      -start

		#1 rem specific rate from Sverdrup, 1990, in kmol/m2/s

		#2 rem parm(1) = 10 * (A/V, 1/dm) (recalc's sp. rate to mol/kgw)

		#3 rem parm(2) = corrects for field rate relative to lab rate

		#4 rem temp corr: from p. 162. E (kJ/mol) / R / 2.303 = H in H*(1/T-1/298)

		10    dif_temp = 1/TK - 1/298

		20    pk_H = 12.5 + 3359 * dif_temp

		30    pk_w = 14.8 + 2648 * dif_temp

		40    pk_OH = 13.7 + 3359 * dif_temp

		#41 rem		 ^12.9 in Sverdrup, but larger than for oligoclase...

		50    pk_CO2 = 14.0 + 1677 * dif_temp

		#60   pk_org = 12.5 + 1254 * dif_temp # ...rate increase for DOC

		70    rate = 10^-pk_H * ACT("H+")^0.5 + 10^-pk_w + 10^-pk_OH * ACT("OH-")^0.3

		71    rate = rate + 10^-pk_CO2 * (10^SI("CO2(g)"))^0.6

		#72   rate = rate + 10^-pk_org * TOT("DOC")^0.4

		80    moles = parm(1) * parm(2) * rate * (1 - SR("Albite")) * time

		81 rem decrease rate on precipitation

		90    if SR("Albite") > 1 then moles = moles * 0.1

		100   save moles

		      -end

		########

		#Calcite

		########

		# Example of KINETICS data block for calcite rate:

		#		KINETICS 1

		#		Calcite

		#				-tol    1e-8

		#				-m0		 3.e-3

		#				-m		3.e-3

		#				-parms		50		  0.6

		Calcite

		  -start

		   1 rem		parm(1) = A/V, 1/dm		parm(2) = exponent for m/m0

		   10 si_cc = si("Calcite")

		   20 if (m <= 0  and si_cc < 0) then goto 200

		   30  k1 = 10^(0.198 - 444.0 / (273.16 + tc) )

		   40  k2 = 10^(2.84 - 2177.0 / (273.16 + tc) )

		   50  if tc <= 25 then k3 = 10^(-5.86 - 317.0 / (273.16 + tc) )

		   60  if tc > 25 then k3 = 10^(-1.1 - 1737.0 / (273.16 + tc) )

		   70   t = 1

		   80   if m0 > 0 then t = m/m0

		   90   if t = 0 then t = 1

		   100   moles = parm(1) * 0.1 * (t)^parm(2)

		   110   moles = moles * (k1 * act("H+") + k2 * act("CO2") + k3 * act("H2O"))

		   120   moles = moles * (1 - 10^(2/3*si_cc))

		   130   moles = moles * time

		   140  if (moles > m) then moles = m

		   150 if (moles >= 0) then goto 200

		   160  temp = tot("Ca")

		   170  mc  = tot("C(4)")

		   180  if mc < temp then temp = mc

		   190  if -moles > temp then moles = -temp

		   200 save moles

		  -end

		#######

		#Pyrite

		#######

		# Example of KINETICS data block for pyrite rate:

		#		KINETICS 1

		#		Pyrite

		#				-tol    1e-8

		#				-m0		 5.e-4

		#				-m		5.e-4

		#				-parms -5.0		 0.1		 .5		 -0.11

		Pyrite

		  -start

		   1 rem		parm(1) = log10(A/V, 1/dm)		parm(2) = exp for (m/m0)

		   2 rem		parm(3) = exp for O2				parm(4) = exp for H+

		   10 if (m <= 0) then goto 200

		   20 if (si("Pyrite") >= 0) then goto 200

		   30  rate = -10.19 + parm(1) + parm(3)*lm("O2") + parm(4)*lm("H+") + parm(2)*log10(m/m0)

		   40  moles = 10^rate * time

		   50 if (moles > m) then moles = m

		   60 if (moles >= (mol("O2")/3.5)) then moles = mol("O2")/3.5

		   200 save moles

		  -end

		##########

		#Organic_C

		##########

		# Example of KINETICS data block for Organic_C rate:

		#		KINETICS 1

		#		Organic_C

		#				-tol		1e-8

		#		      # m in mol/kgw

		#				-m0		5e-3

		#				-m		5e-3

		Organic_C

		  -start

		   10 if (m <= 0) then goto 200

		   20  mO2 = mol("O2")

		   30  mNO3 = tot("N(5)")

		   40  mSO4 = tot("S(6)")

		   50   rate = 1.57e-9*mO2/(2.94e-4 + mO2) + 1.67e-11*mNO3/(1.55e-4 + mNO3)

		   60   rate = rate + 1.e-13*mSO4/(1.e-4 + mSO4)

		   70  moles = rate * m * (m/m0) * time

		   80 if (moles > m) then moles = m

		   200 save moles

		  -end

		###########

		#Pyrolusite

		###########

		#

		# Postma, and Appelo., GCA 64, 1237

		#

		# Example of KINETICS data block for Pyrolusite

		#       KINETICS 1-12

		#       Pyrolusite

		#		       -tol    1.e-7

		#		       -m0     0.1

		#		       -m      0.1

		Pyrolusite

		  -start

		   5		if (m <= 0.0) then goto 200

		   7		sr_pl = sr("Pyrolusite")

		   9		if abs(1 - sr_pl) < 0.1 then goto 200

		   10		if (sr_pl > 1.0) then goto 100

		   #20 rem		initially 1 mol Fe+2 = 0.5 mol pyrolusite. k*A/V = 1/time (3 cells)

		   #22 rem       time (3 cells) = 1.432e4.  1/time = 6.98e-5

		   30		Fe_t = tot("Fe(2)")

		   32		if Fe_t < 1.e-8 then goto 200

		   40		moles =  6.98e-5 * Fe_t  * (m/m0)^0.67 * time * (1 - sr_pl)

		   50		if moles > Fe_t / 2 then moles = Fe_t / 2

		   70		if moles > m then moles = m

		   90		goto 200

		   100		Mn_t = tot("Mn")

		   110		moles = 2e-3 * 6.98e-5 * (1-sr_pl) * time

		   120		if moles <= -Mn_t then moles = -Mn_t

		   200		save moles

		  -end

		END

		# For the reaction aA + bB = cC + dD,

		#   with delta_v = c*Vm(C) + d*Vm(D) - a*Vm(A) - b*Vm(B),

		# PHREEQC adds the pressure term to log_k: -= delta_v * (P - 1) / (2.3RT).

		#   Vm(A) is volume of A, cm3/mol, P is pressure, atm, R is the gas constant, T is Kelvin.

		# Gas-pressures and fugacity coefficients are calculated with Peng-Robinson's EOS.

		#   Binary interaction coefficients from Soreide and Whitson, 1992, FPE 77, 217 are

		#    hard-coded in calc_PR():

		#    kij    CH4    CO2    H2S    N2

		#    H2O    0.49   0.19   0.19   0.49

		# =============================================================================================

		# The molar volumes of solids are entered with

		#                         -Vm vm cm3/mol

		#    vm is the molar volume, cm3/mol (default), but dm3/mol and m3/mol are permitted.

		# Data for minerals' vm (= MW (g/mol) / rho (g/cm3)) are defined using rho from

		#   Deer, Howie and Zussman, The rock-forming minerals, Longman.

		#                           --------------------

		# Temperature- and pressure-dependent volumina of aqueous species are calculated with a Redlich-

		#   type equation (cf. Redlich and Meyer, Chem. Rev. 64, 221), from parameters entered with 

		#                        -Vm a1 a2 a3 a4 W a0 i1 i2 i3 i4

		# The volume (cm3/mol) is

		#    Vm(T, pb, I) = 41.84 * (a1 * 0.1 + a2 * 100 / (2600 + pb)  + a3 / (T - 228) +

		#                            a4 * 1e4 / (2600 + pb) / (T - 228) - W * QBrn)

		#                   + z^2 / 2 * Av * f(I^0.5)

		#                   + (i1 + i2 / (T - 228) + i3 * (T - 228)) * I^i4

		#   Volumina at I = 0 are obtained using supcrt92 formulas (Johnson et al., 1992, CG 18, 899).

		#   41.84 transforms cal/bar/mol into cm3/mol.

		#   pb is pressure in bar.

		#   W * QBrn is the energy of solvation, calculated from W and the pressure dependence of the 

		#     Born equation (i.e. of the dielectric constant of water (f(P, T), see below).

		#   z is charge of the solute species.

		#   Av is the Debye-Hueckel limiting slope.

		#   a0 is the ion-size parameter in the extended Debye-Hueckel equation:

		#     f(I^0.5) = I^0.5) / (1 + a0 * DH_B * I^0.5),

		#     a0 = -gamma x for cations, = 0 for anions.

		# Av (P, T) is calculated using the dielectric constant of water from Bradley and Pitzer, 1979, JPC 83, 1599,

		#   and the compressibility of pure water.

		# The density of pure water at water saturation pressure is calculated with eqn 2.6 from

		#   Wagner and Pruss, 2002, J. Phys. Chem. Ref. Data 31, 387. At higher P,T with polynomials

		#   interpolated from IAPWS table 3 (2007).

		#

		# Data for species' parameters, commented with ‘# supcrt modified’, were fitted from data

		#   compiled by Laliberte, 2009, J. Chem. Eng. Data 54, 1725, + additions, see Appelo, Parkhurst and Post (in prep.)

		# H+ has the reference volume of 0 at all P, T and I.

		# For Cl-, parameters were obtained from densities of HCl solutions up to 176 oC, 1 - 280 atm.

		# The numbers for cations were extracted from the densities of cation-Cl-solutions.

		# Other anions and OH- then follow from the measured densities of cation-anion solutions.

		# Water dissociation was fitted from Bandura and Lvov, 2006, J. Phys. Chem. Ref. Data, 35, 15, 0-200 oC, 1-2000 atm.

		#                           --------------------

		# If -Vm is not defined, the a-f values from -Millero a b c d e f (if available) will be used for calculating

		#   Vm(t, I) = a + b * t + c * t^2 + z^2 / 2 * Av * I^0.5 + (d + e * t + f * t^2) * I

		#   t is temperature in oC.

		#

		# redox-uncoupled gases have been added for H2 (Hdg), O2 (Oxg), CH4 (Mtg), N2 (Ntg),

		#   H2S (H2Sg, species HSg-, etc.).

		#

		# =============================================================================================

		# It remains the responsibility of the user to check the calculated results, for example with

		#   measured solubilities as a function of (P, T).
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AquaticChemistry

		AQUATIC CHEMISTRY for Engineers









		Module		Chemical softening

				Softening with alkaline chemicals



		Phreeqc		Input for all stimela.dat parameters, for aerobic and anaerobic water



		Sample description		Drinking water Principles and Practices - Groundwater par. 4.7 + 4.8												Assumption:

																mg/L =mg/kgs =mg/kgw

		Basic data		Temperature		t		0C				10.0

				Oxygen		O2		mg/L				11.0				0.34		mmol/kgw

				pH		pH		- 				6.46

				Methane		CH4		mg/L								0.00		mmol/kgw

				Sulfide		H2S		mg/L								0.00		mmol/kgw

				pe (electron activity)		pe		- 

				Conductivity (measured, at t 0C)		EC		mS/m								0		µS/cm

				Total dissolved solids (residue)		TDS		mg/L

		Cations		Calcium		Ca		mg/L				80.0				2.00		mmol/kgw

				Magnesium		Mg		mg/L								0.00		mmol/kgw

				Sodium		Na		mg/L								0.00		mmol/kgw

				Potassium		K		mg/L								0.00		mmol/kgw

				Iron		Fe		mg/L								0.000		mmol/kgw

				Manganese		Mn		mg/L								0.000		mmol/kgw

				Ammonium (inert)		NH4		mg/L								0.000		mmol/kgw

				Aluminium		Al		μg/L								0.00		mmol/kgw

				Barium		Ba		μg/L								0.00		mmol/kgw

				Cadmium		Cd		μg/L								0.00		mmol/kgw

				Copper		Cu		μg/L								0.00		mmol/kgw

				Lead		Pb		μg/L								0.00		mmol/kgw

				Lithium		Li		μg/L								0.00		mmol/kgw

				Strontium		Sr		μg/L								0.00		mmol/kgw

				Zinc		Zn		μg/L								0.00		mmol/kgw

		Anions		Hydrogen carbonate (as Alkalinty)		HCO3		mg/L				244				4.00		mmol/kgw

				Chloride		Cl		mg/L								0.00		mmol/kgw

				Nitrate		NO3		mg/L								0.00		mmol/kgw

				Sulfate		SO4		mg/L								0.00		mmol/kgw

				Fluoride		F 		mg/L								0.00		mmol/kgw

				Bromide		Br		mg/L								0.00		mmol/kgw

				Phosphate		PO4		mg/L								0.00		mmol/kgw

				Nitrite		NO2		mg/L								0.00		mmol/kgw

				Silicate		Si		mg/L								0.00		mmol/kgw

				Boron		B 		μg/L								0.00		mmol/kgw



		Base		Alkaline chemical		formula										e.g. CaCO3, NaOH etc

				Dose				mmol/kgw

		SI after reaction		Calcite		SI		CaCO3								e.g. 		0.89

				Dolomite		SI		CaMg(CO3)2								e.g. 		<empty>

				Siderite		SI		FeCO3										(no precip.)

				Rhodochrosite		SI		MnCO3

				Hydroxyapatite		SI		Ca5(PO4)3OH

		Bypass + acid		Bypass flow				% of total Q								e.g. 		15

				Acidic chemical		formula										e.g. H2SO4, CO2 etc

				Dose				mmol/kgw



																						after				after 				after acid 

																						base				reaction				+ bypass



		Overall parameters		Cations				meq/kgw				3.94										3.94				3.94				3.94

				Anions				meq/kgw				3.95										3.95				3.95				3.95

				Conductivity (calculated, at t 0C)		EC		mS/m				25.4				254		μS/cm				25.4				25.4				25.4

				Total dissolved solids		TDS		mg/L				324										n.a.				n.a.				n.a.

				Ionic strength		IS		mmol/kgw				5.9										5.9				5.9				5.9

				Total hardness		TH		mmol/kgw				2.00				11.2		0D				2.00				2.00				2.00

				Vapor pressure water		pa		atm				0.01										0.01				0.01				0.01

				Density		rho		kg/L				1.000										1.000				1.000				1.000

		Redox conditions		Oxygen		O2		mmol/kgw				0.34				0.20		atm				0.34				0.34				0.34

				pe (electron activity)		pe		-				15.50										15.50				15.50				15.50

				Redox potential		Eh		mV				870										870				870				870

		Correctness checks		Charge difference				meq/kgw				-0.01										-0.01				-0.01				-0.01

				Percentage error (100*(Cat-|An|)/(Cat+|An|)								-0.1%										-0.1%				-0.1%				-0.1%

				EC ratio, calculated/measured 				-				-										-				-				-

				TDS ratio, measured/calculated 				-				-										-				-				-

				Oxygen saturation (with air at sea level)				atm/atm				97.7%										97.7%				97.7%				97.7%

				pH change by electron balancing (Phreeqc)				-				0.00										-				-				-

				pe change by electron balancing (Phreeqc)				-				-										-				-				-

		Carbon equilibrium		pH (Hydrogen activity)   		pH   		-				6.46										6.46				6.46				6.46

				Alkalinity		m		meq/kgw				4.00										4.00				4.00				4.00

				Total Inorganic Carbon (TIC)		TIC		mmol/kgw				7.67				92		mg/L C				7.67				7.67				7.67

				CO2		CO2		mmol/kgw				3.68				0.07		atm				3.68				3.68				3.68

				HCO3 -		HCO3		mmol/kgw				3.95				241		mg/L				3.95				3.95				3.95

				CO3 2-		CO3		mmol/kgw				0.00				0		mg/L				0.00				0.00				0.00

				dpH by 0.1 mmol HCl / kgw		pH		-				-0.02										-				-				-0.02

				Buffer capacity		BI		mmol/kgw /pH				4.41										-				-				4.41

		Calcite equilibrium		SI (calcite)		SI-c		-				-0.90										-0.90				-0.90				-0.90

				Equilibrium-pH (pHs or pH-Langelier)		pH-L		-				7.36										7.36				7.36				7.36

				Calcite Precipitation Potential		CPP		mmol/kgw				-1.53				67		mg/L CO2				-1.53				-1.53				-1.53

				Calcite Precipitation Potential at 60 C		CPP-60		mmol/kgw				-0.66				29		mg/L CO2				-				-				-0.66

				Calcite Precipitation Potential at 90 C		CPP-90		mmol/kgw				0.02				2		mg/L CaCO3				-				-				0.02

		Other scaling solids		Aragonite		SI 		CaCO3				-1.06										-1.06				-1.06				-1.06

				Gypsum		SI		CaSO4.2H2O				-										-				-				-

				Anhydrite 		SI		CaSO4				-										-				-				-

				Dolomite		SI		CaMg(CO3)2				-										-				-				-

				Hydroxyapatite		SI		Ca5(PO4)3OH				-										-				-				-

		Redox scaling solids		Pyrite		SI		FeS				-										-				-				-

				Siderite		SI		FeCO3				-										-				-				-

				Hematite		SI		Fe2O3				-										-				-				-

				Rhodochrosite		SI		MnCO3				-										-				-				-

				Vivianite		SI		Fe3(PO4)2:8H2O				-										-				-				-

		Elements / Species		C				mmol/kgw				7.67										7.67				7.67				7.67

				CO2								47.9%				162		mg/L				47.9%				47.9%				47.9%

				HCO3 -								51.4%										51.4%				51.4%				51.4%

				CO3 2-								0.0%										0.0%				0.0%				0.0%

				CH4 				mmol/kgw				0.00				0.00		mg/L				0.00				0.00				0.00

				Ca				mmol/kgw				2.00										2.00				2.00				2.00

				Ca 2+								97.4%										97.4%				97.4%				97.4%

				CaHCO3 +								2.6%										2.6%				2.6%				2.6%

				CaCO3								0.0%										0.0%				0.0%				0.0%

				CaSO4								0.0%										0.0%				0.0%				0.0%

				Mg				mmol/kgw				0.00										0.00				0.00				0.00

				Mg 2+								-										-				-				-

				MgHCO3 +								-										-				-				-

				MgCO3								-										-				-				-

				MgSO4								-										-				-				-

				Fe				mmol/kgw				0.000										0.000				0.000				0.000

				Fe 2+								-										-				-				-

				Fe 3+								-										-				-				-

				Mn				mmol/kgw				0.000										0.000				0.000				0.000

				Mn 2+								-										-				-				-

				Mn 3+								-										-				-				-

				S (in SO4)				mmol/kgw				0.00										0.00				0.00				0.00

				SO4 2-								-										-				-				-

				CaSO4								-										-				-				-

				MgSO4								-										-				-				-

				S (in S 2-)				mmol/kgw				0.000				0.00		mg/L				0.000				0.000				0.000

				P				mmol/kgw				0.000										0.000				0.000				0.000

				H+				mmol/kgw				0.000										0.000				0.000				0.000

				OH-				mmol/kgw				0.000										0.000				0.000				0.000



												For further details see PHREEQC.OUT







Run_Control

		Run Control 		PHREEQC for Excel



		Input file 						PHREEQC input file												SELECTED_OUTPUT have to include data, if not: an ERROR-message appears









		Database file						PHREEQC database file												Have to be a readable and proper Phreeqc databases file; if not: an ERROR-message appears

								Default path: Current map .xls file





				stimela.dat





































Input

		PRINT 

				-alkalinity				true     								# prints species that contribute to alkalinity. Default: false 

		SELECTED_OUTPUT

		# Tip: use in/excluding # as line start for switching (defaults = true)

				-file				selected.out.txt								# file name for tabulated output

		#		-selected_out				false   								# set printing to the selected-output file on/off

				-reset				false    								# overwrites the default true values

				-simulation				true     								# prints simulation number

				-state				true     								# prints the type of calculation performed

				-solution				true  								# prints solution number

				-step				true  								# prints reaction step number for batch-reaction 

				-pH				true  								# prints pH

				-pe				true  								# prints pe

				-temperature				true  								# prints temperature (Celsius). 

				-alkalinity				true  								# prints alkalinity (eq/kgw) 

		#		-percent_error				true  								# prints percent error in charge balance

				-totals				C  C(4) C(-4)  Ca Mg Fe Fe(2) Fe(3) Mn Mn(2) Mn(3)  S S(6) S(-2) P Na Cl                								# element total concentration (mol/kgw) (name from 1st column under _MASTER_SPECIES)

				-molalities				O2  CO2  HCO3-  CO3-2  CH4  Ca+2  CaHCO3+  CaCO3  CaSO4  Mg+2  MgHCO3+ MgCO3 MgSO4 SO4-2 H+ OH- 								# species concentration (mol/kgw) (name follows =-sign under SPECIES)

				-saturation_indices				Calcite Aragonite  Gypsum  Anhydrite  Dolomite Hydroxyapatite  Pyrite  Siderite  Hematite  Rhodochrosite  Vivianite  O2(g)  CO2(g)  H2O(g)  CH4(g)  H2S(g)  								# SI-values for PHASES



		USER_PUNCH

				-headings				Ion_Str  Conduct  Rho   Charge_Err   Charge_Bal   TotWat  Cation  Anion

				-start

						10		PUNCH MU

						20		PUNCH SC

						25		PUNCH RHO

						30		PUNCH PERCENT_ERROR

						40 		PUNCH CHARGE_BALANCE 										# equal to TOTMOLE("charge")

						50		PUNCH TOT("water")

						60		PUNCH CALC_VALUE("Anion") + TOT("charge")										# Cation = Anion + ChargeBalans

						70		PUNCH CALC_VALUE("Anion") 

				-end

		CALCULATE_VALUES 						# declaration of procedures (functions)

		Anion						# Calculate Anion concentration from Charge Balance (=Cat-An) and Error (=(Cat-An)/(Cat+An)) 

				-start

						10		DELTA = TOT("charge")										# Charge Balance as Concentration (equal to CHARGE_BALANCE / TOT("water")  )

						20		ERROR = PERCENT_ERROR/100										# Error as Fraction

						30		AN = (DELTA/ERROR - DELTA)/2										# Calculate by substitution

						40		SAVE AN										# Algorithm less reliable at very small ERROR value

				-end

		# END 		# with an END statement the declarations above are regarded as "Simulation 1"

		SOLUTION				1

				-units 				mg/kgs

				-redox				O(-2)/O(0)						#  if O2>0 then "O(-2)/O(0)" else if CH4>0 then "C(-4)/C(4)" else "pe"

				-density 				1

				-water    				1

				-pe				4.00						#  if pe = empty then pe = 4

				temp		10.0

				O(0)		11.0

				pH		6.46

				C(-4)		0.00		as CH4

				S(-2)		0.00		as H2S

				Ca		80.00

				Mg		0.00

				Na		0.00

				K		0.00

				Fe		0.00

				Mn		0.00

				[N-3]		0.00		as NH4

		#		N(-3)		0.00		as NH4

				Al		0.00		ug/kgs

				Ba		0.00		ug/kgs

				Cd		0.00		ug/kgs

				Cu		0.00		ug/kgs

				Pb		0.00		ug/kgs

				Li		0.00		ug/kgs

				Sr		0.00		ug/kgs

				Zn		0.00		ug/kgs

				Alkalinity		244.00		as HCO3

				Cl		0.00

				N(+5)		0.00		as NO3

				S(+6)		0.00		as SO4

				F 		0.00

				Br		0.00

				P 		0.00		as PO4

				N(+3)		0.00		as NO2

		#		N(0)		1		N2(g) -0,1079						# SI[N2(g)] = log(pa) = log(0.78) = -0.1079

		#		Ntg		1		Ntg(g) -0,1079						# SI[Ntg(g)] = log(pa) = log(0.78) = -0.1079

				Si		0.00		as Si

				B		0.00		ug/kgs as B

		END		# Simulation 1





		TITLE		Simulation for calculating pe (redox equilibrium)

		USE solution 1

		EQUILIBRIUM_PHASE												# dummy to start final calculation, with identical water quality

		SAVE SOLUTION 1

		END		# Simulation 2

		TITLE		Simulation for calculating CalciumCarbonate Precipitation Potential

		USE solution 1

		EQUILIBRIUM_PHASE

				Calcite

		END		# Simulation 3



		TITLE		Simulation for calculating Buffer Capacity (dpH after 0.01 mmol/kgw HCl) and pH stability (dpH after 0.1 mmol/kgw HCl)

		USE solution 1

		REACTION

				HCl

				0.01   0.10  millimoles										# solution composition after 2 dosing steps

				INCREMENTAL_REACTIONS false

		END		# Simulation 4

		TITLE		Simulation for calculating CalciumCarbonate Precipitation Potential at 60 and 90 C

		USE solution 1

		REACTION_TEMPERATURE 

				60  90 										# solution composition is calculated for the 2 listed temperatures (C) 

		EQUILIBRIUM_PHASE

				Calcite

		END		# Simulation 5

		# Dosing base

		USE solution 1

		REACTION 1

		#				1

		#		0.00		millimoles

		SAVE SOLUTION 2

		END  # Simulation 6  





		USE solution 2

		EQUILIBRIUM_PHASES

				Calcite				0		# CCPP

		END # Simulation 7 





		# Precipitation in reactor

		USE solution 2

		EQUILIBRIUM_PHASES

		#		Calcite				0.00		10 precipitate_only						# CaCO3												0.89

		#		Dolomite				0.00		10 precipitate_only						# CaMgCO3												1.34

		#		Siderite				0.00		10 precipitate_only						# FeCO3												0.89

		#		Rhodochrosite				0.00		10 precipitate_only						# MnCO3												0.5

		#		Hydroxyapatite  				0.00		10 precipitate_only						# Ca5(PO4)3OH												0.9

		#		Vivianite 				1		10 precipitate_only						# Fe3(PO4)2:8H2O				minor importance

		#		Barite				1		10 precipitate_only						# BaCO3				minor importance

		#		Aragonite				1		10 precipitate_only						# CaCO3				more soluble than Calcite at this temperature

		#		Pyrite				1		10 precipitate_only						# FeS				no sulfide formation in reactor

		#		Mackinawite 				1		10 precipitate_only						# FeS				no sulfide formation in reactor

		#		FeS(ppt)				1		10 precipitate_only						# FeS				no sulfide formation in reactor

		#		Goethite				1		10 precipitate_only						# FeOOH				no Fe oxydation in reactor

		#		Hematite				1		10 precipitate_only						# Fe2O3				no Fe oxydation in reactor

		SAVE solution 3

		END # Simulation 8 

		USE solution 3

		EQUILIBRIUM_PHASES

				Calcite				0		# CCPP

		END # Simulation 9



		# Bypass and acid dose

		MIX

		1		0.00		# takes fraction 1-x of solution 1

		3		1.00		# takes fraction x of solution 3

		REACTION

				H2SO4		1

				0.00		millimoles

		SAVE solution 4

		END  # Simulation 10  

		USE solution 4

		EQUILIBRIUM_PHASES

				Calcite				0		# CCPP

		END # Simulation 11 

		#		Simulation for calculating Buffer Capacity (dpH after 0.01 mmol/kgw HCl) and pH stability (dpH after 0.1 mmol/kgw HCl)

		USE solution 4

		REACTION

				HCl

				0.01   0.10  millimoles										# solution composition after 2 dosing steps

				INCREMENTAL_REACTIONS false

		END		# Simulation 12

		TITLE		Simulation for calculating CalciumCarbonate Precipitation Potential at 60 and 90 C

		USE solution 4

		REACTION_TEMPERATURE 

				60  90 										# solution composition is calculated for the 2 listed temperatures (C) 

		EQUILIBRIUM_PHASE

				Calcite

		END		# Simulation 13										# last END is optional (EndOfFile=END)





Output

		sim		state		soln		step		pH		pe		temp(C)		Alk(eq/kgw)		C(mol/kgw)		C(4)(mol/kgw)		C(-4)(mol/kgw)		Ca(mol/kgw)		Mg(mol/kgw)		Fe(mol/kgw)		Fe(2)(mol/kgw)		Fe(3)(mol/kgw)		Mn(mol/kgw)		Mn(2)(mol/kgw)		Mn(3)(mol/kgw)		S(mol/kgw)		S(6)(mol/kgw)		S(-2)(mol/kgw)		P(mol/kgw)		Na(mol/kgw)		Cl(mol/kgw)		m_O2(mol/kgw)		m_CO2(mol/kgw)		m_HCO3-(mol/kgw)		m_CO3-2(mol/kgw)		m_CH4(mol/kgw)		m_Ca+2(mol/kgw)		m_CaHCO3+(mol/kgw)		m_CaCO3(mol/kgw)		m_CaSO4(mol/kgw)		m_Mg+2(mol/kgw)		m_MgHCO3+(mol/kgw)		m_MgCO3(mol/kgw)		m_MgSO4(mol/kgw)		m_SO4-2(mol/kgw)		m_H+(mol/kgw)		m_OH-(mol/kgw)		si_Calcite		si_Aragonite		si_Gypsum		si_Anhydrite		si_Dolomite		si_Hydroxyapatite		si_Pyrite		si_Siderite		si_Hematite		si_Rhodochrosite		si_Vivianite		si_O2(g)		si_CO2(g)		si_H2O(g)		si_CH4(g)		si_H2S(g)		Ion_Str		Conduct		Rho		Charge_Err		Charge_Bal		TotWat		Cation		Anion

		1		i_soln		1		-99		6.46		4.00		10.0		4.00E-03		7.67E-03		7.67E-03		0.00E+00		2.00E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.68E-03		3.95E-03		4.67E-07		0.00E+00		1.94E-03		5.22E-05		6.66E-07		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		3.73E-07		9.20E-09		-0.90		-1.06		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.17		-1.91		-1000.00		-1000.00		0.0058878546		253.994474884		1.000006218		-0.0853823118		-0.0000067342		1		0.003940202		0.0039469362

		2		react		1		1		6.46		15.50		10.0		4.00E-03		7.67E-03		7.67E-03		0.00E+00		2.00E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.68E-03		3.95E-03		4.67E-07		0.00E+00		1.94E-03		5.22E-05		6.66E-07		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		3.73E-07		9.20E-09		-0.90		-1.06		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.17		-1.91		-148.94		-1000.00		0.0058878546		253.994474884		1.0000062184		-0.0853823118		-0.0000067342		1		0.003940202		0.0039469362

		3		react		1		1		6.92		15.04		10.0		7.06E-03		9.20E-03		9.20E-03		0.00E+00		3.53E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.15E-03		6.90E-03		2.54E-06		0.00E+00		3.37E-03		1.45E-04		5.30E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.30E-07		2.75E-08		0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102750724		432.6281367728		1.0001943873		-0.0488141798		-0.0000067342		0.9999725878		0.0068946341		0.0069013685

		4		react		1		1		6.46		15.51		10.0		3.99E-03		7.67E-03		7.67E-03		0.00E+00		2.00E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		1.00E-05		3.44E-04		3.69E-03		3.94E-03		4.63E-07		0.00E+00		1.94E-03		5.21E-05		6.61E-07		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		3.74E-07		9.15E-09		-0.90		-1.06		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.17		-1.91		-148.94		-1000.00		0.0058881214		254.2117920509		1.0000061247		-0.0853789879		-0.0000067342		1.00000018		0.0039403405		0.0039470747

		4		react		1		2		6.44		15.53		10.0		3.90E-03		7.67E-03		7.67E-03		0.00E+00		2.00E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		1.00E-04		3.44E-04		3.78E-03		3.85E-03		4.32E-07		0.00E+00		1.95E-03		5.09E-05		6.17E-07		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		3.92E-07		8.73E-09		-0.93		-1.09		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.16		-1.91		-148.93		-1000.00		0.005890521		256.1676215949		1.000005281		-0.0853522175		-0.0000067342		1.0000017997		0.0039415854		0.0039483196

		5		react		1		1		6.48		11.58		60.0		5.33E-03		8.34E-03		8.34E-03		0.00E+00		2.66E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.02E-03		5.16E-03		1.49E-06		0.00E+00		2.50E-03		1.49E-04		7.77E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		3.61E-07		3.23E-07		0.00		-0.12		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.40		-0.75		-0.71		-124.04		-1000.00		0.0076629415		907.7228183227		0.9835882791		-0.0652722265		-0.0000067342		0.9999881996		0.0051552591		0.0051619934

		5		react		1		2		6.35		9.88		90.0		3.96E-03		7.65E-03		7.65E-03		0.00E+00		1.97E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.71E-03		3.83E-03		8.29E-07		0.00E+00		1.86E-03		1.02E-04		8.53E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		4.81E-07		9.75E-07		0.00		-0.11		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.35		-0.51		-0.16		-112.68		-1000.00		0.0056991883		1006.2261381439		0.9656401407		-0.0878202299		-0.0000067342		1.0000005456		0.0038307251		0.0038374594

		6		react		1		1		6.46		15.50		10.0		4.00E-03		7.67E-03		7.67E-03		0.00E+00		2.00E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.68E-03		3.95E-03		4.67E-07		0.00E+00		1.94E-03		5.22E-05		6.66E-07		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		3.73E-07		9.20E-09		-0.90		-1.06		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.17		-1.91		-148.94		-1000.00		0.0058878546		253.994474884		1.0000062184		-0.0853823118		-0.0000067342		1		0.003940202		0.0039469362

		7		react		2		1		6.92		15.04		10.0		7.06E-03		9.20E-03		9.20E-03		0.00E+00		3.53E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.15E-03		6.90E-03		2.54E-06		0.00E+00		3.37E-03		1.45E-04		5.30E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.30E-07		2.75E-08		0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102750724		432.6281367728		1.0001943873		-0.0488141798		-0.0000067342		0.9999725878		0.0068946341		0.0069013685

		8		react		2		1		6.46		15.50		10.0		4.00E-03		7.67E-03		7.67E-03		0.00E+00		2.00E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.68E-03		3.95E-03		4.67E-07		0.00E+00		1.94E-03		5.22E-05		6.66E-07		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		3.73E-07		9.20E-09		-0.90		-1.06		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.17		-1.91		-148.94		-1000.00		0.0058878546		253.994474884		1.0000062184		-0.0853823118		-0.0000067342		1		0.003940202		0.0039469362

		9		react		3		1		6.92		15.04		10.0		7.06E-03		9.20E-03		9.20E-03		0.00E+00		3.53E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.15E-03		6.90E-03		2.54E-06		0.00E+00		3.37E-03		1.45E-04		5.30E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.30E-07		2.75E-08		0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102750724		432.6281367728		1.0001943873		-0.0488141798		-0.0000067342		0.9999725878		0.0068946341		0.0069013685

		10		react		1		1		6.46		15.50		10.0		4.00E-03		7.67E-03		7.67E-03		0.00E+00		2.00E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.68E-03		3.95E-03		4.67E-07		0.00E+00		1.94E-03		5.22E-05		6.66E-07		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		3.73E-07		9.20E-09		-0.90		-1.06		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.17		-1.91		-148.94		-1000.00		0.0058878546		253.994474884		1.0000062184		-0.0853823118		-0.0000067342		1		0.003940202		0.0039469362

		11		react		4		1		6.92		15.04		10.0		7.06E-03		9.20E-03		9.20E-03		0.00E+00		3.53E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.15E-03		6.90E-03		2.54E-06		0.00E+00		3.37E-03		1.45E-04		5.30E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.30E-07		2.75E-08		0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102750724		432.6281367728		1.0001943873		-0.0488141798		-0.0000067342		0.9999725878		0.0068946341		0.0069013685

		12		react		4		1		6.46		15.51		10.0		3.99E-03		7.67E-03		7.67E-03		0.00E+00		2.00E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		1.00E-05		3.44E-04		3.69E-03		3.94E-03		4.63E-07		0.00E+00		1.94E-03		5.21E-05		6.61E-07		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		3.74E-07		9.15E-09		-0.90		-1.06		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.17		-1.91		-148.94		-1000.00		0.0058881214		254.2117920509		1.0000061247		-0.0853789879		-0.0000067342		1.00000018		0.0039403405		0.0039470747

		12		react		4		2		6.44		15.53		10.0		3.90E-03		7.67E-03		7.67E-03		0.00E+00		2.00E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		1.00E-04		3.44E-04		3.78E-03		3.85E-03		4.32E-07		0.00E+00		1.95E-03		5.09E-05		6.17E-07		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		3.92E-07		8.73E-09		-0.93		-1.09		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.16		-1.91		-148.93		-1000.00		0.005890521		256.1676215949		1.000005281		-0.0853522175		-0.0000067342		1.0000017997		0.0039415854		0.0039483196

		13		react		4		1		6.48		11.58		60.0		5.33E-03		8.34E-03		8.34E-03		0.00E+00		2.66E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.02E-03		5.16E-03		1.49E-06		0.00E+00		2.50E-03		1.49E-04		7.77E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		3.61E-07		3.23E-07		0.00		-0.12		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.40		-0.75		-0.71		-124.04		-1000.00		0.0076629415		907.7228183227		0.9835882791		-0.0652722265		-0.0000067342		0.9999881996		0.0051552591		0.0051619934

		13		react		4		2		6.35		9.88		90.0		3.96E-03		7.65E-03		7.65E-03		0.00E+00		1.97E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.71E-03		3.83E-03		8.29E-07		0.00E+00		1.86E-03		1.02E-04		8.53E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		4.81E-07		9.75E-07		0.00		-0.11		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.35		-0.51		-0.16		-112.68		-1000.00		0.0056991883		1006.2261381439		0.9656401407		-0.0878202299		-0.0000067342		1.0000005456		0.0038307251		0.0038374594

























































































































































































































































































































































phreeqc.out

		------------------------------------

		Reading input data for simulation 1.

		------------------------------------

				PRINT 

						alkalinity				true     								# prints species that contribute to alkalinity. Default: false 

				SELECTED_OUTPUT

						file				selected.out.txt								# file name for tabulated output

						reset				false    								# overwrites the default true values

						simulation				true     								# prints simulation number

						state				true     								# prints the type of calculation performed

						solution				true  								# prints solution number

						step				true  								# prints reaction step number for batch-reaction 

						ph				true  								# prints pH

						pe				true  								# prints pe

						temperature				true  								# prints temperature (Celsius). 

						alkalinity				true  								# prints alkalinity (eq/kgw) 

						totals				C  C(4) C(-4)  Ca Mg Fe Fe(2) Fe(3) Mn Mn(2) Mn(3)  S S(6) S(-2) P Na Cl                								# element total concentration (mol/kgw) (name from 1st column under _MASTER_SPECIES)

						molalities				O2  CO2  HCO3-  CO3-2  CH4  Ca+2  CaHCO3+  CaCO3  CaSO4  Mg+2  MgHCO3+ MgCO3 MgSO4 SO4-2 H+ OH- 								# species concentration (mol/kgw) (name follows =-sign under SPECIES)

						saturation_indices				Calcite Aragonite  Gypsum  Anhydrite  Dolomite Hydroxyapatite  Pyrite  Siderite  Hematite  Rhodochrosite  Vivianite  O2(g)  CO2(g)  H2O(g)  CH4(g)  H2S(g)  								# SI-values for PHASES

				USER_PUNCH

						headings				Ion_Str  Conduct  Rho   Charge_Err   Charge_Bal   TotWat  Cation  Anion

						start

								10		PUNCH MU

								20		PUNCH SC

								25		PUNCH RHO

								30		PUNCH PERCENT_ERROR

								40		PUNCH CHARGE_BALANCE 										# equal to TOTMOLE("charge")

								50		PUNCH TOT("water")

								60		PUNCH CALC_VALUE("Anion") + TOT("charge")										# Cation = Anion + ChargeBalans

								70		PUNCH CALC_VALUE("Anion") 

						end

				CALCULATE_VALUES 						# declaration of procedures (functions)

				Anion						# Calculate Anion concentration from Charge Balance (=Cat-An) and Error (=(Cat-An)/(Cat+An)) 

						start

								10		DELTA = TOT("charge")										# Charge Balance as Concentration (equal to CHARGE_BALANCE / TOT("water")  )

								20		ERROR = PERCENT_ERROR/100										# Error as Fraction

								30		AN = (DELTA/ERROR - DELTA)/2										# Calculate by substitution

								40		SAVE AN										# Algorithm less reliable at very small ERROR value

						end

				SOLUTION				1

						units 				mg/kgs

						redox				O(-2)/O(0)						#  if O2>0 then "O(-2)/O(0)" else if CH4>0 then "C(-4)/C(4)" else "pe"

						density 				1

						water    				1

						pe				4						#  if pe = empty then pe = 4

						temp		10

						O(0)		11

						pH		6.46

						C(-4)		0		as CH4

						S(-2)		0		as H2S

						Ca		80

						Mg		0

						Na		0

						K		0

						Fe		0

						Mn		0

						[N-3]		0		as NH4

						Al		0		ug/kgs

						Ba		0		ug/kgs

						Cd		0		ug/kgs

						Cu		0		ug/kgs

						Pb		0		ug/kgs

						Li		0		ug/kgs

						Sr		0		ug/kgs

						Zn		0		ug/kgs

						Alkalinity		244		as HCO3

						Cl		0

						N(+5)		0		as NO3

						S(+6)		0		as SO4

						F 		0

						Br		0

						P 		0		as PO4

						N(+3)		0		as NO2

						Si		0		as Si

						B		0		ug/kgs as B

				END		# Simulation 1

		-------------------------------------------

		Beginning of initial solution calculations.

		-------------------------------------------

		Initial solution 1.

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				Alkalinity       4.000e-003  4.000e-003

				Ca               1.997e-003  1.997e-003

				O(0)             6.877e-004  6.877e-004

		----------------------------Description of solution----------------------------

		                                       pH  =   6.460    

		                                       pe  =   4.000    

		       Specific Conductance (uS/cm, 10 oC) = 253

		                          Density (g/cm3)  =   1.00001

		                               Volume (L)  =   1.00087

		                        Activity of water  =   1.000

		                           Ionic strength  =  5.888e-003

		                       Mass of water (kg)  =  1.000e+000

		                    Total carbon (mol/kg)  =  7.675e-003

		                       Total CO2 (mol/kg)  =  7.675e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.09

		                               Iterations  =   8

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552625e+001

		---------------------------------Redox couples---------------------------------

				Redox couple             pe  Eh (volts)

				O(-2)/O(0)          15.5028      0.8709

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             3.725e-007  3.467e-007    -6.429    -6.460    -0.031      0.00

		   OH-            9.197e-009  8.482e-009    -8.036    -8.071    -0.035     -4.97

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(4)         7.675e-003

		   HCO3-          3.946e-003  3.652e-003    -2.404    -2.437    -0.034     23.16

		   CO2            3.676e-003  3.681e-003    -2.435    -2.434     0.001     33.63

		   CaHCO3+        5.219e-005  4.835e-005    -4.282    -4.316    -0.033      8.96

		   CaCO3          6.660e-007  6.669e-007    -6.177    -6.176     0.001    -14.66

		   CO3-2          4.669e-007  3.425e-007    -6.331    -6.465    -0.135     -7.33

		Ca           1.997e-003

		   Ca+2           1.944e-003  1.425e-003    -2.711    -2.846    -0.135    -18.31

		   CaHCO3+        5.219e-005  4.835e-005    -4.282    -4.316    -0.033      8.96

		   CaCO3          6.660e-007  6.669e-007    -6.177    -6.176     0.001    -14.66

		   CaOH+          7.385e-010  6.819e-010    -9.132    -9.166    -0.035     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.443e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  4.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            3.946e-003  3.946e-003      1.00

				CaHCO3+          5.219e-005  5.219e-005      1.00

				CaCO3            1.332e-006  6.660e-007      2.00

				CO3-2            9.338e-007  4.669e-007      2.00

				H+              -3.725e-007  3.725e-007     -1.00

				OH-              9.197e-009  9.197e-009      1.00

				CaOH+            7.385e-010  7.385e-010      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -1.06     -9.31   -8.26  CaCO3

				Calcite          -0.90     -9.31   -8.41  CaCO3

				CO2(g)           -1.17     -2.43   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.51     -9.31   -7.80  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 2.

		------------------------------------

				TITLE		Simulation for calculating pe (redox equilibrium)

				USE solution 1

				EQUILIBRIUM_PHASE												# dummy to start final calculation, with identical water quality

				SAVE SOLUTION 1

				END		# Simulation 2

		-----

		TITLE

		-----

				Simulation for calculating pe (redox equilibrium)

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 1.

		Using pure phase assemblage 1.

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                7.675e-003  7.675e-003

				Ca               1.997e-003  1.997e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.460      Charge balance

		                                       pe  =  15.503      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 253

		                          Density (g/cm3)  =   1.00001

		                               Volume (L)  =   1.00087

		                        Activity of water  =   1.000

		                           Ionic strength  =  5.888e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  4.000e-003

		                       Total CO2 (mol/kg)  =  7.675e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.09

		                               Iterations  =  17

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552625e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             3.725e-007  3.467e-007    -6.429    -6.460    -0.031      0.00

		   OH-            9.197e-009  8.482e-009    -8.036    -8.071    -0.035     -4.97

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.647  -151.646     0.001     32.22

		C(4)         7.675e-003

		   HCO3-          3.946e-003  3.652e-003    -2.404    -2.437    -0.034     23.16

		   CO2            3.676e-003  3.681e-003    -2.435    -2.434     0.001     33.63

		   CaHCO3+        5.219e-005  4.835e-005    -4.282    -4.316    -0.033      8.96

		   CaCO3          6.660e-007  6.669e-007    -6.177    -6.176     0.001    -14.66

		   CO3-2          4.669e-007  3.425e-007    -6.331    -6.465    -0.135     -7.33

		Ca           1.997e-003

		   Ca+2           1.944e-003  1.425e-003    -2.711    -2.846    -0.135    -18.31

		   CaHCO3+        5.219e-005  4.835e-005    -4.282    -4.316    -0.033      8.96

		   CaCO3          6.660e-007  6.669e-007    -6.177    -6.176     0.001    -14.66

		   CaOH+          7.385e-010  6.819e-010    -9.132    -9.166    -0.035     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.443e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  4.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            3.946e-003  3.946e-003      1.00

				CaHCO3+          5.219e-005  5.219e-005      1.00

				CaCO3            1.332e-006  6.660e-007      2.00

				CO3-2            9.338e-007  4.669e-007      2.00

				H+              -3.725e-007  3.725e-007     -1.00

				OH-              9.197e-009  9.197e-009      1.00

				CaOH+            7.385e-010  7.385e-010      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -1.06     -9.31   -8.26  CaCO3

				Calcite          -0.90     -9.31   -8.41  CaCO3

				CH4(g)         -148.94   -151.65   -2.71  CH4

				CO2(g)           -1.17     -2.43   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.51     -9.31   -7.80  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 3.

		------------------------------------

				TITLE		Simulation for calculating CalciumCarbonate Precipitation Potential

				USE solution 1

				EQUILIBRIUM_PHASE

						Calcite

				END		# Simulation 3

		-----

		TITLE

		-----

				Simulation for calculating CalciumCarbonate Precipitation Potential

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 1.		Solution after simulation 2.

		Using pure phase assemblage 1.

		-------------------------------Phase assemblage--------------------------------

		                                                      Moles in assemblage

		Phase               SI  log IAP  log K(T, P)   Initial       Final       Delta

		Calcite          -0.00    -8.41     -8.41   1.000e+001  9.998e+000 -1.528e-003

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.204e-003  9.203e-003

				Ca               3.525e-003  3.525e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.925      Charge balance

		                                       pe  =  15.038      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 432

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.028e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.057e-003

		                       Total CO2 (mol/kg)  =  9.204e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   5

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553084e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.300e-007  1.189e-007    -6.886    -6.925    -0.039      0.00

		   OH-            2.746e-008  2.474e-008    -7.561    -7.607    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.880  -151.879     0.001     32.22

		C(4)         9.204e-003

		   HCO3-          6.896e-003  6.249e-003    -2.161    -2.204    -0.043     23.20

		   CO2            2.154e-003  2.159e-003    -2.667    -2.666     0.001     33.63

		   CaHCO3+        1.454e-004  1.320e-004    -3.837    -3.879    -0.042      8.98

		   CaCO3          5.298e-006  5.311e-006    -5.276    -5.275     0.001    -14.66

		   CO3-2          2.536e-006  1.709e-006    -5.596    -5.767    -0.171     -7.24

		Ca           3.525e-003

		   Ca+2           3.375e-003  2.273e-003    -2.472    -2.643    -0.172    -18.25

		   CaHCO3+        1.454e-004  1.320e-004    -3.837    -3.879    -0.042      8.98

		   CaCO3          5.298e-006  5.311e-006    -5.276    -5.275     0.001    -14.66

		   CaOH+          3.514e-009  3.173e-009    -8.454    -8.498    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.057e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.896e-003  6.896e-003      1.00

				CaHCO3+          1.454e-004  1.454e-004      1.00

				CaCO3            1.060e-005  5.298e-006      2.00

				CO3-2            5.072e-006  2.536e-006      2.00

				H+              -1.300e-007  1.300e-007     -1.00

				OH-              2.746e-008  2.746e-008      1.00

				CaOH+            3.514e-009  3.514e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.67   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 4.

		------------------------------------

				TITLE		Simulation for calculating Buffer Capacity (dpH after 0.01 mmol/kgw HCl) and pH stability (dpH after 0.1 mmol/kgw HCl)

				USE solution 1

				REACTION

						HCl

						0.01   0.10  millimoles										# solution composition after 2 dosing steps

						INCREMENTAL_REACTIONS false

				END		# Simulation 4

		-----

		TITLE

		-----

				Simulation for calculating Buffer Capacity (dpH after 0.01 mmol/kgw HCl) and pH stability (dpH after 0.1 mmol/kgw HCl)

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 1.		Solution after simulation 2.

		Using reaction 1.

		Reaction 1.

				 1.000e-005 moles of the following reaction have been added:

				                 Relative

				Reactant            moles

				HCl                  1.00000

				                 Relative

				Element             moles

				Cl                   1.00000

				H                    1.00000

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                7.675e-003  7.675e-003

				Ca               1.997e-003  1.997e-003

				Cl               1.000e-005  1.000e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   6.458      Charge balance

		                                       pe  =  15.505      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 254

		                          Density (g/cm3)  =   1.00001

		                               Volume (L)  =   1.00087

		                        Activity of water  =   1.000

		                           Ionic strength  =  5.888e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  3.990e-003

		                       Total CO2 (mol/kg)  =  7.675e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.09

		                               Iterations  =   2

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552625e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             3.745e-007  3.486e-007    -6.427    -6.458    -0.031      0.00

		   OH-            9.149e-009  8.438e-009    -8.039    -8.074    -0.035     -4.97

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.645  -151.645     0.001     32.22

		C(4)         7.675e-003

		   HCO3-          3.936e-003  3.643e-003    -2.405    -2.439    -0.034     23.16

		   CO2            3.686e-003  3.691e-003    -2.433    -2.433     0.001     33.63

		   CaHCO3+        5.206e-005  4.823e-005    -4.283    -4.317    -0.033      8.96

		   CaCO3          6.609e-007  6.618e-007    -6.180    -6.179     0.001    -14.66

		   CO3-2          4.633e-007  3.398e-007    -6.334    -6.469    -0.135     -7.33

		Ca           1.997e-003

		   Ca+2           1.944e-003  1.425e-003    -2.711    -2.846    -0.135    -18.31

		   CaHCO3+        5.206e-005  4.823e-005    -4.283    -4.317    -0.033      8.96

		   CaCO3          6.609e-007  6.618e-007    -6.180    -6.179     0.001    -14.66

		   CaOH+          7.347e-010  6.784e-010    -9.134    -9.168    -0.035     (0)  

		Cl           1.000e-005

		   Cl-            1.000e-005  9.227e-006    -5.000    -5.035    -0.035     17.41

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.443e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  3.990e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            3.936e-003  3.936e-003      1.00

				CaHCO3+          5.206e-005  5.206e-005      1.00

				CaCO3            1.322e-006  6.609e-007      2.00

				CO3-2            9.267e-007  4.633e-007      2.00

				H+              -3.745e-007  3.745e-007     -1.00

				OH-              9.149e-009  9.149e-009      1.00

				CaOH+            7.347e-010  7.347e-010      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -1.06     -9.31   -8.26  CaCO3

				Calcite          -0.90     -9.31   -8.41  CaCO3

				CH4(g)         -148.94   -151.64   -2.71  CH4

				CO2(g)           -1.17     -2.43   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.51     -9.31   -7.80  CaCO3

		Reaction step 2.

		Using solution 1.		Solution after simulation 2.

		Using reaction 1.

		Reaction 1.

				 1.000e-004 moles of the following reaction have been added:

				                 Relative

				Reactant            moles

				HCl                  1.00000

				                 Relative

				Element             moles

				Cl                   1.00000

				H                    1.00000

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                7.675e-003  7.675e-003

				Ca               1.997e-003  1.997e-003

				Cl               1.000e-004  1.000e-004

		----------------------------Description of solution----------------------------

		                                       pH  =   6.437      Charge balance

		                                       pe  =  15.525      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 256

		                          Density (g/cm3)  =   1.00001

		                               Volume (L)  =   1.00087

		                        Activity of water  =   1.000

		                           Ionic strength  =  5.891e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  3.900e-003

		                       Total CO2 (mol/kg)  =  7.675e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.09

		                               Iterations  =   3

		                                  Total H  = 1.110165e+002

		                                  Total O  = 5.552625e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             3.925e-007  3.653e-007    -6.406    -6.437    -0.031      0.00

		   OH-            8.730e-009  8.052e-009    -8.059    -8.094    -0.035     -4.97

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.635  -151.634     0.001     32.22

		C(4)         7.675e-003

		   HCO3-          3.847e-003  3.561e-003    -2.415    -2.448    -0.034     23.16

		   CO2            3.775e-003  3.781e-003    -2.423    -2.422     0.001     33.63

		   CaHCO3+        5.092e-005  4.717e-005    -4.293    -4.326    -0.033      8.96

		   CaCO3          6.168e-007  6.176e-007    -6.210    -6.209     0.001    -14.66

		   CO3-2          4.322e-007  3.170e-007    -6.364    -6.499    -0.135     -7.33

		Ca           1.997e-003

		   Ca+2           1.945e-003  1.426e-003    -2.711    -2.846    -0.135    -18.31

		   CaHCO3+        5.092e-005  4.717e-005    -4.293    -4.326    -0.033      8.96

		   CaCO3          6.168e-007  6.176e-007    -6.210    -6.209     0.001    -14.66

		   CaOH+          7.014e-010  6.477e-010    -9.154    -9.189    -0.035     (0)  

		Cl           1.000e-004

		   Cl-            1.000e-004  9.227e-005    -4.000    -4.035    -0.035     17.41

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.443e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  3.900e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            3.847e-003  3.847e-003      1.00

				CaHCO3+          5.092e-005  5.092e-005      1.00

				CaCO3            1.234e-006  6.168e-007      2.00

				CO3-2            8.643e-007  4.322e-007      2.00

				H+              -3.925e-007  3.925e-007     -1.00

				OH-              8.730e-009  8.730e-009      1.00

				CaOH+            7.014e-010  7.014e-010      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -1.09     -9.34   -8.26  CaCO3

				Calcite          -0.93     -9.34   -8.41  CaCO3

				CH4(g)         -148.93   -151.63   -2.71  CH4

				CO2(g)           -1.16     -2.42   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.54     -9.34   -7.80  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 5.

		------------------------------------

				TITLE		Simulation for calculating CalciumCarbonate Precipitation Potential at 60 and 90 C

				USE solution 1

				REACTION_TEMPERATURE 

						60  90 										# solution composition is calculated for the 2 listed temperatures (C) 

				EQUILIBRIUM_PHASE

						Calcite

				END		# Simulation 5

		-----

		TITLE

		-----

				Simulation for calculating CalciumCarbonate Precipitation Potential at 60 and 90 C

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 1.		Solution after simulation 2.

		Using pure phase assemblage 1.

		Using temperature 1.

		-------------------------------Phase assemblage--------------------------------

		                                                      Moles in assemblage

		Phase               SI  log IAP  log K(T, P)   Initial       Final       Delta

		Calcite           0.00    -8.76     -8.76   1.000e+001  9.999e+000 -6.631e-004

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.338e-003  8.338e-003

				Ca               2.660e-003  2.660e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.481      Charge balance

		                                       pe  =  11.579      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 60 oC) = 907

		                          Density (g/cm3)  =   0.98359

		                               Volume (L)  =   1.01767

		                        Activity of water  =   1.000

		                           Ionic strength  =  7.663e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.326e-003

		                       Total CO2 (mol/kg)  =  8.338e-003

		                      Temperature (deg C)  =  60.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.07

		                               Iterations  =  40

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552824e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             3.606e-007  3.306e-007    -6.443    -6.481    -0.038      0.00

		   OH-            3.227e-007  2.920e-007    -6.491    -6.535    -0.043     -3.87

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.32

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -127.059  -127.058     0.001     32.22

		C(4)         8.338e-003

		   HCO3-          5.159e-003  4.691e-003    -2.287    -2.329    -0.041     25.92

		   CO2            3.021e-003  3.026e-003    -2.520    -2.519     0.001     23.63

		   CaHCO3+        1.492e-004  1.359e-004    -3.826    -3.867    -0.041     10.49

		   CaCO3          7.775e-006  7.788e-006    -5.109    -5.109     0.001    -14.51

		   CO3-2          1.490e-006  1.019e-006    -5.827    -5.992    -0.165     -7.02

		Ca           2.660e-003

		   Ca+2           2.503e-003  1.710e-003    -2.602    -2.767    -0.165    -18.13

		   CaHCO3+        1.492e-004  1.359e-004    -3.826    -3.867    -0.041     10.49

		   CaCO3          7.775e-006  7.788e-006    -5.109    -5.109     0.001    -14.51

		   CaOH+          9.469e-010  8.583e-010    -9.024    -9.066    -0.043     (0)  

		H(0)         7.869e-040

		   H2             3.935e-040  3.942e-040   -39.405   -39.404     0.001     28.58

		O(0)         6.877e-004

		   O2             3.439e-004  3.445e-004    -3.464    -3.463     0.001     32.38

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.326e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.159e-003  5.159e-003      1.00

				CaHCO3+          1.492e-004  1.492e-004      1.00

				CaCO3            1.555e-005  7.775e-006      2.00

				CO3-2            2.981e-006  1.490e-006      2.00

				H+              -3.606e-007  3.606e-007     -1.00

				OH-              3.227e-007  3.227e-007      1.00

				CaOH+            9.469e-010  9.469e-010      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(333 K,   1 atm)

				Aragonite        -0.12     -8.76   -8.64  CaCO3

				Calcite           0.00     -8.76   -8.76  CaCO3

				CH4(g)         -124.04   -127.06   -3.02  CH4

				CO2(g)           -0.75     -2.52   -1.77  CO2

				H2(g)           -36.27    -39.40   -3.14  H2

				H2O(g)           -0.71     -0.00    0.71  H2O

				O2(g)            -0.40     -3.46   -3.06  O2

				Vaterite         -0.48     -8.76   -8.28  CaCO3

		Reaction step 2.

		Using solution 1.		Solution after simulation 2.

		Using pure phase assemblage 1.

		Using temperature 1.

		-------------------------------Phase assemblage--------------------------------

		                                                      Moles in assemblage

		Phase               SI  log IAP  log K(T, P)   Initial       Final       Delta

		Calcite          -0.00    -9.12     -9.12   1.000e+001  1.000e+001  2.217e-005

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                7.653e-003  7.653e-003

				Ca               1.975e-003  1.975e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.354      Charge balance

		                                       pe  =   9.880      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 90 oC) = 1006

		                          Density (g/cm3)  =   0.96564

		                               Volume (L)  =   1.03648

		                        Activity of water  =   1.000

		                           Ionic strength  =  5.699e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  3.956e-003

		                       Total CO2 (mol/kg)  =  7.653e-003

		                      Temperature (deg C)  =  90.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.09

		                               Iterations  =  56

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552619e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            9.753e-007  8.884e-007    -6.011    -6.051    -0.041     -5.12

		   H+             4.813e-007  4.431e-007    -6.318    -6.354    -0.036      0.00

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.66

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -115.747  -115.747     0.001     32.22

		C(4)         7.653e-003

		   HCO3-          3.835e-003  3.507e-003    -2.416    -2.455    -0.039     25.28

		   CO2            3.707e-003  3.712e-003    -2.431    -2.430     0.001     21.33

		   CaHCO3+        1.017e-004  9.313e-005    -3.993    -4.031    -0.038     10.62

		   CaCO3          8.528e-006  8.539e-006    -5.069    -5.069     0.001    -14.45

		   CO3-2          8.291e-007  5.800e-007    -6.081    -6.237    -0.155    -13.63

		Ca           1.975e-003

		   Ca+2           1.864e-003  1.303e-003    -2.729    -2.885    -0.156    -19.05

		   CaHCO3+        1.017e-004  9.313e-005    -3.993    -4.031    -0.038     10.62

		   CaCO3          8.528e-006  8.539e-006    -5.069    -5.069     0.001    -14.45

		   CaOH+          5.350e-010  4.879e-010    -9.272    -9.312    -0.040     (0)  

		H(0)         2.839e-036

		   H2             1.419e-036  1.421e-036   -35.848   -35.847     0.001     28.57

		O(0)         6.877e-004

		   O2             3.439e-004  3.443e-004    -3.464    -3.463     0.001     33.54

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  3.956e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            3.835e-003  3.835e-003      1.00

				CaHCO3+          1.017e-004  1.017e-004      1.00

				CaCO3            1.706e-005  8.528e-006      2.00

				CO3-2            1.658e-006  8.291e-007      2.00

				OH-              9.753e-007  9.753e-007      1.00

				H+              -4.813e-007  4.813e-007     -1.00

				CaOH+            5.350e-010  5.350e-010      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(363 K,   1 atm)

				Aragonite        -0.11     -9.12   -9.02  CaCO3

				Calcite          -0.00     -9.12   -9.12  CaCO3

				CH4(g)         -112.68   -115.75   -3.07  CH4

				CO2(g)           -0.51     -2.43   -1.92  CO2

				H2(g)           -32.73    -35.85   -3.12  H2

				H2O(g)           -0.16     -0.00    0.16  H2O

				O2(g)            -0.35     -3.46   -3.11  O2

				Vaterite         -0.43     -9.12   -8.70  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 6.

		------------------------------------

				USE solution 1

				REACTION 1

				SAVE SOLUTION 2

				END  # Simulation 6  

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 1.		Solution after simulation 2.

		Using reaction 1.

		Reaction 1.

				 1.000e+000 moles of the following reaction have been added:

				                 Relative

				Reactant            moles

				                 Relative

				Element             moles

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                7.675e-003  7.675e-003

				Ca               1.997e-003  1.997e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.460      Charge balance

		                                       pe  =  15.503      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 253

		                          Density (g/cm3)  =   1.00001

		                               Volume (L)  =   1.00087

		                        Activity of water  =   1.000

		                           Ionic strength  =  5.888e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  4.000e-003

		                       Total CO2 (mol/kg)  =  7.675e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.09

		                               Iterations  =   0

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552625e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             3.725e-007  3.467e-007    -6.429    -6.460    -0.031      0.00

		   OH-            9.197e-009  8.482e-009    -8.036    -8.071    -0.035     -4.97

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.647  -151.646     0.001     32.22

		C(4)         7.675e-003

		   HCO3-          3.946e-003  3.652e-003    -2.404    -2.437    -0.034     23.16

		   CO2            3.676e-003  3.681e-003    -2.435    -2.434     0.001     33.63

		   CaHCO3+        5.219e-005  4.835e-005    -4.282    -4.316    -0.033      8.96

		   CaCO3          6.660e-007  6.669e-007    -6.177    -6.176     0.001    -14.66

		   CO3-2          4.669e-007  3.425e-007    -6.331    -6.465    -0.135     -7.33

		Ca           1.997e-003

		   Ca+2           1.944e-003  1.425e-003    -2.711    -2.846    -0.135    -18.31

		   CaHCO3+        5.219e-005  4.835e-005    -4.282    -4.316    -0.033      8.96

		   CaCO3          6.660e-007  6.669e-007    -6.177    -6.176     0.001    -14.66

		   CaOH+          7.385e-010  6.819e-010    -9.132    -9.166    -0.035     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.443e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  4.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            3.946e-003  3.946e-003      1.00

				CaHCO3+          5.219e-005  5.219e-005      1.00

				CaCO3            1.332e-006  6.660e-007      2.00

				CO3-2            9.338e-007  4.669e-007      2.00

				H+              -3.725e-007  3.725e-007     -1.00

				OH-              9.197e-009  9.197e-009      1.00

				CaOH+            7.385e-010  7.385e-010      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -1.06     -9.31   -8.26  CaCO3

				Calcite          -0.90     -9.31   -8.41  CaCO3

				CH4(g)         -148.94   -151.65   -2.71  CH4

				CO2(g)           -1.17     -2.43   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.51     -9.31   -7.80  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 7.

		------------------------------------

				USE solution 2

				EQUILIBRIUM_PHASES

						Calcite				0		# CCPP

				END # Simulation 7 

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 2.		Solution after simulation 6.

		Using pure phase assemblage 1.

		-------------------------------Phase assemblage--------------------------------

		                                                      Moles in assemblage

		Phase               SI  log IAP  log K(T, P)   Initial       Final       Delta

		Calcite          -0.00    -8.41     -8.41   1.000e+001  9.998e+000 -1.528e-003

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.204e-003  9.203e-003

				Ca               3.525e-003  3.525e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.925      Charge balance

		                                       pe  =  15.038      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 432

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.028e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.057e-003

		                       Total CO2 (mol/kg)  =  9.204e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   5

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553084e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.300e-007  1.189e-007    -6.886    -6.925    -0.039      0.00

		   OH-            2.746e-008  2.474e-008    -7.561    -7.607    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.880  -151.879     0.001     32.22

		C(4)         9.204e-003

		   HCO3-          6.896e-003  6.249e-003    -2.161    -2.204    -0.043     23.20

		   CO2            2.154e-003  2.159e-003    -2.667    -2.666     0.001     33.63

		   CaHCO3+        1.454e-004  1.320e-004    -3.837    -3.879    -0.042      8.98

		   CaCO3          5.298e-006  5.311e-006    -5.276    -5.275     0.001    -14.66

		   CO3-2          2.536e-006  1.709e-006    -5.596    -5.767    -0.171     -7.24

		Ca           3.525e-003

		   Ca+2           3.375e-003  2.273e-003    -2.472    -2.643    -0.172    -18.25

		   CaHCO3+        1.454e-004  1.320e-004    -3.837    -3.879    -0.042      8.98

		   CaCO3          5.298e-006  5.311e-006    -5.276    -5.275     0.001    -14.66

		   CaOH+          3.514e-009  3.173e-009    -8.454    -8.498    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.057e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.896e-003  6.896e-003      1.00

				CaHCO3+          1.454e-004  1.454e-004      1.00

				CaCO3            1.060e-005  5.298e-006      2.00

				CO3-2            5.072e-006  2.536e-006      2.00

				H+              -1.300e-007  1.300e-007     -1.00

				OH-              2.746e-008  2.746e-008      1.00

				CaOH+            3.514e-009  3.514e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.67   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 8.

		------------------------------------

				USE solution 2

				EQUILIBRIUM_PHASES

				SAVE solution 3

				END # Simulation 8 

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 2.		Solution after simulation 6.

		Using pure phase assemblage 1.

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                7.675e-003  7.675e-003

				Ca               1.997e-003  1.997e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.460      Charge balance

		                                       pe  =  15.503      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 253

		                          Density (g/cm3)  =   1.00001

		                               Volume (L)  =   1.00087

		                        Activity of water  =   1.000

		                           Ionic strength  =  5.888e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  4.000e-003

		                       Total CO2 (mol/kg)  =  7.675e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.09

		                               Iterations  =   0

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552625e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             3.725e-007  3.467e-007    -6.429    -6.460    -0.031      0.00

		   OH-            9.197e-009  8.482e-009    -8.036    -8.071    -0.035     -4.97

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.647  -151.646     0.001     32.22

		C(4)         7.675e-003

		   HCO3-          3.946e-003  3.652e-003    -2.404    -2.437    -0.034     23.16

		   CO2            3.676e-003  3.681e-003    -2.435    -2.434     0.001     33.63

		   CaHCO3+        5.219e-005  4.835e-005    -4.282    -4.316    -0.033      8.96

		   CaCO3          6.660e-007  6.669e-007    -6.177    -6.176     0.001    -14.66

		   CO3-2          4.669e-007  3.425e-007    -6.331    -6.465    -0.135     -7.33

		Ca           1.997e-003

		   Ca+2           1.944e-003  1.425e-003    -2.711    -2.846    -0.135    -18.31

		   CaHCO3+        5.219e-005  4.835e-005    -4.282    -4.316    -0.033      8.96

		   CaCO3          6.660e-007  6.669e-007    -6.177    -6.176     0.001    -14.66

		   CaOH+          7.385e-010  6.819e-010    -9.132    -9.166    -0.035     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.443e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  4.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            3.946e-003  3.946e-003      1.00

				CaHCO3+          5.219e-005  5.219e-005      1.00

				CaCO3            1.332e-006  6.660e-007      2.00

				CO3-2            9.338e-007  4.669e-007      2.00

				H+              -3.725e-007  3.725e-007     -1.00

				OH-              9.197e-009  9.197e-009      1.00

				CaOH+            7.385e-010  7.385e-010      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -1.06     -9.31   -8.26  CaCO3

				Calcite          -0.90     -9.31   -8.41  CaCO3

				CH4(g)         -148.94   -151.65   -2.71  CH4

				CO2(g)           -1.17     -2.43   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.51     -9.31   -7.80  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 9.

		------------------------------------

				USE solution 3

				EQUILIBRIUM_PHASES

						Calcite				0		# CCPP

				END # Simulation 9

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 3.		Solution after simulation 8.

		Using pure phase assemblage 1.

		-------------------------------Phase assemblage--------------------------------

		                                                      Moles in assemblage

		Phase               SI  log IAP  log K(T, P)   Initial       Final       Delta

		Calcite          -0.00    -8.41     -8.41   1.000e+001  9.998e+000 -1.528e-003

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.204e-003  9.203e-003

				Ca               3.525e-003  3.525e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.925      Charge balance

		                                       pe  =  15.038      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 432

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.028e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.057e-003

		                       Total CO2 (mol/kg)  =  9.204e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   5

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553084e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.300e-007  1.189e-007    -6.886    -6.925    -0.039      0.00

		   OH-            2.746e-008  2.474e-008    -7.561    -7.607    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.880  -151.879     0.001     32.22

		C(4)         9.204e-003

		   HCO3-          6.896e-003  6.249e-003    -2.161    -2.204    -0.043     23.20

		   CO2            2.154e-003  2.159e-003    -2.667    -2.666     0.001     33.63

		   CaHCO3+        1.454e-004  1.320e-004    -3.837    -3.879    -0.042      8.98

		   CaCO3          5.298e-006  5.311e-006    -5.276    -5.275     0.001    -14.66

		   CO3-2          2.536e-006  1.709e-006    -5.596    -5.767    -0.171     -7.24

		Ca           3.525e-003

		   Ca+2           3.375e-003  2.273e-003    -2.472    -2.643    -0.172    -18.25

		   CaHCO3+        1.454e-004  1.320e-004    -3.837    -3.879    -0.042      8.98

		   CaCO3          5.298e-006  5.311e-006    -5.276    -5.275     0.001    -14.66

		   CaOH+          3.514e-009  3.173e-009    -8.454    -8.498    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.057e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.896e-003  6.896e-003      1.00

				CaHCO3+          1.454e-004  1.454e-004      1.00

				CaCO3            1.060e-005  5.298e-006      2.00

				CO3-2            5.072e-006  2.536e-006      2.00

				H+              -1.300e-007  1.300e-007     -1.00

				OH-              2.746e-008  2.746e-008      1.00

				CaOH+            3.514e-009  3.514e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.67   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		------------------

		End of simulation.

		------------------

		-------------------------------------

		Reading input data for simulation 10.

		-------------------------------------

				MIX

				1		0		# takes fraction 1-x of solution 1

				3		1		# takes fraction x of solution 3

				REACTION

						H2SO4		1

						0		millimoles

				SAVE solution 4

				END  # Simulation 10  

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using mix 1.

		Using reaction 1.

		Mixture 1.

				 0.000e+000 Solution 1		Solution after simulation 2.                           

				 1.000e+000 Solution 3		Solution after simulation 8.                           

		Reaction 1.

				 0.000e+000 moles of the following reaction have been added:

				                 Relative

				Reactant            moles

				H2SO4                1.00000

				                 Relative

				Element             moles

				H                    2.00000

				O                    4.00000

				S                    1.00000

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                7.675e-003  7.675e-003

				Ca               1.997e-003  1.997e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.460      Charge balance

		                                       pe  =  15.503      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 253

		                          Density (g/cm3)  =   1.00001

		                               Volume (L)  =   1.00087

		                        Activity of water  =   1.000

		                           Ionic strength  =  5.888e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  4.000e-003

		                       Total CO2 (mol/kg)  =  7.675e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.09

		                               Iterations  =   0

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552625e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             3.725e-007  3.467e-007    -6.429    -6.460    -0.031      0.00

		   OH-            9.197e-009  8.482e-009    -8.036    -8.071    -0.035     -4.97

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.647  -151.646     0.001     32.22

		C(4)         7.675e-003

		   HCO3-          3.946e-003  3.652e-003    -2.404    -2.437    -0.034     23.16

		   CO2            3.676e-003  3.681e-003    -2.435    -2.434     0.001     33.63

		   CaHCO3+        5.219e-005  4.835e-005    -4.282    -4.316    -0.033      8.96

		   CaCO3          6.660e-007  6.669e-007    -6.177    -6.176     0.001    -14.66

		   CO3-2          4.669e-007  3.425e-007    -6.331    -6.465    -0.135     -7.33

		Ca           1.997e-003

		   Ca+2           1.944e-003  1.425e-003    -2.711    -2.846    -0.135    -18.31

		   CaHCO3+        5.219e-005  4.835e-005    -4.282    -4.316    -0.033      8.96

		   CaCO3          6.660e-007  6.669e-007    -6.177    -6.176     0.001    -14.66

		   CaOH+          7.385e-010  6.819e-010    -9.132    -9.166    -0.035     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.443e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  4.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            3.946e-003  3.946e-003      1.00

				CaHCO3+          5.219e-005  5.219e-005      1.00

				CaCO3            1.332e-006  6.660e-007      2.00

				CO3-2            9.338e-007  4.669e-007      2.00

				H+              -3.725e-007  3.725e-007     -1.00

				OH-              9.197e-009  9.197e-009      1.00

				CaOH+            7.385e-010  7.385e-010      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -1.06     -9.31   -8.26  CaCO3

				Calcite          -0.90     -9.31   -8.41  CaCO3

				CH4(g)         -148.94   -151.65   -2.71  CH4

				CO2(g)           -1.17     -2.43   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.51     -9.31   -7.80  CaCO3

		------------------

		End of simulation.

		------------------

		-------------------------------------

		Reading input data for simulation 11.

		-------------------------------------

				USE solution 4

				EQUILIBRIUM_PHASES

						Calcite				0		# CCPP

				END # Simulation 11 

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 4.		Solution after simulation 10.

		Using pure phase assemblage 1.

		-------------------------------Phase assemblage--------------------------------

		                                                      Moles in assemblage

		Phase               SI  log IAP  log K(T, P)   Initial       Final       Delta

		Calcite          -0.00    -8.41     -8.41   1.000e+001  9.998e+000 -1.528e-003

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.204e-003  9.203e-003

				Ca               3.525e-003  3.525e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.925      Charge balance

		                                       pe  =  15.038      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 432

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.028e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.057e-003

		                       Total CO2 (mol/kg)  =  9.204e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   5

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553084e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.300e-007  1.189e-007    -6.886    -6.925    -0.039      0.00

		   OH-            2.746e-008  2.474e-008    -7.561    -7.607    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.880  -151.879     0.001     32.22

		C(4)         9.204e-003

		   HCO3-          6.896e-003  6.249e-003    -2.161    -2.204    -0.043     23.20

		   CO2            2.154e-003  2.159e-003    -2.667    -2.666     0.001     33.63

		   CaHCO3+        1.454e-004  1.320e-004    -3.837    -3.879    -0.042      8.98

		   CaCO3          5.298e-006  5.311e-006    -5.276    -5.275     0.001    -14.66

		   CO3-2          2.536e-006  1.709e-006    -5.596    -5.767    -0.171     -7.24

		Ca           3.525e-003

		   Ca+2           3.375e-003  2.273e-003    -2.472    -2.643    -0.172    -18.25

		   CaHCO3+        1.454e-004  1.320e-004    -3.837    -3.879    -0.042      8.98

		   CaCO3          5.298e-006  5.311e-006    -5.276    -5.275     0.001    -14.66

		   CaOH+          3.514e-009  3.173e-009    -8.454    -8.498    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.057e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.896e-003  6.896e-003      1.00

				CaHCO3+          1.454e-004  1.454e-004      1.00

				CaCO3            1.060e-005  5.298e-006      2.00

				CO3-2            5.072e-006  2.536e-006      2.00

				H+              -1.300e-007  1.300e-007     -1.00

				OH-              2.746e-008  2.746e-008      1.00

				CaOH+            3.514e-009  3.514e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.67   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		------------------

		End of simulation.

		------------------

		-------------------------------------

		Reading input data for simulation 12.

		-------------------------------------

				USE solution 4

				REACTION

						HCl

						0.01   0.10  millimoles										# solution composition after 2 dosing steps

						INCREMENTAL_REACTIONS false

				END		# Simulation 12

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 4.		Solution after simulation 10.

		Using reaction 1.

		Reaction 1.

				 1.000e-005 moles of the following reaction have been added:

				                 Relative

				Reactant            moles

				HCl                  1.00000

				                 Relative

				Element             moles

				Cl                   1.00000

				H                    1.00000

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                7.675e-003  7.675e-003

				Ca               1.997e-003  1.997e-003

				Cl               1.000e-005  1.000e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   6.458      Charge balance

		                                       pe  =  15.505      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 254

		                          Density (g/cm3)  =   1.00001

		                               Volume (L)  =   1.00087

		                        Activity of water  =   1.000

		                           Ionic strength  =  5.888e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  3.990e-003

		                       Total CO2 (mol/kg)  =  7.675e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.09

		                               Iterations  =   2

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552625e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             3.745e-007  3.486e-007    -6.427    -6.458    -0.031      0.00

		   OH-            9.149e-009  8.438e-009    -8.039    -8.074    -0.035     -4.97

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.645  -151.645     0.001     32.22

		C(4)         7.675e-003

		   HCO3-          3.936e-003  3.643e-003    -2.405    -2.439    -0.034     23.16

		   CO2            3.686e-003  3.691e-003    -2.433    -2.433     0.001     33.63

		   CaHCO3+        5.206e-005  4.823e-005    -4.283    -4.317    -0.033      8.96

		   CaCO3          6.609e-007  6.618e-007    -6.180    -6.179     0.001    -14.66

		   CO3-2          4.633e-007  3.398e-007    -6.334    -6.469    -0.135     -7.33

		Ca           1.997e-003

		   Ca+2           1.944e-003  1.425e-003    -2.711    -2.846    -0.135    -18.31

		   CaHCO3+        5.206e-005  4.823e-005    -4.283    -4.317    -0.033      8.96

		   CaCO3          6.609e-007  6.618e-007    -6.180    -6.179     0.001    -14.66

		   CaOH+          7.347e-010  6.784e-010    -9.134    -9.168    -0.035     (0)  

		Cl           1.000e-005

		   Cl-            1.000e-005  9.227e-006    -5.000    -5.035    -0.035     17.41

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.443e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  3.990e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            3.936e-003  3.936e-003      1.00

				CaHCO3+          5.206e-005  5.206e-005      1.00

				CaCO3            1.322e-006  6.609e-007      2.00

				CO3-2            9.267e-007  4.633e-007      2.00

				H+              -3.745e-007  3.745e-007     -1.00

				OH-              9.149e-009  9.149e-009      1.00

				CaOH+            7.347e-010  7.347e-010      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -1.06     -9.31   -8.26  CaCO3

				Calcite          -0.90     -9.31   -8.41  CaCO3

				CH4(g)         -148.94   -151.64   -2.71  CH4

				CO2(g)           -1.17     -2.43   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.51     -9.31   -7.80  CaCO3

		Reaction step 2.

		Using solution 4.		Solution after simulation 10.

		Using reaction 1.

		Reaction 1.

				 1.000e-004 moles of the following reaction have been added:

				                 Relative

				Reactant            moles

				HCl                  1.00000

				                 Relative

				Element             moles

				Cl                   1.00000

				H                    1.00000

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                7.675e-003  7.675e-003

				Ca               1.997e-003  1.997e-003

				Cl               1.000e-004  1.000e-004

		----------------------------Description of solution----------------------------

		                                       pH  =   6.437      Charge balance

		                                       pe  =  15.525      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 256

		                          Density (g/cm3)  =   1.00001

		                               Volume (L)  =   1.00087

		                        Activity of water  =   1.000

		                           Ionic strength  =  5.891e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  3.900e-003

		                       Total CO2 (mol/kg)  =  7.675e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.09

		                               Iterations  =   3

		                                  Total H  = 1.110165e+002

		                                  Total O  = 5.552625e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             3.925e-007  3.653e-007    -6.406    -6.437    -0.031      0.00

		   OH-            8.730e-009  8.052e-009    -8.059    -8.094    -0.035     -4.97

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.635  -151.634     0.001     32.22

		C(4)         7.675e-003

		   HCO3-          3.847e-003  3.561e-003    -2.415    -2.448    -0.034     23.16

		   CO2            3.775e-003  3.781e-003    -2.423    -2.422     0.001     33.63

		   CaHCO3+        5.092e-005  4.717e-005    -4.293    -4.326    -0.033      8.96

		   CaCO3          6.168e-007  6.176e-007    -6.210    -6.209     0.001    -14.66

		   CO3-2          4.322e-007  3.170e-007    -6.364    -6.499    -0.135     -7.33

		Ca           1.997e-003

		   Ca+2           1.945e-003  1.426e-003    -2.711    -2.846    -0.135    -18.31

		   CaHCO3+        5.092e-005  4.717e-005    -4.293    -4.326    -0.033      8.96

		   CaCO3          6.168e-007  6.176e-007    -6.210    -6.209     0.001    -14.66

		   CaOH+          7.014e-010  6.477e-010    -9.154    -9.189    -0.035     (0)  

		Cl           1.000e-004

		   Cl-            1.000e-004  9.227e-005    -4.000    -4.035    -0.035     17.41

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.443e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  3.900e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            3.847e-003  3.847e-003      1.00

				CaHCO3+          5.092e-005  5.092e-005      1.00

				CaCO3            1.234e-006  6.168e-007      2.00

				CO3-2            8.643e-007  4.322e-007      2.00

				H+              -3.925e-007  3.925e-007     -1.00

				OH-              8.730e-009  8.730e-009      1.00

				CaOH+            7.014e-010  7.014e-010      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -1.09     -9.34   -8.26  CaCO3

				Calcite          -0.93     -9.34   -8.41  CaCO3

				CH4(g)         -148.93   -151.63   -2.71  CH4

				CO2(g)           -1.16     -2.42   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.54     -9.34   -7.80  CaCO3

		------------------

		End of simulation.

		------------------

		-------------------------------------

		Reading input data for simulation 13.

		-------------------------------------

				TITLE		Simulation for calculating CalciumCarbonate Precipitation Potential at 60 and 90 C

				USE solution 4

				REACTION_TEMPERATURE 

						60  90 										# solution composition is calculated for the 2 listed temperatures (C) 

				EQUILIBRIUM_PHASE

						Calcite

				END		# Simulation 13										# last END is optional (EndOfFile=END)

		-----

		TITLE

		-----

				Simulation for calculating CalciumCarbonate Precipitation Potential at 60 and 90 C

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 4.		Solution after simulation 10.

		Using pure phase assemblage 1.

		Using temperature 1.

		-------------------------------Phase assemblage--------------------------------

		                                                      Moles in assemblage

		Phase               SI  log IAP  log K(T, P)   Initial       Final       Delta

		Calcite           0.00    -8.76     -8.76   1.000e+001  9.999e+000 -6.631e-004

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.338e-003  8.338e-003

				Ca               2.660e-003  2.660e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.481      Charge balance

		                                       pe  =  11.579      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 60 oC) = 907

		                          Density (g/cm3)  =   0.98359

		                               Volume (L)  =   1.01767

		                        Activity of water  =   1.000

		                           Ionic strength  =  7.663e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.326e-003

		                       Total CO2 (mol/kg)  =  8.338e-003

		                      Temperature (deg C)  =  60.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.07

		                               Iterations  =  40

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552824e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             3.606e-007  3.306e-007    -6.443    -6.481    -0.038      0.00

		   OH-            3.227e-007  2.920e-007    -6.491    -6.535    -0.043     -3.87

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.32

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -127.059  -127.058     0.001     32.22

		C(4)         8.338e-003

		   HCO3-          5.159e-003  4.691e-003    -2.287    -2.329    -0.041     25.92

		   CO2            3.021e-003  3.026e-003    -2.520    -2.519     0.001     23.63

		   CaHCO3+        1.492e-004  1.359e-004    -3.826    -3.867    -0.041     10.49

		   CaCO3          7.775e-006  7.788e-006    -5.109    -5.109     0.001    -14.51

		   CO3-2          1.490e-006  1.019e-006    -5.827    -5.992    -0.165     -7.02

		Ca           2.660e-003

		   Ca+2           2.503e-003  1.710e-003    -2.602    -2.767    -0.165    -18.13

		   CaHCO3+        1.492e-004  1.359e-004    -3.826    -3.867    -0.041     10.49

		   CaCO3          7.775e-006  7.788e-006    -5.109    -5.109     0.001    -14.51

		   CaOH+          9.469e-010  8.583e-010    -9.024    -9.066    -0.043     (0)  

		H(0)         7.869e-040

		   H2             3.935e-040  3.942e-040   -39.405   -39.404     0.001     28.58

		O(0)         6.877e-004

		   O2             3.439e-004  3.445e-004    -3.464    -3.463     0.001     32.38

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.326e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.159e-003  5.159e-003      1.00

				CaHCO3+          1.492e-004  1.492e-004      1.00

				CaCO3            1.555e-005  7.775e-006      2.00

				CO3-2            2.981e-006  1.490e-006      2.00

				H+              -3.606e-007  3.606e-007     -1.00

				OH-              3.227e-007  3.227e-007      1.00

				CaOH+            9.469e-010  9.469e-010      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(333 K,   1 atm)

				Aragonite        -0.12     -8.76   -8.64  CaCO3

				Calcite           0.00     -8.76   -8.76  CaCO3

				CH4(g)         -124.04   -127.06   -3.02  CH4

				CO2(g)           -0.75     -2.52   -1.77  CO2

				H2(g)           -36.27    -39.40   -3.14  H2

				H2O(g)           -0.71     -0.00    0.71  H2O

				O2(g)            -0.40     -3.46   -3.06  O2

				Vaterite         -0.48     -8.76   -8.28  CaCO3

		Reaction step 2.

		Using solution 4.		Solution after simulation 10.

		Using pure phase assemblage 1.

		Using temperature 1.

		-------------------------------Phase assemblage--------------------------------

		                                                      Moles in assemblage

		Phase               SI  log IAP  log K(T, P)   Initial       Final       Delta

		Calcite          -0.00    -9.12     -9.12   1.000e+001  1.000e+001  2.217e-005

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                7.653e-003  7.653e-003

				Ca               1.975e-003  1.975e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.354      Charge balance

		                                       pe  =   9.880      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 90 oC) = 1006

		                          Density (g/cm3)  =   0.96564

		                               Volume (L)  =   1.03648

		                        Activity of water  =   1.000

		                           Ionic strength  =  5.699e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  3.956e-003

		                       Total CO2 (mol/kg)  =  7.653e-003

		                      Temperature (deg C)  =  90.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.09

		                               Iterations  =  56

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552619e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            9.753e-007  8.884e-007    -6.011    -6.051    -0.041     -5.12

		   H+             4.813e-007  4.431e-007    -6.318    -6.354    -0.036      0.00

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.66

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -115.747  -115.747     0.001     32.22

		C(4)         7.653e-003

		   HCO3-          3.835e-003  3.507e-003    -2.416    -2.455    -0.039     25.28

		   CO2            3.707e-003  3.712e-003    -2.431    -2.430     0.001     21.33

		   CaHCO3+        1.017e-004  9.313e-005    -3.993    -4.031    -0.038     10.62

		   CaCO3          8.528e-006  8.539e-006    -5.069    -5.069     0.001    -14.45

		   CO3-2          8.291e-007  5.800e-007    -6.081    -6.237    -0.155    -13.63

		Ca           1.975e-003

		   Ca+2           1.864e-003  1.303e-003    -2.729    -2.885    -0.156    -19.05

		   CaHCO3+        1.017e-004  9.313e-005    -3.993    -4.031    -0.038     10.62

		   CaCO3          8.528e-006  8.539e-006    -5.069    -5.069     0.001    -14.45

		   CaOH+          5.350e-010  4.879e-010    -9.272    -9.312    -0.040     (0)  

		H(0)         2.839e-036

		   H2             1.419e-036  1.421e-036   -35.848   -35.847     0.001     28.57

		O(0)         6.877e-004

		   O2             3.439e-004  3.443e-004    -3.464    -3.463     0.001     33.54

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  3.956e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            3.835e-003  3.835e-003      1.00

				CaHCO3+          1.017e-004  1.017e-004      1.00

				CaCO3            1.706e-005  8.528e-006      2.00

				CO3-2            1.658e-006  8.291e-007      2.00

				OH-              9.753e-007  9.753e-007      1.00

				H+              -4.813e-007  4.813e-007     -1.00

				CaOH+            5.350e-010  5.350e-010      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(363 K,   1 atm)

				Aragonite        -0.11     -9.12   -9.02  CaCO3

				Calcite          -0.00     -9.12   -9.12  CaCO3

				CH4(g)         -112.68   -115.75   -3.07  CH4

				CO2(g)           -0.51     -2.43   -1.92  CO2

				H2(g)           -32.73    -35.85   -3.12  H2

				H2O(g)           -0.16     -0.00    0.16  H2O

				O2(g)            -0.35     -3.46   -3.11  O2

				Vaterite         -0.43     -9.12   -8.70  CaCO3

		------------------

		End of simulation.

		------------------

		-------------------------------------

		Reading input data for simulation 14.

		-------------------------------------

		--------------------------------

		End of Run after 25.765 Seconds.

		--------------------------------





Messages





Database

		#  stimela.dat (version 2013-10-15)

		#  under development by Peter de Moel (Omnisys) for Stimela platform at Delft University of Technology

		#  based on: phreeqc.dat (file date 2013-06-03, as part of Phreeqc Interactive 3.0.6-7757)

		#  Stimela is focussed on modelling for water and waste water treatment 

		#  list of modifications: 

		#  added [Fe+2] and [Mn+2] (with master species [Fe+2]+2 and [Mn+2]+2) for redox-uncoupled models with Fe+2 and/or Mn+2

		#  added [N-3] (with master species [N-3]H4+) as alternative for redox-uncoupled Amm (with master species AmmH+)

		#  added [C-4] and [S-2] (with master species [C-4]H4 and H2[S-2]) as alternatives for redox-uncoupled Mtg and Sg)

		#  added species H3PO4 (included in DIN 38404-10 (Dezember 2012)) 

		#  added solid Vaterite (CaCO3) (included in Standard Methods 2330 (2010))

		#  end of list of modifications 

		# PHREEQC.DAT for calculating pressure dependence of reactions, with

		#   molal volumina of aqueous species and of minerals, and

		#   critical temperatures and pressures of gases used in Peng-Robinson's EOS.

		# Details are given at the end of this file.

		SOLUTION_MASTER_SPECIES

		#

		#element		species		alk		gfw_formula		element_gfw

		#

		H				H+		-1.0		H				1.008

		H(0)				H2		0.0		H

		H(1)				H+		-1.0		0.0

		E				e-		0.0		0.0				0.0

		O				H2O		0.0		O				16.0

		O(0)				O2		0.0		O

		O(-2)				H2O		0.0		0.0

		Ca				Ca+2		0.0		Ca				40.08

		Mg				Mg+2		0.0		Mg				24.312

		Na				Na+		0.0		Na				22.9898

		K				K+		0.0		K				39.102

		Fe				Fe+2		0.0		Fe				55.847

		Fe(+2)				Fe+2		0.0		Fe

		Fe(+3)				Fe+3		-2.0		Fe

		Mn				Mn+2		0.0		Mn				54.938

		Mn(+2)				Mn+2		0.0		Mn

		Mn(+3)				Mn+3		0.0		Mn

		Al				Al+3		0.0		Al				26.9815

		Ba				Ba+2		0.0		Ba				137.34

		Sr				Sr+2		0.0		Sr				87.62

		Si				H4SiO4		0.0		SiO2				28.0843

		Cl				Cl-		0.0		Cl				35.453

		C				CO3-2		2.0		HCO3				12.0111

		C(+4)				CO3-2		2.0		HCO3

		C(-4)				CH4		0.0		CH4

		Alkalinity		CO3-2		1.0		Ca0.5(CO3)0.5		50.05

		S				SO4-2		0.0		SO4				32.064

		S(6)				SO4-2		0.0		SO4

		S(-2)				HS-		1.0		S

		N				NO3-		0.0		N				14.0067

		N(+5)				NO3-		0.0		N

		N(+3)				NO2-		0.0		N

		N(0)				N2		0.0		N

		N(-3)				NH4+		0.0     N

		#Amm				AmmH+		0.0		AmmH				17.0

		# begin modification stimela.dat 

		# added redox-uncoupled (inert) elements [N-3], [Fe+2] and [Mn+2]

		[N-3]				[N-3]H4+		0.0		NH4				14.0067

		[Fe+2]				[Fe+2]+2		0.0		Fe				55.847

		[Mn+2]				[Mn+2]+2		0.0		Mn				54.938

		# end modification stimela.dat

		B				H3BO3		0.0		B				10.81

		P				PO4-3		2.0		P				30.9738

		F				F-		0.0		F				18.9984

		Li				Li+		0.0		Li				6.939

		Br				Br-		0.0		Br				79.904

		Zn				Zn+2		0.0		Zn				65.37

		Cd				Cd+2		0.0		Cd				112.4

		Pb				Pb+2		0.0		Pb				207.19

		Cu				Cu+2		0.0		Cu				63.546

		Cu(+2)				Cu+2		0.0		Cu

		Cu(+1)				Cu+1		0.0		Cu

		# redox-uncoupled gases

		Hdg				Hdg		0		Hdg		2.016 # H2 gas

		Oxg				Oxg		0		Oxg		32 # Oxygen gas

		Mtg				Mtg		0.0		Mtg		16.032 # CH4 gas

		Sg				H2Sg		1.0		H2Sg		34.08

		Ntg				Ntg		0		Ntg		28.0134 # N2 gas

		# begin modification stimela.dat 

		# redox_uncoupled elements Amm ( = [N-3]H3 ), Mtg  and Sg  will confuse novice users / students

		# notation as [C-4] and [S-2] for redox-uncoupled (inert) elements Mtg and Sg

		[C-4]				[C-4]H4		0.0		CH4				12.0111				# CH4 gas

		[S-2]				H2[S-2]		1.0		H2S				34.08				# H2S gas

		# uniform notation omitted for Oxg, Hdg and Ntg, to keep compliance with phreeqc.dat   

		# end modification stimela.dat

		SOLUTION_SPECIES

		H+ = H+

				-gamma		9.0		0.0

				-dw		 9.31e-9

		e- = e-

		H2O = H2O

		Ca+2 = Ca+2

				-gamma		5.0		0.1650

		#		-gamma		4.5		0.23 # anhydrite in NaCl solutions, Freyer and Voigt, 2004, GCA 68, 307

				-dw		 0.793e-9

				-Vm  -0.3456  -7.252  6.149  -2.479  1.239  5  1.60  -57.1  -6.12e-3  1 # supcrt modified

		Mg+2 = Mg+2

				-gamma		5.5		0.20

				-dw		 0.705e-9

				-Vm  -1.410  -8.6  11.13  -2.39  1.332  5.5  1.29  -32.9  -5.86e-3  1 # supcrt modified

		Na+ = Na+

				-gamma		4.0		 0.075

				-gamma		4.08 0.082 # halite solubility

				-dw		 1.33e-9

				-Vm  1.403  -2.285  4.419  -2.726  -5.125e-5  4.0  0.162  47.67  -3.09e-3  0.725 # supcrt modified

		# for calculating densities (rho) when I > 3...

		#		-Vm  1.403  -2.285  4.419  -2.726  -5.125e-5  2.0  0.162  47.67  -3.09e-3  0.4

		K+ = K+

				-gamma		3.5		0.015

				-dw		 1.96e-9

				-Vm  3.322  -1.473  6.534  -2.712  9.06e-2  3.5  0  29.7  0  1 # supcrt modified

		Fe+2 = Fe+2

				-gamma		6.0		0.0

				-dw		 0.719e-9

				-Vm  -0.3255  -9.687  1.536  -2.379  0.3033  5.5  -4.21e-2  37.96  0  1 # supcrt modified

		Mn+2 = Mn+2

				-gamma		6.0		0.0

				-dw		 0.688e-9

				-Vm  -.1016  -8.0295  8.9060  -2.4471  1.4006 6 # supcrt

		Al+3 = Al+3

				-gamma		9.0		0.0

				-dw		 0.559e-9

				-Vm  -3.3404  -17.1108  14.9917  -2.0716  2.8711 9 # supcrt

		Ba+2 = Ba+2

				-gamma  5.0  0

				-gamma		4.0  0.153 # Barite solubility

				-dw 0.848e-9

				-Vm  2.063  -10.06  1.9534  -2.36  0.4218  5  1.58  -12.03  -8.35e-3  1 # supcrt modified

		Sr+2 = Sr+2

				-dw		 0.794e-9

				-gamma		5.260		0.121

				-Vm  -1.57e-2  -10.15  10.18  -2.36  0.860  5.26  0.859  -27.0  -4.1e-3  1.97 # supcrt modified

		H4SiO4 = H4SiO4

				-dw		 1.10e-9

				-Vm  10.5  1.7  20  -2.7  0.1291 # supcrt + 2*H2O in a1

		Cl- = Cl-

				-gamma		3.5		  0.015

				-gamma		3.63  0.017 # cf. pitzer.dat

				-dw		 2.03e-9

				-Vm  4.465  4.801  4.325  -2.847  1.748  0  -0.331  20.16  0  1 # supcrt modified

		CO3-2 = CO3-2

				-gamma		5.4		0.0

				-dw		 0.955e-9

				-Vm  6.95  0  0  -5.98  8.32  0  -0.115  167  -0.026  1 # supcrt modified

		SO4-2 = SO4-2

				-gamma		5.0		-0.04

				-dw		 1.07e-9

				-Vm  8.0  2.51  -42.5 5.41  4.23 0 0 0 0 1 # supcrt modified

		NO3- = NO3-

				-gamma		3.0		0.0

				-dw		 1.9e-9

				-Vm  6.392  6.78  0  -3.06  0.449  0  0.80  0  -1.05e-2  1 # supcrt modified

		#AmmH+ = AmmH+

		#		-gamma		2.5		0.0

		#		-dw		 1.98e-9

		#		-Vm  4.837  2.345  5.522  -2.88 1.096  3  -1.456  75.0  7.17e-3  1 # supcrt modified

		# begin modification stimela.dat 

		# added [N-3]H4+, [Fe+2]+2 and [Mn+2]+2

		[N-3]H4+ = [N-3]H4+

				-gamma		2.5		0.0

				-dw		 1.98e-9

				-Vm  4.837  2.345  5.522  -2.88 1.096  3  -1.456  75.0  7.17e-3  1 # supcrt modified

		[Fe+2]+2 = [Fe+2]+2

				-gamma		6.0		0.0

				-dw		 0.719e-9

				-Vm  -0.3255  -9.687  1.536  -2.379  0.3033  5.5  -4.21e-2  37.96  0  1 # supcrt modified

		[Mn+2]+2 = [Mn+2]+2

				-gamma		6.0		0.0

				-dw		 0.688e-9

				-Vm  -.1016  -8.0295  8.9060  -2.4471  1.4006 6 # supcrt

		# end modification stimela.dat

		H3BO3 = H3BO3

				-dw		1.1e-9

				-Vm 7.0643  8.8547  3.5844  -3.1451 -.2000  # supcrt

		PO4-3 = PO4-3

				-gamma		4.0		0.0

				-dw		 0.612e-9

				-Vm  -.5259  -9.0654  9.3131  -2.4042  5.6114 # supcrt

		F- = F-

				-gamma		3.5		0.0

				-dw		 1.46e-9

				-Vm  .6870  1.3588  7.6033  -2.8352  1.787 # supcrt

		Li+ = Li+

				-gamma		6.0		0.0

				-dw		 1.03e-9

				-Vm  -.0237  -.0690  11.5800  -2.7761 .4862 6 # supcrt

		Br- = Br-

				-gamma		3.0		0.0

				-dw		 2.01e-9

				-Vm  5.2690  6.5940  4.7450  -3.1430  1.3858 # supcrt

		Zn+2 = Zn+2

				-gamma		5.0		0.0

				-dw		 0.715e-9

				-Vm  -1.0677  -10.3884  9.8331  -2.3495  1.4574 5 # supcrt

		Cd+2 = Cd+2

				-dw		 0.717e-9

				-Vm  .0537  -10.7080  16.5176  -2.3363  1.2528 5 # supcrt

		Pb+2 = Pb+2

				-dw		 0.945e-9

				-Vm  -.0051  -7.7939  8.8134  -2.4568  1.0788 4.5 # supcrt

		Cu+2 = Cu+2

				-gamma		6.0		0.0

				-dw		 0.733e-9

				-Vm  -1.1021  -10.4726  9.8662  -2.3461  1.4769 6 # supcrt

		# redox-uncoupled gases

		Hdg = Hdg # H2

				-dw		 5.13e-9

				-Vm 6.52  0.78  0.12 # supcrt

		Oxg = Oxg # O2

				-dw		 2.35e-9

				-Vm  5.7889  6.3536  3.2528  -3.0417  -0.3943 # supcrt

		Mtg = Mtg # CH4

				-dw		 1.85e-9

				-Vm 7.7 # CH4 solubility, 25-100C, 1-700atm

		Ntg = Ntg # N2

				-dw		 1.96e-9

				-Vm 7 # Pray et al., 1952, IEC 44. 1146

		H2Sg = H2Sg # H2S

				-dw		 2.1e-9

				-Vm  7.81  2.96  -0.46 # supcrt

		# begin modification stimela.dat 

		[C-4]H4 = [C-4]H4 # CH4

				-dw		 1.85e-9

				-Vm 7.7 # CH4 solubility, 25-100C, 1-700atm

		H2[S-2] = H2[S-2] # H2S

				-dw		 2.1e-9

				-Vm  7.81  2.96  -0.46 # supcrt

		# end modification stimela.dat

		# aqueous species

		H2O = OH- + H+

				-analytic  293.29227  0.1360833  -10576.913  -123.73158  0  -6.996455e-5

				-gamma		3.5		0.0

				-dw		 5.27e-9

				-Vm  -9.66  28.5  80.0 -22.9 1.89 0 1.09 0 0 1 # supcrt modified

		2 H2O = O2 + 4 H+ + 4 e-

				-log_k		-86.08

				-delta_h 134.79 kcal

				-dw		 2.35e-9

				-Vm  5.7889  6.3536  3.2528  -3.0417  -0.3943 # supcrt

		2 H+ + 2 e- = H2

				-log_k		-3.15

				-delta_h -1.759 kcal

				-dw		 5.13e-9

				-Vm 6.52  0.78  0.12 # supcrt

		CO3-2 + H+ = HCO3-

				-log_k		10.329

				-delta_h -3.561		kcal

				-analytic		107.8871		0.03252849		-5151.79		-38.92561		563713.9

				-gamma		5.4		0.0

				-dw		 1.18e-9

				-Vm  8.60  0  -12.0  0  1.643  0  0  167  0  1 # supcrt modified

		CO3-2 + 2 H+ = CO2 + H2O

				-log_k		16.681

				-delta_h -5.738		kcal

				-analytic		464.1965		0.09344813		-26986.16		-165.75951		2248628.9

				-dw		 1.92e-9

				-Vm  20.85  -46.93  -79.0  27.9  -0.193 # supcrt modified

		CO3-2 + 10 H+ + 8 e- = CH4 + 3 H2O

				-log_k		41.071

				-delta_h -61.039 kcal

				-dw		 1.85e-9

				-Vm 7.7

		SO4-2 + H+ = HSO4-

				-log_k		1.988

				-delta_h 3.85		kcal

				-analytic		-56.889		0.006473		2307.9		19.8858		0.0

				-dw		 1.33e-9

				-Vm 8.2 9.2590  2.1108  -3.1618 1.1748  0 -0.3 15 0 1 # supcrt modified

		HS- = S-2 + H+

				-log_k		-12.918

				-delta_h 12.1		kcal

				-gamma		5.0		0.0

				-dw		 0.731e-9

		SO4-2 + 9 H+ + 8 e- = HS- + 4 H2O

				-log_k		33.65

				-delta_h -60.140 kcal

				-gamma		3.5		0.0

				-dw		 1.73e-9

				-Vm  5.0119  4.9799  3.4765  -2.9849  1.4410 # supcrt

		HS- + H+ = H2S

				-log_k		6.994

				-delta_h -5.30		kcal

				-analytical  -11.17  0.02386  3279.0

				-dw		 2.1e-9

				-Vm  7.81  2.96  -0.46 # supcrt

		H2Sg = HSg- + H+

				-log_k		-6.994

				-delta_h 5.30		kcal

				-analytical  11.17  -0.02386  -3279.0

				-dw		 2.1e-9

				-Vm  5.0119  4.9799  3.4765  -2.9849  1.4410 # supcrt

		# begin modification stimela.dat 

		H2[S-2] = H[S-2]- + H+

				-log_k		-6.994

				-delta_h 5.30		kcal

				-analytical  11.17  -0.02386  -3279.0

				-dw		 2.1e-9

				-Vm  5.0119  4.9799  3.4765  -2.9849  1.4410 # supcrt

		# end modification stimela.dat

		NO3- + 2 H+ + 2 e- = NO2- + H2O

				-log_k		28.570

				-delta_h -43.760 kcal

				-gamma		3.0		0.0

				-dw		 1.91e-9

				-Vm  5.5864  5.8590  3.4472  -3.0212  1.1847 # supcrt

		2 NO3- + 12 H+ + 10 e- = N2 + 6 H2O

				-log_k		207.08

				-delta_h -312.130		kcal

				-dw		 1.96e-9

				-Vm 7 # Pray et al., 1952, IEC 44. 1146

		NO3- + 10 H+ + 8 e- = NH4+ + 3 H2O

				log_k		119.077

				delta_h -187.055		kcal

				-gamma		2.5		0.0

				-dw		 1.98e-9

				-Vm  4.837  2.345  5.522  -2.88 1.096  3  -1.456  75.0  7.17e-3  1 # supcrt modified

		#AmmH+ = AmmH+

		#		-gamma		2.5		0.0

		#		-dw		 1.98e-9

		#		-Vm  4.837  2.345  5.522  -2.88 1.096  3  -1.456  75.0  7.17e-3  1 # supcrt modified

		NH4+ = NH3 + H+

				-log_k		-9.252

				-delta_h 12.48		kcal

				-analytic  0.6322  -0.001225  -2835.76

				-dw		 2.28e-9

				-Vm  5.09  2.8  8.62  -2.88  -0.05 # supcrt

		#AmmH+ = Amm + H+

		#		-log_k		-9.252

		#		-delta_h 12.48		kcal

		#		-analytic  0.6322  -0.001225  -2835.76

		#		-dw		 2.28e-9

		#		-Vm  5.09  2.8  8.62  -2.88  -0.05 # supcrt

		# begin modification stimela.dat 

		[N-3]H4+ = [N-3]H3 + H+

				-log_k		-9.252

				-delta_h 12.48		kcal

				-analytic  0.6322  -0.001225  -2835.76

				-dw		 2.28e-9

				-Vm  5.09  2.8  8.62  -2.88  -0.05 # supcrt

		# end modification stimela.dat

		NH4+ + SO4-2 = NH4SO4-

				log_k		1.11

		#        -gamma  5.0     0.0 

		#AmmH+ + SO4-2 = AmmHSO4-

		#		-log_k		1.11

		# begin modification stimela.dat 

		[N-3]H4+ + SO4-2 = [N-3]H4SO4-

				-log_k		1.11

		# end modification stimela.dat

		H3BO3 = H2BO3- + H+

				-log_k		-9.24

				-delta_h 3.224		kcal

		H3BO3 + F- = BF(OH)3-

				-log_k		-0.4

				-delta_h 1.850		kcal

		H3BO3 + 2 F- + H+ = BF2(OH)2- + H2O

				-log_k		7.63

				-delta_h 1.618		kcal

		H3BO3 + 2 H+ + 3 F- = BF3OH- + 2 H2O

				-log_k		13.67

				-delta_h -1.614		kcal

		H3BO3 + 3 H+ + 4 F- = BF4- + 3 H2O

				-log_k		20.28

				-delta_h -1.846		kcal

		PO4-3 + H+ = HPO4-2

				-log_k		12.346

				-delta_h -3.530		kcal

				-gamma		5.0		0.0

				-dw		0.69e-9

				-Vm  3.6315  1.0857  5.3233  -2.8239  3.3363 # supcrt

		PO4-3 + 2 H+ = H2PO4-

				-log_k		19.553

				-delta_h -4.520		kcal

				-gamma		5.4		0.0

				-dw		 0.846e-9

				-Vm  6.4875  8.0594  2.5823  -3.1122  1.3003 # supcrt

		# begin modification stimela.dat 

		# adding H3PO4

		# from $Id: minteq.v4.dat 794 2006-02-27 21:06:22Z dlpark $

		3H+ + PO4-3 = H3PO4

				log_k		21.721

				delta_h		-10.1		kJ

				-gamma		0		0

						#                  Id:		3305802

						#        log K source:		NIST46.3                      

						#      Delta H source:		NIST46.3                      

						#T and ionic strength:		 0.00 25.0

		# end modification stimela.dat

		H+ + F- = HF

				-log_k		3.18

				-delta_h 3.18		kcal

				-analytic		-2.033		0.012645		429.01

				-Vm  3.4753  .7042  5.4732  -2.8081  -.0007 # supcrt

		H+ + 2 F- = HF2-

				-log_k		3.76

				-delta_h 4.550		kcal

				-Vm  5.2263  4.9797  3.7928  -2.9849  1.2934 # supcrt

		Ca+2 + H2O = CaOH+ + H+

				-log_k		-12.78

		Ca+2 + CO3-2 = CaCO3

				-log_k		3.224

				-delta_h 3.545		kcal

				-analytic		-1228.732		-0.299440		35512.75		485.818

				-dw 4.46e-10		# complexes: calc'd with the Pikal formula

				-Vm  -.2430  -8.3748  9.0417  -2.4328  -.0300 # supcrt

		Ca+2 + CO3-2 + H+ = CaHCO3+

				-log_k		11.435

				-delta_h -0.871		kcal

				-analytic		1317.0071		0.34546894		-39916.84		-517.70761		563713.9

				-gamma		6.0		0.0

				-dw 5.06e-10

				-Vm  3.1911  .0104  5.7459  -2.7794  .3084 5.4 # supcrt

		Ca+2 + SO4-2 = CaSO4

				-log_k		2.25

				-delta_h 1.325		kcal

				-dw 4.71e-10

				-Vm  2.7910  -.9666  6.1300  -2.7390  -.0010 # supcrt

		Ca+2 + HSO4- = CaHSO4+

				-log_k		  1.08

		Ca+2 + PO4-3 = CaPO4-

				-log_k		6.459

				-delta_h 3.10		kcal

				-gamma  5.4  0.0 

		Ca+2 + HPO4-2 = CaHPO4

				-log_k		2.739

				-delta_h 3.3 kcal

		Ca+2 + H2PO4- = CaH2PO4+

				-log_k		1.408

				-delta_h 3.4 kcal

				-gamma  5.4  0.0 

		#Ca+2 + F- = CaF+

		#		-log_k		0.94

		#		-delta_h 4.120		kcal

		#		-Vm  .9846  -5.3773  7.8635  -2.5567  .6911 5.5 # supcrt

		#		-gamma  5.5  0.0 

		Mg+2 + H2O = MgOH+ + H+

				-log_k		-11.44

				-delta_h 15.952 kcal

				-gamma		6.5		0.0

		Mg+2 + CO3-2 = MgCO3

				-log_k		2.98

				-delta_h 2.713		kcal

				-analytic		0.9910		0.00667

				-dw 4.21e-10

				-Vm  -.5837  -9.2067  9.3687  -2.3984  -.0300 # supcrt

		Mg+2 + H+ + CO3-2 = MgHCO3+

				-log_k		11.399

				-delta_h -2.771		kcal

				-analytic		48.6721		0.03252849		-2614.335		-18.00263		563713.9

				-dw 4.78e-10

				-Vm  2.7171  -1.1469  6.2008  -2.7316  .5985 4 # supcrt

				-gamma		4.0		0.0

		Mg+2 + SO4-2 = MgSO4

				-log_k		2.37

				-delta_h 4.550		kcal

				-dw 4.45e-10

				-Vm  2.4  -0.97  6.1  -2.74  # est'd

		Mg+2 + PO4-3 = MgPO4-

				-log_k		6.589

				-delta_h 3.10		kcal

				-gamma		5.4		0.0

		Mg+2 + HPO4-2 = MgHPO4

				-log_k		2.87

				-delta_h 3.3 kcal

		Mg+2 + H2PO4- = MgH2PO4+

				-log_k		1.513

				-delta_h 3.4 kcal

				-gamma		5.4		0.0

		Mg+2 + F- = MgF+

				-log_k		1.82

				-delta_h 3.20		kcal

				-Vm  .6494  -6.1958  8.1852  -2.5229  .9706 4.5 # supcrt

				-gamma		4.5		0.0

				Na+ + OH- = NaOH

				-log_k		-10 # remove this complex

		Na+ + CO3-2 = NaCO3-

				-log_k		1.27

				-delta_h 8.91 kcal

				-dw 5.85e-10

				-Vm  3.99  0  15.3  -8.12  3.11  0  2.7  0  0.026  1

				#-gamma		5.4		0.0

		Na+ + HCO3- = NaHCO3

				-log_k  -0.25

				-delta_h  -1 kcal

				-dw 6.73e-10

				-Vm  0.51

		Na+ + SO4-2 = NaSO4-

				-log_k		0.7

				-delta_h 1.120		kcal

				-dw 6.18e-10

				-Vm  1e-5  19.3  1.07  -2.05  3.41  0  4.7  0  0  0.77 # not in supcrt

				-gamma		5.4		0.0

		Na+ + HPO4-2 = NaHPO4-

				-log_k		0.29

				-gamma		5.4		0.0

		Na+ + F- = NaF

				-log_k		-0.24

				-Vm  2.7483  -1.0708  6.1709  -2.7347  -.030 # supcrt

		K+ + SO4-2 = KSO4-

				-log_k		0.85

				-delta_h 2.250		kcal

				-analytical  3.106  0.0  -673.6

				-dw 7.46e-10

				-gamma		5.4		0.0

		K+ + HPO4-2 = KHPO4-

				-log_k		0.29

				-gamma		5.4		0.0

		Fe+2 + H2O = FeOH+ + H+

				-log_k		-9.5

				-delta_h 13.20		kcal

				-gamma		5.0		0.0

		Fe+2 + 3H2O = Fe(OH)3- + 3H+ 

				-log_k -31.0

				-delta_h 30.3 kcal

				-gamma  5.0 0.0

		Fe+2 + Cl- = FeCl+

				-log_k		0.14

		Fe+2 + CO3-2 = FeCO3

				-log_k		4.38

		Fe+2 + HCO3- = FeHCO3+

				-log_k		2.0

		Fe+2 + SO4-2 = FeSO4

				-log_k		2.25

				-delta_h 3.230		kcal

		Fe+2 + HSO4- = FeHSO4+

				-log_k		1.08

		Fe+2 + 2HS- = Fe(HS)2

				-log_k		8.95

		Fe+2 + 3HS- = Fe(HS)3-

				-log_k		10.987

		Fe+2 + HPO4-2 = FeHPO4

				-log_k		3.6

		Fe+2 + H2PO4- = FeH2PO4+

				-log_k		2.7

				-gamma		5.4		0.0

		Fe+2 + F- = FeF+

				-log_k		1.0

		Fe+2 = Fe+3 + e-

				-log_k		-13.02

				-delta_h 9.680		kcal

				-gamma		9.0		0.0

		Fe+3 + H2O = FeOH+2 + H+

				-log_k		-2.19

				-delta_h 10.4		kcal

				-gamma		5.0		0.0

		Fe+3 + 2 H2O = Fe(OH)2+ + 2 H+

				-log_k		-5.67

				-delta_h 17.1		kcal

				-gamma		5.4		0.0

		Fe+3 + 3 H2O = Fe(OH)3 + 3 H+

				-log_k		-12.56

				-delta_h 24.8		kcal

		Fe+3 + 4 H2O = Fe(OH)4- + 4 H+

				-log_k		-21.6

				-delta_h 31.9		kcal

				-gamma		5.4		0.0

		Fe+2 + 2H2O = Fe(OH)2 + 2H+ 

				-log_k  -20.57

				-delta_h 28.565 kcal  

		2 Fe+3 + 2 H2O = Fe2(OH)2+4 + 2 H+

				-log_k		-2.95

				-delta_h 13.5		kcal

		3 Fe+3 + 4 H2O = Fe3(OH)4+5 + 4 H+

				-log_k		-6.3

				-delta_h 14.3		kcal

		Fe+3 + Cl- = FeCl+2

				-log_k		1.48

				-delta_h 5.6		kcal

				-gamma		5.0		0.0

		Fe+3 + 2 Cl- = FeCl2+

				-log_k		2.13

				-gamma		5.0		0.0

		Fe+3 + 3 Cl- = FeCl3

				-log_k		1.13

		Fe+3 + SO4-2 = FeSO4+

				-log_k		4.04

				-delta_h 3.91		kcal

				-gamma		5.0		0.0

		Fe+3 + HSO4- = FeHSO4+2

				-log_k		2.48

		Fe+3 + 2 SO4-2 = Fe(SO4)2-

				-log_k		5.38

				-delta_h 4.60		kcal

		Fe+3 + HPO4-2 = FeHPO4+

				-log_k		5.43

				-delta_h 5.76		kcal

				-gamma		5.0		0.0

		Fe+3 + H2PO4- = FeH2PO4+2

				-log_k		5.43

				-gamma		5.4		0.0

		Fe+3 + F- = FeF+2

				-log_k		6.2

				-delta_h 2.7		kcal

				-gamma		5.0		0.0

		Fe+3 + 2 F- = FeF2+

				-log_k		10.8

				-delta_h 4.8		kcal

				-gamma		5.0		0.0

		Fe+3 + 3 F- = FeF3

				-log_k		14.0

				-delta_h 5.4		kcal

		Mn+2 + H2O = MnOH+ + H+

				-log_k		-10.59

				-delta_h 14.40		kcal

				-gamma		5.0		0.0

		Mn+2 + 3H2O = Mn(OH)3- + 3H+ 

				-log_k  -34.8

				-gamma		5.0		0.0

		Mn+2 + Cl- = MnCl+

				-log_k		0.61

				-Vm  2.7448  -1.0793  6.1743  -2.7344  .3686 # supcrt

				-gamma		5.0		0.0

		Mn+2 + 2 Cl- = MnCl2

				-log_k		0.25

		Mn+2 + 3 Cl- = MnCl3-

				-log_k		-0.31

				-gamma		5.0		0.0

		Mn+2 + CO3-2 = MnCO3

				-log_k		4.9

		Mn+2 + HCO3- = MnHCO3+

				-log_k		1.95

				-gamma		5.0		0.0

		Mn+2 + SO4-2 = MnSO4

				-log_k		2.25

				-delta_h 3.370		kcal

				-Vm  2.4377  -1.8292  6.4690  -2.7034  -.0300 # supcrt

		Mn+2 + 2 NO3- = Mn(NO3)2

				-log_k		0.6

				-delta_h -0.396		kcal

		Mn+2 + F- = MnF+

				-log_k		0.84

				-gamma		5.0		0.0

		Mn+2 = Mn+3 + e-

				-log_k		-25.51

				-delta_h 25.80		kcal

				-gamma		9.0		0.0

		Al+3 + H2O = AlOH+2 + H+

				-log_k		-5.0

				-delta_h 11.49		kcal

				-analytic		-38.253		0.0		-656.27		14.327

				-Vm  -1.4649  -11.3582  10.2143  -2.3095  1.6668 5.4 # supcrt

				-gamma		5.4		0.0

		Al+3 + 2 H2O = Al(OH)2+ + 2 H+

				-log_k		-10.1

				-delta_h 26.90		kcal

				-analytic		88.50		0.0		-9391.6		-27.121

				-gamma		5.4		0.0

		Al+3 + 3 H2O = Al(OH)3 + 3 H+

				-log_k		-16.9

				-delta_h 39.89		kcal

				-analytic		226.374		0.0		-18247.8		-73.597

		Al+3 + 4 H2O = Al(OH)4- + 4 H+

				-log_k		-22.7

				-delta_h 42.30		kcal

				-analytic		51.578		0.0		-11168.9		-14.865

				-gamma		4.5		0.0

		Al+3 + SO4-2 = AlSO4+

				-log_k		3.5

				-delta_h 2.29 kcal

				-gamma		4.5		0.0

		Al+3 + 2SO4-2 = Al(SO4)2-

				-log_k		5.0

				-delta_h 3.11 kcal

				-gamma		4.5		0.0

		Al+3 + HSO4- = AlHSO4+2

				-log_k		0.46

		Al+3 + F- = AlF+2

				-log_k		7.0

				-delta_h 1.060		kcal

				-gamma		5.4		0.0

		Al+3 + 2 F- = AlF2+

				-log_k		12.7

				-delta_h 1.980		kcal

				-gamma		5.4		0.0

		Al+3 + 3 F- = AlF3

				-log_k		16.8

				-delta_h 2.160		kcal

		Al+3 + 4 F- = AlF4-

				-log_k		19.4

				-delta_h 2.20		kcal

				-gamma		4.5		0.0

		# Al+3 + 5 F- = AlF5-2

				# log_k		20.6

				# delta_h 1.840		kcal

		# Al+3 + 6 F- = AlF6-3

				# log_k		20.6

				# delta_h -1.670		kcal

		H4SiO4 = H3SiO4- + H+

				-log_k		-9.83

				-delta_h 6.12		kcal

				-analytic		-302.3724		-0.050698		15669.69		108.18466		-1119669.0

				-Vm  7.94  1.0881  5.3224  -2.8240  1.4767 # supcrt + H2O in a1

				-gamma		4		0.0

		H4SiO4 = H2SiO4-2 + 2 H+

				-log_k		-23.0

				-delta_h 17.6		kcal

				-analytic		-294.0184		-0.072650		11204.49		108.18466		-1119669.0

				-gamma		5.4		0.0

		H4SiO4 + 4 H+ + 6 F- = SiF6-2 + 4 H2O

				-log_k		30.18

				-delta_h -16.260		kcal

				-Vm  8.5311  13.0492  .6211  -3.3185  2.7716 # supcrt

				-gamma		5.0		0.0

		Ba+2 + H2O = BaOH+ + H+

				-log_k		-13.47

				-gamma		5.0		0.0

		Ba+2 + CO3-2 = BaCO3

				-log_k		2.71

				-delta_h 3.55		kcal

				-analytic		0.113		0.008721

				-Vm  .2907  -7.0717  8.5295  -2.4867  -.0300 # supcrt

		Ba+2 + HCO3- = BaHCO3+

				-log_k		0.982

				-delta_h 5.56 kcal

				-analytical		-3.0938		0.013669		0.0		0.0		0.0

		Ba+2 + SO4-2 = BaSO4

				-log_k		2.7

		Sr+2 + H2O = SrOH+ + H+

				-log_k		-13.29

				-gamma		5.0		0.0

		Sr+2 + CO3-2 + H+ = SrHCO3+

				-log_k		11.509

				-delta_h 2.489		kcal

				-analytic		104.6391		0.04739549		-5151.79		-38.92561		563713.9

				-gamma		5.4		0.0

		Sr+2 + CO3-2 = SrCO3

				-log_k		2.81

				-delta_h 5.22		kcal

				-analytic		-1.019		0.012826

				-Vm  -.1787  -8.2177  8.9799  -2.4393  -.0300 # supcrt

		Sr+2 + SO4-2 = SrSO4

				-log_k		2.29

				-delta_h 2.08		kcal

				-Vm  6.7910  -.9666  6.1300  -2.7390  -.0010 # celestite solubility

		Li+ + SO4-2 = LiSO4-

				-log_k		0.64

				-gamma		5.0		0.0

		Cu+2 + e- = Cu+

				-log_k		2.72

				-delta_h 1.65		kcal

				-gamma		2.5		0.0

		Cu+ + 2Cl- = CuCl2-

				-log_k		  5.50

				-delta_h -0.42 kcal

				-gamma  4.0  0.0

		Cu+ + 3Cl- = CuCl3-2

				-log_k		  5.70

				-delta_h 0.26 kcal

				-gamma  5.0  0.0  

		Cu+2 + CO3-2 = CuCO3 

				-log_k		  6.73

		Cu+2 + 2CO3-2 = Cu(CO3)2-2 

				-log_k		  9.83

				Cu+2 + HCO3- = CuHCO3+

				-log_k		  2.7

		Cu+2 + Cl- = CuCl+ 

				-log_k		  0.43

				-delta_h 8.65 kcal

				-gamma  4.0  0.0

		Cu+2 + 2Cl- = CuCl2 

				-log_k		  0.16

				-delta_h 10.56 kcal

		Cu+2 + 3Cl- = CuCl3-

				-log_k		  -2.29

				-delta_h 13.69 kcal

				-gamma  4.0  0.0

		Cu+2 + 4Cl- = CuCl4-2

				-log_k		  -4.59

				-delta_h 17.78 kcal

				-gamma  5.0  0.0

		Cu+2 + F- = CuF+ 

				-log_k		  1.26

				-delta_h 1.62 kcal

		Cu+2 + H2O = CuOH+ + H+

				-log_k		-8.0

				-gamma		4.0		0.0

		Cu+2 + 2 H2O = Cu(OH)2 + 2 H+

				-log_k		-13.68

		Cu+2 + 3 H2O = Cu(OH)3- + 3 H+

				-log_k		-26.9

		Cu+2 + 4 H2O = Cu(OH)4-2 + 4 H+

				-log_k		-39.6

		2Cu+2 + 2H2O = Cu2(OH)2+2 + 2H+ 

				-log_k  -10.359

				-delta_h 17.539 kcal

				-analytical  2.497  0.0  -3833.0  0.0  0.0

		Cu+2 + SO4-2 = CuSO4

				-log_k		2.31

				-delta_h 1.220		kcal

		Cu+2 + 3HS- = Cu(HS)3-

				-log_k  25.9

		Zn+2 + H2O = ZnOH+ + H+

				-log_k		-8.96

				-delta_h 13.4 kcal

		Zn+2 + 2 H2O = Zn(OH)2 + 2 H+

				-log_k		-16.9

		Zn+2 + 3 H2O = Zn(OH)3- + 3 H+

				-log_k		-28.4

		Zn+2 + 4 H2O = Zn(OH)4-2 + 4 H+

				-log_k		-41.2

		Zn+2 + Cl- = ZnCl+

				-log_k		0.43

				-delta_h 7.79 kcal

				-Vm  1.5844  -3.9128  7.2879  -2.6172  .2025 4

				-gamma  4.0  0.0

		Zn+2 + 2 Cl- = ZnCl2

				-log_k		0.45

				-delta_h 8.5 kcal

				-Vm  5.0570  4.5665  3.9552  -2.9678  -.0010

		Zn+2 + 3Cl- = ZnCl3-

				-log_k		0.5

				-delta_h 9.56 kcal

				-Vm  9.5417  15.5168  -.3487  -3.4205  1.2513

				-gamma  4.0  0.0

		Zn+2 + 4Cl- = ZnCl4-2

				-log_k		0.2

				-delta_h 10.96 kcal

				-Vm  14.6628  28.0213  -5.2636  -3.9374  2.6662

				-gamma  5.0  0.0

		Zn+2 + H2O + Cl- = ZnOHCl + H+ 

				-log_k  -7.48  

		Zn+2 + 2HS- = Zn(HS)2

				-log_k  14.94

		Zn+2 + 3HS- = Zn(HS)3-

				-log_k  16.1  

		Zn+2 + CO3-2 = ZnCO3

				-log_k		5.3

		Zn+2 + 2CO3-2 = Zn(CO3)2-2

				-log_k		9.63

		Zn+2 + HCO3- = ZnHCO3+

				-log_k		2.1

		Zn+2 + SO4-2 = ZnSO4

				-log_k		2.37

				-delta_h 1.36 kcal

		Zn+2 + 2SO4-2 = Zn(SO4)2-2

				-log_k		3.28

		Zn+2 + Br- = ZnBr+ 

				-log_k  -0.58

		Zn+2 + 2Br- = ZnBr2

				-log_k  -0.98

		Zn+2 + F- = ZnF+ 

				-log_k  1.15

				-delta_h 2.22 kcal

		Cd+2 + H2O = CdOH+ + H+

				-log_k		-10.08

				-delta_h 13.1 kcal

		Cd+2 + 2 H2O = Cd(OH)2 + 2 H+

				-log_k		-20.35

		Cd+2 + 3 H2O = Cd(OH)3- + 3 H+

				-log_k		-33.3

		Cd+2 + 4 H2O = Cd(OH)4-2 + 4 H+

				-log_k		-47.35

		2Cd+2 + H2O = Cd2OH+3 + H+ 

				-log_k  -9.39

				-delta_h 10.9 kcal

		Cd+2 + H2O + Cl- = CdOHCl + H+ 

				-log_k  -7.404

				-delta_h 4.355 kcal

		Cd+2 + NO3- = CdNO3+

				-log_k  0.4

				-delta_h -5.2 kcal

		Cd+2 + Cl- = CdCl+

				-log_k		1.98

				-delta_h 0.59 kcal

		Cd+2 + 2 Cl- = CdCl2

				-log_k		2.6

				-delta_h 1.24 kcal

		Cd+2 + 3 Cl- = CdCl3-

				-log_k		2.4

				-delta_h 3.9 kcal

		Cd+2 + CO3-2 = CdCO3

				-log_k		2.9

		Cd+2 + 2CO3-2 = Cd(CO3)2-2

				-log_k		6.4

		Cd+2 + HCO3- = CdHCO3+

				-log_k		1.5

		Cd+2 + SO4-2 = CdSO4

				-log_k		2.46

				-delta_h 1.08 kcal

		Cd+2 + 2SO4-2 = Cd(SO4)2-2

				-log_k		3.5

		Cd+2 + Br- = CdBr+ 

				-log_k  2.17

				-delta_h -0.81 kcal

		Cd+2 + 2Br- = CdBr2

				-log_k  2.9

		Cd+2 + F- = CdF+ 

				-log_k  1.1

		Cd+2 + 2F- = CdF2

				-log_k  1.5  

		Cd+2 + HS- = CdHS+ 

				-log_k  10.17

		Cd+2 + 2HS- = Cd(HS)2 

				-log_k  16.53

		Cd+2 + 3HS- = Cd(HS)3-

				-log_k  18.71

		Cd+2 + 4HS- = Cd(HS)4-2

				-log_k  20.9  

		Pb+2 + H2O = PbOH+ + H+

				-log_k		-7.71

		Pb+2 + 2 H2O = Pb(OH)2 + 2 H+

				-log_k		-17.12

		Pb+2 + 3 H2O = Pb(OH)3- + 3 H+

				-log_k		-28.06

		Pb+2 + 4 H2O = Pb(OH)4-2 + 4 H+

				-log_k		-39.7

		2 Pb+2 + H2O = Pb2OH+3 + H+

				-log_k		-6.36

		Pb+2 + Cl- = PbCl+

				-log_k		1.6

				-delta_h 4.38 kcal

				-Vm  2.8934  -.7165  6.0316  -2.7494  .1281 6

		Pb+2 + 2 Cl- = PbCl2

				-log_k		1.8

				-delta_h 1.08 kcal

				-Vm  6.5402  8.1879  2.5318  -3.1175  -.0300

		Pb+2 + 3 Cl- = PbCl3-

				-log_k		1.7

				-delta_h 2.17 kcal

				-Vm  11.0396  19.1743  -1.7863  -3.5717  .7356

		Pb+2 + 4 Cl- = PbCl4-2

				-log_k		1.38

				-delta_h 3.53 kcal

				-Vm  16.4150  32.2997  -6.9452  -4.1143  2.3118

		Pb+2 + CO3-2 = PbCO3

				-log_k		7.24

		Pb+2 + 2 CO3-2 = Pb(CO3)2-2

				-log_k		10.64

		Pb+2 + HCO3- = PbHCO3+

				-log_k		2.9

		Pb+2 + SO4-2 = PbSO4

				-log_k		2.75

		Pb+2 + 2 SO4-2 = Pb(SO4)2-2

				-log_k		3.47

		Pb+2 + 2HS- = Pb(HS)2 

				-log_k  15.27

		Pb+2 + 3HS- = Pb(HS)3-

				-log_k  16.57

		3Pb+2 + 4H2O = Pb3(OH)4+2 + 4H+ 

				-log_k  -23.88

				-delta_h 26.5 kcal  

		Pb+2 + NO3- = PbNO3+

				-log_k		1.17

		Pb+2 + Br- = PbBr+ 

				-log_k  1.77

				-delta_h 2.88 kcal

		Pb+2 + 2Br- = PbBr2 

				-log_k  1.44

		Pb+2 + F- = PbF+ 

				-log_k  1.25

		Pb+2 + 2F- = PbF2

				-log_k  2.56

		Pb+2 + 3F- = PbF3-

				-log_k  3.42

		Pb+2 + 4F- = PbF4-2

				-log_k  3.1  

		PHASES

		Calcite

				CaCO3 = CO3-2 + Ca+2

				-log_k		-8.48

				-delta_h -2.297 kcal

				-analytic		-171.9065		-0.077993		2839.319		71.595

				-Vm 36.9 cm3/mol # MW (100.09 g/mol) / rho (2.71 g/cm3)

		Aragonite

				CaCO3 = CO3-2 + Ca+2

				-log_k		-8.336

				-delta_h -2.589 kcal

				-analytic		-171.9773		-0.077993		2903.293		71.595

				-Vm 34.04

		# begin modification stimela.dat 

		# adding Vaterite from Aragonite according Standard Methods 2330 (2010) 

		Vaterite

				CaCO3 = CO3-2 + Ca+2

				log_k		   -8.336  # overruled by -analytic

				delta_h -2.589 kcal  # overruled by -analytic

				-analytic       -172.1295     -0.077993      3074.688      71.595

				-Vm 39.41 cm3/mol # MW (100.09 g/mol) / rho (2.54 g/cm3)

		# end modification stimela.dat

		Dolomite

				CaMg(CO3)2 = Ca+2 + Mg+2 + 2 CO3-2

				-log_k		-17.09

				-delta_h  -9.436 kcal

				-Vm 64.5

		Siderite

				FeCO3 = Fe+2 + CO3-2

				-log_k		-10.89

				-delta_h  -2.480 kcal

				-Vm 29.2

		Rhodochrosite

				MnCO3 = Mn+2 + CO3-2

				-log_k		-11.13

				-delta_h  -1.430 kcal

				-Vm 31.1

		Strontianite

				SrCO3 = Sr+2 + CO3-2

				-log_k		-9.271

				-delta_h -0.400 kcal

				-analytic		155.0305		0.0		-7239.594		-56.58638

				-Vm 39.69

		Witherite

				BaCO3 = Ba+2 + CO3-2

				-log_k		-8.562

				-delta_h  0.703 kcal

				-analytic		607.642		0.121098		-20011.25		-236.4948

				-Vm 46

		Gypsum

				CaSO4:2H2O = Ca+2 + SO4-2 + 2 H2O

				-log_k		-4.58

				-delta_h -0.109 kcal

				-analytic		68.2401		0.0		-3221.51		-25.0627

				-Vm 73.9 # 172.18 / 2.33  (Vm H2O = 13.9 cm3/mol)

		Anhydrite

				CaSO4 = Ca+2 + SO4-2

				-log_k		-4.36

				-delta_h -1.710 kcal

				-analytic  84.90  0  -3135.12  -31.79 # 50 - 160oC, 1 - 1e3 atm, anhydrite dissolution, Blount and Dickson, 1973, Am. Mineral. 58, 323.

				-Vm 46.1 # 136.14 / 2.95

		Celestite

				SrSO4 = Sr+2 + SO4-2

				-log_k		-6.63

				-delta_h -4.037 kcal

		#		-analytic		-14805.9622		-2.4660924		756968.533		5436.3588		-40553604.0

				-analytic  -7.14 6.11e-3  75 0 0 -1.79e-5  # Howell et al., 1992, JCED 37, 464.

				-Vm 46.4

		Barite

				BaSO4 = Ba+2 + SO4-2

				-log_k		-9.97

				-delta_h  6.35 kcal

				-analytic		136.035		0.0		-7680.41		-48.595

				-Vm 51.9

		Hydroxyapatite

				Ca5(PO4)3OH + 4 H+ = H2O + 3 HPO4-2 + 5 Ca+2

				-log_k		 -3.421

				-delta_h -36.155 kcal

				-Vm 128.9

		Fluorite

				CaF2 = Ca+2 + 2 F-

				-log_k		-10.6

				-delta_h   4.69 kcal

				-analytic		66.348		0.0		-4298.2		-25.271

				-Vm 15.7

		SiO2(a)

				SiO2 + 2 H2O = H4SiO4

				-log_k		-2.71

				-delta_h  3.340 kcal

				-analytic		-0.26		0.0		-731.0

		Chalcedony

				SiO2 + 2 H2O = H4SiO4

				-log_k		-3.55

				-delta_h  4.720 kcal

				-analytic		-0.09		0.0		-1032.0

				-Vm 23.1

		Quartz

				SiO2 + 2 H2O = H4SiO4

				-log_k		-3.98

				-delta_h  5.990 kcal

				-analytic		0.41		0.0		-1309.0

				-Vm 22.67

		Gibbsite

				Al(OH)3 + 3 H+ = Al+3 + 3 H2O

				-log_k		  8.11

				-delta_h -22.800 kcal

		Al(OH)3(a)

				Al(OH)3 + 3 H+ = Al+3 + 3 H2O

				-log_k		 10.8

				-delta_h -26.500 kcal

		Kaolinite

				Al2Si2O5(OH)4 + 6 H+ = H2O + 2 H4SiO4 + 2 Al+3

				-log_k		  7.435

				-delta_h -35.300 kcal

		Albite

				NaAlSi3O8 + 8 H2O = Na+ + Al(OH)4- + 3 H4SiO4

				-log_k		-18.002

				-delta_h 25.896 kcal

		Anorthite

				CaAl2Si2O8 + 8 H2O = Ca+2 + 2 Al(OH)4- + 2 H4SiO4

				-log_k		-19.714

				-delta_h 11.580 kcal

		K-feldspar

				KAlSi3O8 + 8 H2O = K+ + Al(OH)4- + 3 H4SiO4

				-log_k		-20.573

				-delta_h 30.820		kcal

		K-mica

				KAl3Si3O10(OH)2 + 10 H+ = K+ + 3 Al+3 + 3 H4SiO4

				-log_k		12.703

				-delta_h -59.376 kcal

		Chlorite(14A)

				Mg5Al2Si3O10(OH)8 + 16H+ = 5Mg+2 + 2Al+3 + 3H4SiO4 + 6H2O

				-log_k		68.38

				-delta_h -151.494 kcal

		Ca-Montmorillonite

				Ca0.165Al2.33Si3.67O10(OH)2 + 12 H2O = 0.165Ca+2 + 2.33 Al(OH)4- + 3.67 H4SiO4 + 2 H+

				-log_k		-45.027

				-delta_h 58.373		kcal

		Talc

				Mg3Si4O10(OH)2 + 4 H2O + 6 H+ = 3 Mg+2 + 4 H4SiO4

				-log_k		21.399

				-delta_h -46.352 kcal

		Illite

				K0.6Mg0.25Al2.3Si3.5O10(OH)2 + 11.2H2O = 0.6K+ + 0.25Mg+2 + 2.3Al(OH)4- + 3.5H4SiO4 + 1.2H+

				-log_k		-40.267

				-delta_h 54.684 kcal

		Chrysotile

				Mg3Si2O5(OH)4 + 6 H+ = H2O + 2 H4SiO4 + 3 Mg+2

				-log_k		32.2

				-delta_h -46.800 kcal

				-analytic		13.248		0.0		10217.1		-6.1894

		Sepiolite

				Mg2Si3O7.5OH:3H2O + 4 H+ + 0.5H2O = 2 Mg+2 + 3 H4SiO4

				-log_k		15.760

				-delta_h -10.700 kcal

		Sepiolite(d)

				Mg2Si3O7.5OH:3H2O + 4 H+ + 0.5H2O = 2 Mg+2 + 3 H4SiO4

				-log_k		18.66

		Hematite

				Fe2O3 + 6 H+ = 2 Fe+3 + 3 H2O

				-log_k		-4.008

				-delta_h -30.845 kcal

		Goethite

				FeOOH + 3 H+ = Fe+3 + 2 H2O

				-log_k		-1.0

				-delta_h		 -14.48 kcal

		Fe(OH)3(a)

				Fe(OH)3 + 3 H+ = Fe+3 + 3 H2O

				-log_k		4.891

		Pyrite

				FeS2 + 2 H+ + 2 e- = Fe+2 + 2 HS-

				-log_k		-18.479

				-delta_h 11.300 kcal

		FeS(ppt)

				FeS + H+ = Fe+2 + HS-

				-log_k		-3.915

		Mackinawite

				FeS + H+ = Fe+2 + HS-

				-log_k		-4.648

		Sulfur

				S + 2H+ + 2e- = H2S

				-log_k		4.882

				-delta_h -9.5 kcal

		Vivianite

				Fe3(PO4)2:8H2O = 3 Fe+2 + 2 PO4-3 + 8 H2O

				-log_k		-36.0

		Pyrolusite		# H2O added for surface calc's

				MnO2:H2O + 4 H+ + 2 e- = Mn+2 + 3 H2O

				-log_k		41.38

				-delta_h -65.110 kcal

		Hausmannite

				Mn3O4 + 8 H+ + 2 e- = 3 Mn+2 + 4 H2O

				-log_k		61.03

				-delta_h -100.640 kcal

		Manganite

				MnOOH + 3 H+ + e- = Mn+2 + 2 H2O

				-log_k		25.34

		Pyrochroite

				Mn(OH)2 + 2 H+ = Mn+2 + 2 H2O

				-log_k		15.2

		Halite

				NaCl  =  Cl- + Na+

				log_k		  1.570

				-delta_h  1.37

				#-analytic -713.4616   -.1201241   37302.21    262.4583    -2106915.

				-Vm 27.1

		Sylvite

				KCl  = K+ + Cl-

				log_k		   0.900

				-analytic     3.984     0.0		 -919.55

				Vm 37.5

		CO2(g)

				CO2 = CO2

				-log_k		-1.468

				-delta_h -4.776 kcal

				-analytic  109.534  1.9913e-2  -6986.04  -40.83  669370

				-T_c  304.2 # critical T, K

				-P_c   72.86 # critical P, atm

				-Omega 0.225 # acentric factor

		H2O(g)

				H2O = H2O

				-log_k  1.506; delta_h -44.03 kJ

				-T_c  647.3

				-P_c  217.60

				-Omega 0.344

				-analytic   -16.5066 -2.0013E-3  2710.7  3.7646  0 2.24E-6

		# Gases from LLNL...

		O2(g)

				O2 = O2

				-log_k   -2.8983

				-analytic -7.5001 7.8981e-3 0.0 0.0 2.0027e5

				-T_c  154.6

				-P_c   49.80

				-Omega 0.021

		H2(g)

				H2 = H2

				-log_k		   -3.1050

				-delta_h -4.184  kJ

				-analytic   -9.3114    4.6473e-3   -49.335    1.4341    1.2815e5

				-T_c  33.2

				-P_c   12.80

				-Omega 0.225

		N2(g)

				N2 = N2

				-log_k				 -3.1864

				-analytic -58.453 1.818e-3  3199  17.909 -27460

				-T_c  126.2

				-P_c   33.50

				-Omega 0.039

		H2S(g)

				H2S  =  H+ + HS-

				-log_k		   -7.9759

				-analytic -97.354 -3.1576e-2 1.8285e3 37.44 28.56

				-T_c  373.2

				-P_c  88.20

				-Omega 0.1

		CH4(g)

				CH4 = CH4

				-log_k		   -2.8502

				-analytic -24.027 4.7146e-3 372.27 6.4264 2.3362e5

				-T_c  190.6

				-P_c   45.40

				-Omega 0.008

		NH3(g)

				NH3 = NH3

				-log_k		   1.7966

				-analytic -18.758 3.3670e-4 2.5113e3 4.8619 39.192

				-T_c  405.6

				-P_c   111.3

				-Omega 0.25

		#Amm(g)

		#		Amm = Amm

		#		-log_k		   1.7966

		#		-analytic -18.758 3.3670e-4 2.5113e3 4.8619 39.192

		#		-T_c  405.6

		#		-P_c   111.3

		#		-Omega 0.25

		# redox-uncoupled gases

		Oxg(g)

				Oxg = Oxg

				-analytic -7.5001 7.8981e-3 0.0 0.0 2.0027e5

				-T_c  154.6 ; -P_c   49.80 ; -Omega 0.021

		Hdg(g)

				Hdg = Hdg

				-analytic   -9.3114    4.6473e-3   -49.335    1.4341    1.2815e5

				-T_c  33.2 ; -P_c   12.80 ; -Omega 0.225

		Ntg(g)

				Ntg = Ntg

				-analytic -58.453 1.81800e-3  3199  17.909 -27460

				T_c  126.2 ; -P_c   33.50 ; -Omega 0.039

		Mtg(g)

				Mtg = Mtg

				-analytic -24.027 4.7146e-3 3.7227e2 6.4264 2.3362e5

				-T_c  190.6 ; -P_c   45.40 ; -Omega 0.008

		H2Sg(g)

				H2Sg  =  H+ + HSg-

				-analytic -97.354 -3.1576e-2 1.8285e3 37.44 28.56

				-T_c  373.2 ; -P_c  88.20 ; -Omega 0.1

		# begin modification stimela.dat 

		# uniform notation of elements in redox-uncoupled gases

		[N-3]H3(g)

				[N-3]H3 = [N-3]H3

				-log_k		   1.7966

				-analytic -18.758 3.3670e-4 2.5113e3 4.8619 39.192

				-T_c  405.6

				-P_c   111.3

				-Omega 0.25

		[C-4]H4(g)

				[C-4]H4 = [C-4]H4

				-analytic -24.027 4.7146e-3 3.7227e2 6.4264 2.3362e5

				-T_c  190.6 ; -P_c   45.40 ; -Omega 0.008

		H2[S-2](g)

				H2[S-2]  =  H+ + H[S-2]-

				-analytic -97.354 -3.1576e-2 1.8285e3 37.44 28.56

				-T_c  373.2 ; -P_c  88.20 ; -Omega 0.1

		# end modification stimela.dat

		Melanterite

				FeSO4:7H2O = 7 H2O + Fe+2 + SO4-2

				-log_k		-2.209

				-delta_h 4.910		kcal

				-analytic		1.447		-0.004153		0.0		0.0		-214949.0

		Alunite

				KAl3(SO4)2(OH)6 + 6 H+ = K+ + 3 Al+3 + 2 SO4-2 + 6H2O

				-log_k		-1.4

				-delta_h -50.250 kcal

		Jarosite-K

				KFe3(SO4)2(OH)6 + 6 H+ = 3 Fe+3 + 6 H2O + K+ + 2 SO4-2

				-log_k		-9.21

				-delta_h -31.280 kcal

		Zn(OH)2(e)

				Zn(OH)2 + 2 H+ = Zn+2 + 2 H2O

				-log_k		11.5

		Smithsonite

				ZnCO3 = Zn+2 + CO3-2

				-log_k		-10.0

				-delta_h -4.36		kcal

		Sphalerite

				ZnS + H+ = Zn+2 + HS-

				-log_k		-11.618

				-delta_h 8.250		kcal

		Willemite		289

				Zn2SiO4 + 4H+ = 2Zn+2 + H4SiO4

				-log_k		15.33

				-delta_h -33.37		kcal

		Cd(OH)2

				Cd(OH)2 + 2 H+ = Cd+2 + 2 H2O

				-log_k		13.65

		Otavite		315

				CdCO3 = Cd+2 + CO3-2

				-log_k		-12.1

				-delta_h -0.019		kcal

		CdSiO3		328

				CdSiO3 + H2O + 2H+ = Cd+2 + H4SiO4

				-log_k		9.06

				-delta_h -16.63		kcal

		CdSO4		329

				CdSO4 = Cd+2 + SO4-2

				-log_k		-0.1

				-delta_h -14.74		kcal

		Cerrusite		365

				PbCO3 = Pb+2 + CO3-2

				-log_k		-13.13

				-delta_h 4.86		kcal

		Anglesite		384

				PbSO4 = Pb+2 + SO4-2

				-log_k		-7.79

				-delta_h 2.15		kcal

		Pb(OH)2		389

				Pb(OH)2 + 2H+ = Pb+2 + 2H2O

				-log_k		8.15

				-delta_h -13.99		kcal

		EXCHANGE_MASTER_SPECIES

				X		X-

		EXCHANGE_SPECIES

				X- = X-

				-log_k		0.0

				Na+ + X- = NaX

				-log_k		0.0

				-gamma		4.08 0.082

				K+ + X- = KX

				-log_k		0.7

				-gamma		3.5		0.015

				-delta_h  -4.3		# Jardine & Sparks, 1984

				Li+ + X- = LiX

				-log_k		-0.08

				-gamma		6.0		0.0

				-delta_h  1.4		# Merriam & Thomas, 1956

		# !!!!!

		#		H+ + X- = HX

		#		-log_k		1.0

		#		-gamma		9.0		0.0

				NH4+ + X- = NH4X

				log_k   0.6

				-gamma  2.5     0.0

				delta_h  -2.4   # Laudelout et al., 1968

		#		AmmH+ + X- = AmmHX

		#		-log_k		0.6

		#		-gamma		2.5		0.0

		#		-delta_h  -2.4		# Laudelout et al., 1968

		# begin modification stimela.dat 

				[N-3]H4+ + X- = [N-3]H4X

				-log_k		0.6

				-gamma		2.5		0.0

				-delta_h  -2.4		# Laudelout et al., 1968

		# end modification stimela.dat

				Ca+2 + 2X- = CaX2

				-log_k		0.8

				-gamma		5.0		0.165

				-delta_h  7.2    # Van Bladel & Gheyl, 1980

				Mg+2 + 2X- = MgX2

				-log_k		0.6

				-gamma		5.5		0.2

				-delta_h  7.4		# Laudelout et al., 1968

				Sr+2 + 2X- = SrX2

				-log_k		0.91

				-gamma		5.26		0.121

				-delta_h  5.5		# Laudelout et al., 1968

				Ba+2 + 2X- = BaX2

				-log_k		0.91

				-gamma		5.0		0.0

				-delta_h  4.5		# Laudelout et al., 1968

				Mn+2 + 2X- = MnX2

				-log_k		0.52

				-gamma		6.0		0.0

				Fe+2 + 2X- = FeX2

				-log_k		0.44

				-gamma		6.0		0.0

				Cu+2 + 2X- = CuX2

				-log_k		0.6

				-gamma		6.0		0.0

				Zn+2 + 2X- = ZnX2

				-log_k		0.8

				-gamma		5.0		0.0

				Cd+2 + 2X- = CdX2

				-log_k		0.8

				-gamma 0.0  0.0

				Pb+2 + 2X- = PbX2

				-log_k		1.05

				-gamma 0.0  0.0

				Al+3 + 3X- = AlX3

				-log_k		0.41

				-gamma		9.0		0.0

				AlOH+2 + 2X- = AlOHX2

				-log_k		0.89

				-gamma		0.0		0.0

		SURFACE_MASTER_SPECIES

				Hfo_s		Hfo_sOH

				Hfo_w		Hfo_wOH

		SURFACE_SPECIES

		# All surface data from

		# Dzombak and Morel, 1990

		#

		#

		# Acid-base data from table 5.7

		#

		# strong binding site--Hfo_s,

				Hfo_sOH = Hfo_sOH

				-log_k		0.0

				Hfo_sOH		+ H+ = Hfo_sOH2+

				-log_k		7.29		# = pKa1,int

				Hfo_sOH = Hfo_sO- + H+

				-log_k		-8.93		# = -pKa2,int

		# weak binding site--Hfo_w

				Hfo_wOH = Hfo_wOH

				-log_k		0.0

				Hfo_wOH		+ H+ = Hfo_wOH2+

				-log_k		7.29		# = pKa1,int

				Hfo_wOH = Hfo_wO- + H+

				-log_k		-8.93		# = -pKa2,int

		###############################################

		# CATIONS #

		###############################################

		#

		# Cations from table 10.1 or 10.5

		#

		# Calcium

				Hfo_sOH + Ca+2 = Hfo_sOHCa+2

				-log_k		4.97

				Hfo_wOH + Ca+2 = Hfo_wOCa+ + H+

				-log_k -5.85

		# Strontium

				Hfo_sOH + Sr+2 = Hfo_sOHSr+2

				-log_k		5.01

				Hfo_wOH + Sr+2 = Hfo_wOSr+ + H+

				-log_k -6.58

				Hfo_wOH + Sr+2 + H2O = Hfo_wOSrOH + 2H+

				-log_k -17.6

		# Barium

				Hfo_sOH + Ba+2 = Hfo_sOHBa+2

				-log_k		5.46

				Hfo_wOH + Ba+2 = Hfo_wOBa+ + H+

				-log_k		-7.2		# table 10.5

		#

		# Cations from table 10.2

		#

		# Cadmium

				Hfo_sOH + Cd+2 = Hfo_sOCd+ + H+

				-log_k		0.47

				Hfo_wOH + Cd+2 = Hfo_wOCd+ + H+

				-log_k		-2.91

		# Zinc

				Hfo_sOH + Zn+2 = Hfo_sOZn+ + H+

				-log_k		0.99

				Hfo_wOH + Zn+2 = Hfo_wOZn+ + H+

				-log_k		-1.99

		# Copper

				Hfo_sOH + Cu+2 = Hfo_sOCu+ + H+

				-log_k		2.89

				Hfo_wOH + Cu+2 = Hfo_wOCu+ + H+

				-log_k		0.6		# table 10.5

		# Lead

				Hfo_sOH + Pb+2 = Hfo_sOPb+ + H+

				-log_k		4.65

				Hfo_wOH + Pb+2 = Hfo_wOPb+ + H+

				-log_k		0.3		# table 10.5

		#

		# Derived constants table 10.5

		#

		# Magnesium

				Hfo_wOH + Mg+2 = Hfo_wOMg+ + H+

				-log_k -4.6

		# Manganese

				Hfo_sOH + Mn+2 = Hfo_sOMn+ + H+

				-log_k		-0.4		# table 10.5

				Hfo_wOH + Mn+2 = Hfo_wOMn+ + H+

				-log_k -3.5		# table 10.5

		# Iron, strong site: Appelo, Van der Weiden, Tournassat & Charlet, EST 36, 3096

				Hfo_sOH + Fe+2 = Hfo_sOFe+ + H+

				-log_k		-0.95

		# Iron, weak site: Liger et al., GCA 63, 2939, re-optimized for D&M

				Hfo_wOH + Fe+2 = Hfo_wOFe+ + H+

				-log_k -2.98

				Hfo_wOH + Fe+2 + H2O = Hfo_wOFeOH + 2H+

				-log_k -11.55

		###############################################

		# ANIONS #

		###############################################

		#

		# Anions from table 10.6

		#

		# Phosphate

				Hfo_wOH + PO4-3 + 3H+ = Hfo_wH2PO4 + H2O

				-log_k		31.29

				Hfo_wOH + PO4-3 + 2H+ = Hfo_wHPO4- + H2O

				-log_k		25.39

				Hfo_wOH + PO4-3 + H+ = Hfo_wPO4-2 + H2O

				-log_k		17.72

		#

		# Anions from table 10.7

		#

		# Borate

				Hfo_wOH + H3BO3 = Hfo_wH2BO3 + H2O

				-log_k		0.62

		#

		# Anions from table 10.8

		#

		# Sulfate

				Hfo_wOH + SO4-2 + H+ = Hfo_wSO4- + H2O

				-log_k		7.78

				Hfo_wOH + SO4-2 = Hfo_wOHSO4-2

				-log_k		0.79

		#

		# Derived constants table 10.10

		#

				Hfo_wOH + F- + H+ = Hfo_wF + H2O

				-log_k		8.7

				Hfo_wOH + F- = Hfo_wOHF-

				-log_k		1.6

		#

		# Carbonate: Van Geen et al., 1994 reoptimized for D&M model

		#

				Hfo_wOH + CO3-2 + H+ = Hfo_wCO3- + H2O

				-log_k		12.56

				Hfo_wOH + CO3-2 + 2H+= Hfo_wHCO3 + H2O

				-log_k		20.62

		RATES

		#######

		# Example of quartz kinetic rates block:

		#KINETICS

		#Quartz

		#-m0  158.8		    # 90 % Qu

		#-parms 23.13  1.5

		#-step 3.1536e8 in 10

		#-tol 1e-12

		# Rate definition:

		 Quartz

		  -start

		 #1 rem Specific rate k from Rimstidt and Barnes, 1980, GCA 44,1683

		 #2 rem  k = 10^-13.7 mol/m2/s (25 C), Ea = 90 kJ/mol

		 #2 rem  sp. rate * parm(2) due to salts (Dove and Rimstidt, MSA Rev. 29, 259)

		 #4 rem  parm(1) = A (m2) recalc's to mol/s

		 #5 rem  parm(2) salt correction: (1 + 1.5 * c_Na (mM)), < 35

		 10 dif_temp = 1/TK - 1/298

		  20 pk_w = 13.7 + 4700.4 * dif_temp

		  40 moles = parm(1) * parm(2) * (m/m0)^0.67 * 10^-pk_w * (1 -  SR("Quartz"))

		#						 Integrate...

		  50 save moles * time

		  -end

		###########

		#K-feldspar

		###########

		# Example of KINETICS data block for K-feldspar rate:

		#		KINETICS 1

		#		K-feldspar

		#				-m0 2.16  # 10% K-fsp, 0.1 mm cubes

		#				-m  1.94

		#				-parms 1.36e4  0.1

		K-feldspar

		      -start

		#1 rem specific rate from Sverdrup, 1990, in kmol/m2/s

		#2 rem parm(1) = 10 * (A/V, 1/dm) (recalc's sp. rate to mol/kgw)

		#3 rem parm(2) = corrects for field rate relative to lab rate

		#4 rem temp corr: from p. 162. E (kJ/mol) / R / 2.303 = H in H*(1/T-1/298)

		10    dif_temp = 1/TK - 1/298

		20    pk_H = 12.5 + 3134 * dif_temp

		30    pk_w = 15.3 + 1838 * dif_temp

		40    pk_OH = 14.2 + 3134 * dif_temp

		50    pk_CO2 = 14.6 + 1677 * dif_temp

		#60   pk_org = 13.9 + 1254 * dif_temp  # rate increase with DOC

		70    rate = 10^-pk_H * ACT("H+")^0.5 + 10^-pk_w + 10^-pk_OH * ACT("OH-")^0.3

		71    rate = rate + 10^-pk_CO2 * (10^SI("CO2(g)"))^0.6

		#72   rate = rate + 10^-pk_org * TOT("DOC")^0.4

		80    moles = parm(1) * parm(2) * rate * (1 - SR("K-feldspar")) * time

		81 rem decrease rate on precipitation

		90    if SR("K-feldspar") > 1 then moles = moles * 0.1

		100   save moles

		      -end

		###########

		#Albite

		###########

		# Example of KINETICS data block for Albite rate:

		#		KINETICS 1

		#		Albite

		#				-m0 0.43  # 2% Albite, 0.1 mm cubes

		#				-parms 2.72e3  0.1

		Albite

		      -start

		#1 rem specific rate from Sverdrup, 1990, in kmol/m2/s

		#2 rem parm(1) = 10 * (A/V, 1/dm) (recalc's sp. rate to mol/kgw)

		#3 rem parm(2) = corrects for field rate relative to lab rate

		#4 rem temp corr: from p. 162. E (kJ/mol) / R / 2.303 = H in H*(1/T-1/298)

		10    dif_temp = 1/TK - 1/298

		20    pk_H = 12.5 + 3359 * dif_temp

		30    pk_w = 14.8 + 2648 * dif_temp

		40    pk_OH = 13.7 + 3359 * dif_temp

		#41 rem		 ^12.9 in Sverdrup, but larger than for oligoclase...

		50    pk_CO2 = 14.0 + 1677 * dif_temp

		#60   pk_org = 12.5 + 1254 * dif_temp # ...rate increase for DOC

		70    rate = 10^-pk_H * ACT("H+")^0.5 + 10^-pk_w + 10^-pk_OH * ACT("OH-")^0.3

		71    rate = rate + 10^-pk_CO2 * (10^SI("CO2(g)"))^0.6

		#72   rate = rate + 10^-pk_org * TOT("DOC")^0.4

		80    moles = parm(1) * parm(2) * rate * (1 - SR("Albite")) * time

		81 rem decrease rate on precipitation

		90    if SR("Albite") > 1 then moles = moles * 0.1

		100   save moles

		      -end

		########

		#Calcite

		########

		# Example of KINETICS data block for calcite rate:

		#		KINETICS 1

		#		Calcite

		#				-tol    1e-8

		#				-m0		 3.e-3

		#				-m		3.e-3

		#				-parms		50		  0.6

		Calcite

		  -start

		   1 rem		parm(1) = A/V, 1/dm		parm(2) = exponent for m/m0

		   10 si_cc = si("Calcite")

		   20 if (m <= 0  and si_cc < 0) then goto 200

		   30  k1 = 10^(0.198 - 444.0 / (273.16 + tc) )

		   40  k2 = 10^(2.84 - 2177.0 / (273.16 + tc) )

		   50  if tc <= 25 then k3 = 10^(-5.86 - 317.0 / (273.16 + tc) )

		   60  if tc > 25 then k3 = 10^(-1.1 - 1737.0 / (273.16 + tc) )

		   70   t = 1

		   80   if m0 > 0 then t = m/m0

		   90   if t = 0 then t = 1

		   100   moles = parm(1) * 0.1 * (t)^parm(2)

		   110   moles = moles * (k1 * act("H+") + k2 * act("CO2") + k3 * act("H2O"))

		   120   moles = moles * (1 - 10^(2/3*si_cc))

		   130   moles = moles * time

		   140  if (moles > m) then moles = m

		   150 if (moles >= 0) then goto 200

		   160  temp = tot("Ca")

		   170  mc  = tot("C(4)")

		   180  if mc < temp then temp = mc

		   190  if -moles > temp then moles = -temp

		   200 save moles

		  -end

		#######

		#Pyrite

		#######

		# Example of KINETICS data block for pyrite rate:

		#		KINETICS 1

		#		Pyrite

		#				-tol    1e-8

		#				-m0		 5.e-4

		#				-m		5.e-4

		#				-parms -5.0		 0.1		 .5		 -0.11

		Pyrite

		  -start

		   1 rem		parm(1) = log10(A/V, 1/dm)		parm(2) = exp for (m/m0)

		   2 rem		parm(3) = exp for O2				parm(4) = exp for H+

		   10 if (m <= 0) then goto 200

		   20 if (si("Pyrite") >= 0) then goto 200

		   30  rate = -10.19 + parm(1) + parm(3)*lm("O2") + parm(4)*lm("H+") + parm(2)*log10(m/m0)

		   40  moles = 10^rate * time

		   50 if (moles > m) then moles = m

		   60 if (moles >= (mol("O2")/3.5)) then moles = mol("O2")/3.5

		   200 save moles

		  -end

		##########

		#Organic_C

		##########

		# Example of KINETICS data block for Organic_C rate:

		#		KINETICS 1

		#		Organic_C

		#				-tol		1e-8

		#		      # m in mol/kgw

		#				-m0		5e-3

		#				-m		5e-3

		Organic_C

		  -start

		   10 if (m <= 0) then goto 200

		   20  mO2 = mol("O2")

		   30  mNO3 = tot("N(5)")

		   40  mSO4 = tot("S(6)")

		   50   rate = 1.57e-9*mO2/(2.94e-4 + mO2) + 1.67e-11*mNO3/(1.55e-4 + mNO3)

		   60   rate = rate + 1.e-13*mSO4/(1.e-4 + mSO4)

		   70  moles = rate * m * (m/m0) * time

		   80 if (moles > m) then moles = m

		   200 save moles

		  -end

		###########

		#Pyrolusite

		###########

		#

		# Postma, and Appelo., GCA 64, 1237

		#

		# Example of KINETICS data block for Pyrolusite

		#       KINETICS 1-12

		#       Pyrolusite

		#		       -tol    1.e-7

		#		       -m0     0.1

		#		       -m      0.1

		Pyrolusite

		  -start

		   5		if (m <= 0.0) then goto 200

		   7		sr_pl = sr("Pyrolusite")

		   9		if abs(1 - sr_pl) < 0.1 then goto 200

		   10		if (sr_pl > 1.0) then goto 100

		   #20 rem		initially 1 mol Fe+2 = 0.5 mol pyrolusite. k*A/V = 1/time (3 cells)

		   #22 rem       time (3 cells) = 1.432e4.  1/time = 6.98e-5

		   30		Fe_t = tot("Fe(2)")

		   32		if Fe_t < 1.e-8 then goto 200

		   40		moles =  6.98e-5 * Fe_t  * (m/m0)^0.67 * time * (1 - sr_pl)

		   50		if moles > Fe_t / 2 then moles = Fe_t / 2

		   70		if moles > m then moles = m

		   90		goto 200

		   100		Mn_t = tot("Mn")

		   110		moles = 2e-3 * 6.98e-5 * (1-sr_pl) * time

		   120		if moles <= -Mn_t then moles = -Mn_t

		   200		save moles

		  -end

		END

		# For the reaction aA + bB = cC + dD,

		#   with delta_v = c*Vm(C) + d*Vm(D) - a*Vm(A) - b*Vm(B),

		# PHREEQC adds the pressure term to log_k: -= delta_v * (P - 1) / (2.3RT).

		#   Vm(A) is volume of A, cm3/mol, P is pressure, atm, R is the gas constant, T is Kelvin.

		# Gas-pressures and fugacity coefficients are calculated with Peng-Robinson's EOS.

		#   Binary interaction coefficients from Soreide and Whitson, 1992, FPE 77, 217 are

		#    hard-coded in calc_PR():

		#    kij    CH4    CO2    H2S    N2

		#    H2O    0.49   0.19   0.19   0.49

		# =============================================================================================

		# The molar volumes of solids are entered with

		#                         -Vm vm cm3/mol

		#    vm is the molar volume, cm3/mol (default), but dm3/mol and m3/mol are permitted.

		# Data for minerals' vm (= MW (g/mol) / rho (g/cm3)) are defined using rho from

		#   Deer, Howie and Zussman, The rock-forming minerals, Longman.

		#                           --------------------

		# Temperature- and pressure-dependent volumina of aqueous species are calculated with a Redlich-

		#   type equation (cf. Redlich and Meyer, Chem. Rev. 64, 221), from parameters entered with 

		#                        -Vm a1 a2 a3 a4 W a0 i1 i2 i3 i4

		# The volume (cm3/mol) is

		#    Vm(T, pb, I) = 41.84 * (a1 * 0.1 + a2 * 100 / (2600 + pb)  + a3 / (T - 228) +

		#                            a4 * 1e4 / (2600 + pb) / (T - 228) - W * QBrn)

		#                   + z^2 / 2 * Av * f(I^0.5)

		#                   + (i1 + i2 / (T - 228) + i3 * (T - 228)) * I^i4

		#   Volumina at I = 0 are obtained using supcrt92 formulas (Johnson et al., 1992, CG 18, 899).

		#   41.84 transforms cal/bar/mol into cm3/mol.

		#   pb is pressure in bar.

		#   W * QBrn is the energy of solvation, calculated from W and the pressure dependence of the 

		#     Born equation (i.e. of the dielectric constant of water (f(P, T), see below).

		#   z is charge of the solute species.

		#   Av is the Debye-Hueckel limiting slope.

		#   a0 is the ion-size parameter in the extended Debye-Hueckel equation:

		#     f(I^0.5) = I^0.5) / (1 + a0 * DH_B * I^0.5),

		#     a0 = -gamma x for cations, = 0 for anions.

		# Av (P, T) is calculated using the dielectric constant of water from Bradley and Pitzer, 1979, JPC 83, 1599,

		#   and the compressibility of pure water.

		# The density of pure water at water saturation pressure is calculated with eqn 2.6 from

		#   Wagner and Pruss, 2002, J. Phys. Chem. Ref. Data 31, 387. At higher P,T with polynomials

		#   interpolated from IAPWS table 3 (2007).

		#

		# Data for species' parameters, commented with ‘# supcrt modified’, were fitted from data

		#   compiled by Laliberte, 2009, J. Chem. Eng. Data 54, 1725, + additions, see Appelo, Parkhurst and Post (in prep.)

		# H+ has the reference volume of 0 at all P, T and I.

		# For Cl-, parameters were obtained from densities of HCl solutions up to 176 oC, 1 - 280 atm.

		# The numbers for cations were extracted from the densities of cation-Cl-solutions.

		# Other anions and OH- then follow from the measured densities of cation-anion solutions.

		# Water dissociation was fitted from Bandura and Lvov, 2006, J. Phys. Chem. Ref. Data, 35, 15, 0-200 oC, 1-2000 atm.

		#                           --------------------

		# If -Vm is not defined, the a-f values from -Millero a b c d e f (if available) will be used for calculating

		#   Vm(t, I) = a + b * t + c * t^2 + z^2 / 2 * Av * I^0.5 + (d + e * t + f * t^2) * I

		#   t is temperature in oC.

		#

		# redox-uncoupled gases have been added for H2 (Hdg), O2 (Oxg), CH4 (Mtg), N2 (Ntg),

		#   H2S (H2Sg, species HSg-, etc.).

		#

		# =============================================================================================

		# It remains the responsibility of the user to check the calculated results, for example with

		#   measured solubilities as a function of (P, T).
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AquaticChemistry

		AQUATIC CHEMISTRY for Engineers









		Module		Calcite kinetics (PWP model)

				Dissolution and precipitation of Calcite



		Phreeqc		Input for all stimela.dat parameters, for aerobic and anaerobic water



		Sample description		Drinking water Principles and Practices - Groundwater par. 4.7												Assumption:

																mg/L =mg/kgs =mg/kgw

		Basic data		Temperature		t		0C				10.0

				Oxygen		O2		mg/L				11.0				0.34		mmol/kgw

				pH		pH		- 				6.46

				Methane		CH4		mg/L								0.00		mmol/kgw

				Sulfide		H2S		mg/L								0.00		mmol/kgw

				pe (electron activity)		pe		- 

				Conductivity (measured, at t 0C)		EC		mS/m								0		µS/cm

				Total dissolved solids (residue)		TDS		mg/L

		Cations		Calcium		Ca		mg/L				80.0				2.00		mmol/kgw

				Magnesium		Mg		mg/L								0.00		mmol/kgw

				Sodium		Na		mg/L								0.00		mmol/kgw

				Potassium		K		mg/L								0.00		mmol/kgw

				Iron		Fe		mg/L								0.000		mmol/kgw

				Manganese		Mn		mg/L								0.000		mmol/kgw

				Ammonium (inert)		NH4		mg/L								0.000		mmol/kgw

				Aluminium		Al		μg/L								0.00		mmol/kgw

				Barium		Ba		μg/L								0.00		mmol/kgw

				Cadmium		Cd		μg/L								0.00		mmol/kgw

				Copper		Cu		μg/L								0.00		mmol/kgw

				Lead		Pb		μg/L								0.00		mmol/kgw

				Lithium		Li		μg/L								0.00		mmol/kgw

				Strontium		Sr		μg/L								0.00		mmol/kgw

				Zinc		Zn		μg/L								0.00		mmol/kgw

		Anions		Hydrogen carbonate (as Alkalinty)		HCO3		mg/L				244				4.00		mmol/kgw

				Chloride		Cl		mg/L								0.00		mmol/kgw

				Nitrate		NO3		mg/L								0.00		mmol/kgw

				Sulfate		SO4		mg/L								0.00		mmol/kgw

				Fluoride		F 		mg/L								0.00		mmol/kgw

				Bromide		Br		mg/L								0.00		mmol/kgw

				Phosphate		PO4		mg/L								0.00		mmol/kgw

				Nitrite		NO2		mg/L								0.00		mmol/kgw

				Silicate		Si		mg/L								0.00		mmol/kgw

				Boron		B 		μg/L								0.00		mmol/kgw



		Particles		Particle diameter		d		mm 				1.0

				Surface area per particle				dm2				3.14E-04

				Volume per particle				L				5.23E-07

		Particle bed		Porosity particle bed		p		-				0.40

				Particles per volume particle bed				n/L				1.15E+06

				Surface area per volume particle bed				dm2/L				360

				Surface area per volume water		A/V		dm2/L				900				0.11		mm water 









		Overall parameters		Cations				meq/kgw				3.94

				Anions				meq/kgw				3.95

				Conductivity (calculated, at t 0C)		EC		mS/m				25.4				254		μS/cm

				Total dissolved solids		TDS		mg/L				324

				Ionic strength		IS		mmol/kgw				5.9

				Total hardness		TH		mmol/kgw				2.00				11.2		0D

				Vapor pressure water		pa		atm				0.01

				Density		rho		kg/L				1.000

		Redox conditions		Oxygen		O2		mmol/kgw				0.34				0.20		atm

				pe (electron activity)		pe		-				15.50

				Redox potential		Eh		mV				870

		Correctness checks		Charge difference				meq/kgw				-0.01

				Percentage error (100*(Cat-|An|)/(Cat+|An|)								-0.1%

				EC ratio, calculated/measured 				-				-

				TDS ratio, measured/calculated 				-				-

				Oxygen saturation (with air at sea level)				atm/atm				97.7%

				pH change by electron balancing (Phreeqc)				-				0.00

				pe change by electron balancing (Phreeqc)				-				-

		Carbon equilibrium		pH (Hydrogen activity)   		pH   		-				6.46

				Alkalinity		m		meq/kgw				4.00

				Total Inorganic Carbon (TIC)		TIC		mmol/kgw				7.67				92		mg/L C

				CO2		CO2		mmol/kgw				3.68				0.07		atm

				HCO3 -		HCO3		mmol/kgw				3.95				241		mg/L

				CO3 2-		CO3		mmol/kgw				0.00				0		mg/L

				dpH by 0.1 mmol HCl / kgw		pH		-				-0.02

				Buffer capacity		BI		mmol/kgw /pH				4.41

		Calcite equilibrium		SI (calcite)		SI-c		-				-0.90

				Equilibrium-pH (pHs or pH-Langelier)		pH-L		-				7.36

				Calcite Precipitation Potential		CPP		mmol/kgw				-1.53				67		mg/L CO2

				Calcite Precipitation Potential at 60 C		CPP-60		mmol/kgw				-0.66				29		mg/L CO2

				Calcite Precipitation Potential at 90 C		CPP-90		mmol/kgw				0.02				2		mg/L CaCO3

		Other scaling solids		Aragonite		SI 		CaCO3				-1.06

				Gypsum		SI		CaSO4.2H2O				-

				Anhydrite 		SI		CaSO4				-

				Dolomite		SI		CaMg(CO3)2				-

				Hydroxyapatite		SI		Ca5(PO4)3OH				-

		Redox scaling solids		Pyrite		SI		FeS				-

				Siderite		SI		FeCO3				-

				Hematite		SI		Fe2O3				-

				Rhodochrosite		SI		MnCO3				-

				Vivianite		SI		Fe3(PO4)2:8H2O				-

		Elements / Species		C				mmol/kgw				7.67

				CO2								47.9%				162		mg/L

				HCO3 -								51.4%

				CO3 2-								0.0%

				CH4 				mmol/kgw				0.00				0.00		mg/L

				Ca				mmol/kgw				2.00

				Ca 2+								97.4%

				CaHCO3 +								2.6%

				CaCO3								0.0%

				CaSO4								0.0%

				Mg				mmol/kgw				0.00

				Mg 2+								-

				MgHCO3 +								-

				MgCO3								-

				MgSO4								-

				Fe				mmol/kgw				0.000

				Fe 2+								-

				Fe 3+								-

				Mn				mmol/kgw				0.000

				Mn 2+								-

				Mn 3+								-

				S (in SO4)				mmol/kgw				0.00

				SO4 2-								-

				CaSO4								-

				MgSO4								-

				S (in S 2-)				mmol/kgw				0.000				0.00		mg/L

				P				mmol/kgw				0.000

				H+				mmol/kgw				0.000

				OH-				mmol/kgw				0.000



												For further details see PHREEQC.OUT
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Ca	0	2	4	6	8	10	12	14	16	18	20	22	24	26	28	30	32	34	36	38	40	42	44	46	48	50	52	54	56	58	60	62	64	66	68	70	72	74	76	78	80	82	84	86	88	90	92	94	96	98	100	102	104	106	108	110	112	114	116	118	120	122	124	126	128	130	132	134	136	138	140	142	144	146	148	150	152	154	156	158	160	162	164	166	168	170	172	174	176	178	180	182	184	186	188	190	192	194	196	198	200	202	204	206	208	210	212	214	216	218	220	222	224	226	228	230	232	234	236	238	240	242	244	246	248	250	252	254	256	258	260	262	264	266	268	270	272	274	276	278	280	282	284	286	288	290	292	294	296	298	300	302	304	306	308	310	312	314	316	318	320	322	324	326	328	330	332	334	336	338	340	342	344	346	348	350	352	354	356	358	360	362	364	366	368	370	372	374	376	378	380	382	384	386	388	390	392	394	396	398	400	402	404	406	408	410	412	414	416	418	420	422	424	426	428	430	432	434	436	438	440	442	444	446	448	450	452	454	456	458	460	462	464	466	468	470	472	474	476	478	480	482	484	486	488	490	492	494	496	498	500	502	504	506	508	510	512	514	516	518	520	522	524	526	528	530	532	534	536	538	540	542	544	546	548	550	552	554	556	558	560	562	564	566	568	570	572	574	576	578	580	582	584	586	588	590	592	594	596	598	600	1.9438185615856289	1.9657206213930905	1.9873514531506304	2.0087134859455924	2.0298091072094389	2.0506406665036701	2.0712104789509822	2.0915208283645872	2.11157397010287	2.1313721336736124	2.1509175251096191	2.1702123291353366	2.1892587111420405	2.2080588189875847	2.2266147846350091	2.2449287256430654	2.263002746520415	2.2808389399542097	2.2984393879228042	2.315806162701461	2.332941327769122	2.3498469386236462	2.3665250435123104	2.3829776840836971	2.3992068959667332	2.4152147092821075	2.4310031490908166	2.4465742357843991	2.4619299854208454	2.4770724100101118	2.4920035177526136	2.5067253132341474	2.5212397975801073	2.535548968571947	2.5496548207285019	2.5635593453545962	2.5772645305593147	2.5907723612460525	2.6040848190763848	2.6172038824096795	2.6301315262202469	2.6428697219937138	2.655420437604211	2.6677856371739073	2.6799672809163049	2.6919673249646729	2.7037877211868526	2.7154304169876848	2.7268973551002618	2.7381904733669953	2.7493117045116562	2.760262975903335	2.7710462093132313	2.7816633206652797	2.7921162197813798	2.8024068101220911	2.8125369885235934	2.8225086449316206	2.8323236621331058	2.8419839154862361	2.8514912726494979	2.8608475933104138	2.8700547289144991	2.8791145223950072	2.8880288079040137	2.8967994105453219	2.9054281461096805	2.9139168208127413	2.9222672310362277	2.9304811630726739	2.9385603928741175	2.9465066858051605	2.9543217964006367	2.9620074681282875	2.969565433156681	2.9769974121286786	2.9843051139406795	2.9914902355278796	2.9985544616557664	3.0054994647180364	3.0123269045411143	3.0190384281954183	3.0256356698135396	3.0321202504154323	3.0384937777407539	3.0447578460884008	3.050914036163384	3.0569639149310306	3.0629090354786448	3.0687509368845705	3.0744911440947806	3.0801311678069054	3.0856725043617583	3.0911166356423432	3.0964650289802758	3.1017191370696318	3.1068803978881547	3.1119502346257524	3.1169300556202675	3.1218212543003903	3.1266252091356637	3.1313432835934929	3.1359768261030556	3.1405271700260284	3.1449956336339704	3.1493835200923121	3.1536921174508006	3.1579226986402635	3.1620765214755804	3.1661548286647312	3.1701588478237572	3.1740897914975443	3.1779488571862058	3.1817372273770159	3.1854560695816518	3.189106536378683	3.1926897654610489	3.1962068796884955	3.1996589871447019	3.203047181199024	3.2063725405726644	3.2096361294091005	3.2128389973486486	3.215982179607026	3.2190666970575865	3.2220935563173883	3.2250637498366879	3.2279782559917671	3.2308380391809988	3.2336440499239205	3.2363972249632829	3.239098487369807	3.2417487466495718	3.2443488988538975	3.2468998266915561	3.2494023996431847	3.2518574740777901	3.2542658933711612	3.256628488026116	3.2589460757944289	3.2612194618003216	3.2634494386653907	3.2656367866348681	3.2677822737050866	3.2698866557520465	3.2719506766609592	3.2739750684567204	3.275960551435102	3.277907834294667	3.2798176142692679	3.2816905772610134	3.2835273979736668	3.2853287400463316	3.2870952561873796	3.2888275883085227	3.29052636765894	3.2921922149594098	3.2938257405363598	3.2954275444557393	3.2969982166567089	3.2985443922340836	3.3000603549194993	3.3015466713254074	3.3030038983359242	3.3044325832403021	3.3058332638658534	3.3072064687102234	3.3085527170730216	3.3098725191867655	3.3111663762388033	3.3124347808324202	3.3136782167761671	3.3148971593272125	3.3160920753180672	3.3172634232823808	3.3184116535797483	3.3195372085195158	3.3206405224835533	3.3217220220479473	3.3227821261036237	3.3238212459758616	3.3248397855426708	3.325838141352004	3.3268167027378435	3.3277758519350655	3.3287159641931123	3.329637407888471	3.3305405446358995	3.3314257293984681	3.3322933105962957	3.333143630214062	3.3339770239072748	3.3347938211072465	3.3355943451248202	3.3363789132528079	3.3371478368671528	3.3379014215268312	3.3386399670724343	3.3393637677235417	3.3400731121747231	3.3407682836903394	3.341449560198023	3.3421172143809152	3.342771513768616	3.3434127208268705	3.3440410930460103	3.344656883028124	3.3452603385729858	3.3458517027627486	3.3464312140453982	3.3469991063169648	3.3475556090025615	3.3481009471361558	3.3486353414391719	3.3491590083979079	3.3496721603397259	3.3501750055081287	3.3506677481366376	3.3511505885215067	3.3516237230933252	3.3520873444874733	3.352541641613457	3.3529895012160358	3.3534282950890777	3.3538582045785614	3.3542794074891202	3.3546920781497902	3.3550963874786501	3.355492503046396	3.3558806110155004	3.3562608532821945	3.3566333840171083	3.3569983580510403	3.3573559271751519	3.3577062401912801	3.3580494429684045	3.3583856784981858	3.3587150869495233	3.3590378057221688	3.3593539694993981	3.3596637102997926	3.3599671575280676	3.3602644380250459	3.3605556761167068	3.3608409936624111	3.361120510102229	3.3613943425034627	3.3616626056062811	3.3619254118685911	3.362182871510067	3.362435092555395	3.362682180876738	3.3629242402354258	3.3631613723228662	3.3633936768007526	3.3636212513405011	3.363844191661971	3.3640625915714839	3.3642765429991175	3.3644861360353437	3.3646914589669552	3.3648925983123528	3.3650896388561633	3.3652826636832049	3.3654717542118187	3.3656569902266056	3.3658384499105156	3.3660162098763231	3.3661903451975648	3.3663609294388488	3.3665280346855977	3.3666917315732294	3.3668520893158118	3.3670091757341187	3.3671630572832099	3.3673137990794433	3.3674614649269961	3.3676061173438638	3.3677478175873783	3.3678866256792164	3.3680226004299372	3.3681557994630649	3.3682862792386716	3.3684140950765391	3.3685393011788674	3.3686619506525202	3.3687820955308574	3.3688997867951573	3.3690150743956089	3.3691280072718914	3.3692386333733575	3.3693469996788452	3.3694531522160593	3.3695571360806249	3.3696589954547194	3.3697587736253944	3.3698565130024805	3.3699522551361945	3.3700460407343762	3.3701379096793662	3.3702279010446063	Alk	0	2	4	6	8	10	12	14	16	18	20	22	24	26	28	30	32	34	36	38	40	42	44	46	48	50	52	54	56	58	60	62	64	66	68	70	72	74	76	78	80	82	84	86	88	90	92	94	96	98	100	102	104	106	108	110	112	114	116	118	120	122	124	126	128	130	132	134	136	138	140	142	144	146	148	150	152	154	156	158	160	162	164	166	168	170	172	174	176	178	180	182	184	186	188	190	192	194	196	198	200	202	204	206	208	210	212	214	216	218	220	222	224	226	228	230	232	234	236	238	240	242	244	246	248	250	252	254	256	258	260	262	264	266	268	270	272	274	276	278	280	282	284	286	288	290	292	294	296	298	300	302	304	306	308	310	312	314	316	318	320	322	324	326	328	330	332	334	336	338	340	342	344	346	348	350	352	354	356	358	360	362	364	366	368	370	372	374	376	378	380	382	384	386	388	390	392	394	396	398	400	402	404	406	408	410	412	414	416	418	420	422	424	426	428	430	432	434	436	438	440	442	444	446	448	450	452	454	456	458	460	462	464	466	468	470	472	474	476	478	480	482	484	486	488	490	492	494	496	498	500	502	504	506	508	510	512	514	516	518	520	522	524	526	528	530	532	534	536	538	540	542	544	546	548	550	552	554	556	558	560	562	564	566	568	570	572	574	576	578	580	582	584	586	588	590	592	594	596	598	600	4.0000879638791282	4.0461539367627335	4.0916715020103709	4.1366449379498889	4.1810784572972182	4.2249762144127301	4.2683423118884187	4.3111808065378643	4.3534957148423921	4.3952910179015623	4.4365706659311233	4.477338582346917	4.5175986674698922	4.5573548018835837	4.5966108494722899	4.6353706601658962	4.6736380724145752	4.7114169154144303	4.748711011103552	4.7855241759457803	4.8218602225183202	4.8577229609178616	4.8931161999984365	4.9280437484535478	4.9625094157534555	4.9965170129485683	5.0300703533477327	5.0631732530811817	5.0958295315552986	5.1280430118077103	5.1598175207687671	5.1911568894369005	5.2220649529731897	5.2525455507208259	5.2826025261554959	5.3122397267705566	5.3414610039023698	5.3702702124999577	5.3986712108429886	5.4266678602118636	5.4542640245137965	5.4814635698678638	5.5082703641528861	5.5346882765205905	5.5607211768771148	5.5863729353360343	5.6116474216448111	5.636548504587811	5.6610800513677706	5.6852459269682267	5.7090499934990326	5.7324961095269424	5.7555881293932547	5.778329902520329	5.8007252727088501	5.8227780774276843	5.8444921470973767	5.865871304369592	5.8869193634036314	5.9076401291410763	5.9280373965808266	5.9481149500549773	5.9678765625070458	5.9873259947739044	6.0064669948724312	6.0253032972915443	6.0438386222915801	6.0620766752107951	6.0800211457808135	6.0976757074514749	6.1150440167258928	6.1321297125065515	6.1489364154532513	6.1654677273533567	6.1817272305051327	6.197718487114706	6.2134450387070617	6.22891040555188	6.2441180861043399	6.2590715564615538	6.2737742698346652	6.2882296560374789	6.3024411209915305	6.3164120462476516	6.3301457885251633	6.3436456792678175	6.3569150242171846	6.369957103003971	6.3827751687563516	6.3953724477265084	6.4077521389348338	6.4199174138316319	6.431871415976774	6.4436172607372182	6.4551580350018734	6.4664967969143063	6.4776365756226575	6.4885803710472958	6.499331153665195	6.5098918643117081	6.5202654139991241	6.5304546837516	6.540462524456915	6.5502917567340591	6.5599451708170733	6.5694255264543528	6.5787355528235398	6.5878779484612648	6.5968553812080728	6.605670488167668	6.614325875680418	6.6228241193106321	6.6311677638477837	6.6393593233204609	6.6474012810236758	6.6552960895583739	6.6630461708834119	6.670653916379238	6.6781216869231796	6.6854518129757254	6.6926465946778837	6.6997083019586583	6.7066391746528708	6.7134414226285744	6.7201172259238549	6.726668734892816	6.7330980703599499	6.7394073237831327	6.745598557424354	6.7516738045283846	6.7576350695084848	6.7634843281390129	6.7692235277551669	6.7748545874585311	6.7803793983287646	6.7857998236411552	6.7911176990894377	6.7963348330134803	6.8014530066321326	6.8064739742801903	6.8113994636500008	6.8162311760363385	6.820970786585649	6.8256199445480776	6.8301802735331059	6.8346533717675895	6.8390408123568012	6.8433441435476112	6.8475648889940075	6.8517045480242693	6.8557645959101841	6.8597464841374567	6.8636516406774426	6.8674814702602385	6.8712373546482359	6.8749206529107392	6.8785327016988349	6.8820748155207472	6.8855482870173361	6.8889543872376873	6.8923074976575149	6.8955952148039934	6.8988187600820554	6.9019793341210027	6.9050781170514393	6.9081162687819182	6.9110949292740793	6.9140152188171919	6.9168782383013188	6.919685069254502	6.9224367748329483	6.9251343993544161	6.9277789688167566	6.9303714911637719	6.9329129565493632	6.9354043375999446	6.9378465896749963	6.9402406511253991	6.9425874435500923	6.9448878720504092	6.9471428254824135	6.949353176706925	6.9515197828373374	6.9536434854852045	6.9557251110033826	6.9577654707269208	6.959765361211371	6.9617255644687956	6.963646848201348	6.9655299660319727	6.9673756577331156	6.9691846494525791	6.9709576539367708	6.9726953707514898	6.9743984864999566	6.9760676750385793	6.9777035976896498	6.9793069034516879	6.9808782292069926	6.9824181999269221	6.9839274288738347	6.9854065178011613	6.9868560571503444	6.9882766262452929	6.989668793484153	6.9910331165286257	6.9923701424904063	6.9936804081153277	6.994964439964515	6.9962227545933651	6.9974558587277231	6.9986642494374403	6.9998484143076682	7.0010088316073871	7.0021459704553832	7.0032602909840644	7.0043522445003896	7.0054222736446414	7.0064708125465938	7.0074982869794109	7.0085051145109913	7.00949170465306	7.0104643259014212	7.0114172699707726	7.012350930032925	7.0132656915994787	7.014161932663324	7.01504002383769	7.0159003284932222	7.0167432538955161	7.0175690980809007	7.0183782016219718	7.0191709003260909	7.0199475234091775	7.0207083936160641	7.0214538273422589	7.0221841347536307	7.0228996199041482	7.0236005808513724	7.0242873097703109	7.0249600930649025	7.0256192114779497	7.0262649401986748	7.0268975489689947	7.0275173021872108	7.0281244590104874	7.028719273455267	7.0293019944957535	7.0298728661608756	7.0304321276294717	7.0309800133236022	7.0315167530004095	7.0320425718422532	7.0325576905449756	7.0330623254050186	7.033556688404432	7.0340409872948566	7.0345154256796221	7.0349802030943467	7.0354355150862453	7.0358815532918504	7.0363185055132869	7.036746555793199	7.0371658844882452	7.0375766683412531	7.0379790805520273	7.0383732908466774	7.038759465546053	7.0391377676323845	7.0395083568151371	7.0398713895952367	7.0402270193283085	7.0405753962867825	7.0409166677206043	7.0412509779168593	7.0415784682584661	7.0418992772814484	7.0422135407313657	7.0425213916185889	7.0428229602723631	7.0431183743940364	7.0434077591092983	7.0436912370191989	7.0439689282503517	7.0442409505042072	7.0445074191050612	7.0447684470476597	7.045024145043481	7.045274621566155	7.0455199828962316	7.0457603331649086	7.0459957743967312	7.0462264065520159	7.0464523275678506	7.0466736333986297	7.0468904180556953	7.0471027736463281	7.0473107904117143	7.0475145567643569	7.0477141593248902	7.0479096829578358	Contact time (seconds)

mmol/kgw  meq/kgw

Conductivity

EC	0	2	4	6	8	10	12	14	16	18	20	22	24	26	28	30	32	34	36	38	40	42	44	46	48	50	52	54	56	58	60	62	64	66	68	70	72	74	76	78	80	82	84	86	88	90	92	94	96	98	100	102	104	106	108	110	112	114	116	118	120	122	124	126	128	130	132	134	136	138	140	142	144	146	148	150	152	154	156	158	160	162	164	166	168	170	172	174	176	178	180	182	184	186	188	190	192	194	196	198	200	202	204	206	208	210	212	214	216	218	220	222	224	226	228	230	232	234	236	238	240	242	244	246	248	250	252	254	256	258	260	262	264	266	268	270	272	274	276	278	280	282	284	286	288	290	292	294	296	298	300	302	304	306	308	310	312	314	316	318	320	322	324	326	328	330	332	334	336	338	340	342	344	346	348	350	352	354	356	358	360	362	364	366	368	370	372	374	376	378	380	382	384	386	388	390	392	394	396	398	400	402	404	406	408	410	412	414	416	418	420	422	424	426	428	430	432	434	436	438	440	442	444	446	448	450	452	454	456	458	460	462	464	466	468	470	472	474	476	478	480	482	484	486	488	490	492	494	496	498	500	502	504	506	508	510	512	514	516	518	520	522	524	526	528	530	532	534	536	538	540	542	544	546	548	550	552	554	556	558	560	562	564	566	568	570	572	574	576	578	580	582	584	586	588	590	592	594	596	598	600	25.399447488400597	25.676054768591872	25.949121396902466	26.218683400245357	26.484776081071196	26.747434073501658	27.006691394575807	27.262581491219986	27.515137283319927	27.764391203235231	28.010375232061698	28.253120932916026	28.492659481490733	28.729021694103132	28.962238053439858	29.192338732181174	29.41935361467041	29.643312316780101	29.864244204112158	30.082178408657505	30.297143844029399	30.509169219375529	30.718283052064301	30.92451367923357	31.127889268281915	31.328437826378384	31.526187209056342	31.721165127958319	31.913399157786209	32.102916742514786	32.289745200914766	32.473911731435606	32.655443416488836	32.834367226172112	33.010710021474019	33.184498556991421	33.355759483194404	33.524519348268868	33.690804599565368	33.854641584681445	34.016056552202983	34.175075652128015	34.331724935996817	34.486030356748032	34.638017768321788	34.787712925029588	34.935141480707223	35.080328987669631	35.22330089548295	35.36408254956924	35.502699189659012	35.639175948105311	35.773537848072081	35.905809801610182	36.036016607632725	36.164182949801592	36.290333394334858	36.414492387747075	36.536684254531608	36.656933194793545	36.775263281844197	36.891698459764164	37.006262540943069	37.118979203604788	37.229871989324991	37.338964300546799	37.446279398104139	37.551840398755488	37.655670272736515	37.757791841336605	37.85822777450359	37.957000588483119	38.054132643496452	38.149646141461453	38.243563123760488	38.335905469059838	38.426694891182997	38.515952937042826	38.603700984633925	38.689960241089452	38.77475174080368	38.858096343624041	38.940014733113763	39.020527414886729	39.099654715018104	39.177416778529974	39.253833567954274	39.328924861975167	39.402710254149227	39.47520915170697	39.546440774434913	39.616424153637837	39.6851781311832	39.752721358627028	39.819072296420686	39.884249213199482	39.948270185151394	40.011153095467584	40.07291563387146	40.133575296228031	40.193149384231539	40.251655005170292	40.30910907176893	40.365528302105659	40.42092921960468	40.475328153101323	40.528741236979776	40.581184411380768	40.632673422479215	40.683223822829575	40.732850971777189	40.781570035934244	40.829395989719842	40.876343615960394	40.922427506550726	40.96766206317276	41.012061498071112	41.055639834883138	41.098410909521945	41.140388371110511	41.181585682965689	41.22201612362916	41.261692787944888	41.300628588180409	41.338836255189918	41.376328339619064	41.413117213147601	41.449215069769558	41.484633927108412	41.519385627766226	41.553481840704684	41.586934062655637	41.619753619561571	41.651951668042031	41.683539196885462	41.714527028565399	41.744925820778874	41.774746068004511	41.803998103081206	41.832692098803619	41.860838069535077	41.888445872833614	41.915525211093851	41.942085633199177	41.968136536186414	41.993687166918811	42.018746623768777	42.043323858306969	42.067427676998122	42.091066742901312	42.114249577374729	42.136984561783024	42.15927993920603	42.181143816149543	42.202584164254645	42.223608822007108	42.244225496444052	42.264441764858496	42.284265076499864	42.303702754270766	42.322836929202865	42.341596880027666	42.359989638359615	42.378022114538119	42.395701099314294	42.413033265531062	42.430025169792273	42.446683254124039	42.46301384762544	42.479023166769608	42.494717321137379	42.510102310838484	42.525184029548889	42.539968266104232	42.554460706080746	42.568666933363083	42.582592431699112	42.59624258624028	42.6096226850687	42.622737920709625	42.635593391629662	42.648194103720002	42.660544971764665	42.672650820894042	42.684516388022637	42.696146323271549	42.707545191375374	42.718717473073056	42.729667566483798	42.740399788465325	42.75091837595793	42.761227487311537	42.771331203596588	42.781233529898934	42.790938396598094	42.800449660630285	42.809771106734132	42.818906448680465	42.827859330486021	42.836633327611359	42.845231948141226	42.853658633950467	42.861916761852889	42.870009644734118	42.877940532668639	42.885712614021465	42.893329016532867	42.900792808388744	42.908106999274018	42.91527454141157	42.922298330585178	42.929181207147295	42.935925957011705	42.942535312631051	42.949011953958966	42.955358509398366	42.961577556733843	42.96767162405051	42.973643190637482	42.979494687877946	42.985228500124364	42.990846965559946	42.9963857871805	43.00181246259978	43.007129236241738	43.012338308655664	43.01744183733269	43.022441937508262	43.027340682951753	43.032140387448486	43.03684278032042	43.041449786298621	43.045963321371516	43.050385263848739	43.054717455017943	43.058961699845739	43.06311976766635	43.067193392858812	43.071184275511499	43.075094082076042	43.078924446008962	43.08267696840268	43.086353218604437	43.089954734825554	43.093483024738177	43.096939566063014	43.100325807145836	43.103643167523011	43.106893038477942	43.110076783586891	43.113195739254721	43.116251215241491	43.119244495179188	43.122176837078307	43.125049473826813	43.127863613677839	43.130620440730553	43.133321115400655	43.135966774882391	43.138558533602719	43.141097483666364	43.143584695292745	43.146021217245043	43.148408077250885	43.15074628241522	43.153036819625811	43.155280655950392	43.157478739027198	43.159631997447306	43.161741341130714	43.163807661694207	43.165831832812714	43.167814710574582	43.169757133828682	43.171659924525628	43.173523888052884	43.17534981356259	43.177138474293741	43.178890627888251	43.180607016700115	43.182288368099464	43.183935394770856	43.185548795004941	43.187129252985287	43.188677439069664	43.190194010064843	43.191679609497648	43.193134867879664	43.194560402966886	43.195956820014892	43.197324712028589	43.198664660006692	43.199977233182793	43.201262989260208	43.202522474643054	43.203756224662712	43.204964763799907	43.206148605901959	43.207308254396217	43.208444202499592	43.209556933423031	Contact time (seconds)

EC (mS/m)



Run_Control

		Run Control 		PHREEQC for Excel



		Input file 						PHREEQC input file												SELECTED_OUTPUT have to include data, if not: an ERROR-message appears



		Database file						PHREEQC database file												Have to be a readable and proper Phreeqc databases file; if not: an ERROR-message appears

								Default path: Current map .xls file



				stimela.dat











































Input

		PRINT 

				-alkalinity				true     								# prints species that contribute to alkalinity. Default: false 

		SELECTED_OUTPUT

		# Tip: use in/excluding # as line start for switching (defaults = true)

				-file				selected.out.txt								# file name for tabulated output

		#		-selected_out				false   								# set printing to the selected-output file on/off

				-reset				false    								# overwrites the default true values

				-simulation				true     								# prints simulation number

				-state				true     								# prints the type of calculation performed

				-solution				true  								# prints solution number

				-step				true  								# prints reaction step number for batch-reaction 

				-pH				true  								# prints pH

				-pe				true  								# prints pe

				-temperature				true  								# prints temperature (Celsius). 

				-alkalinity				true  								# prints alkalinity (eq/kgw) 

		#		-percent_error				true  								# prints percent error in charge balance

				-totals				C  C(4) C(-4)  Ca Mg Fe Fe(2) Fe(3) Mn Mn(2) Mn(3)  S S(6) S(-2) P Na Cl                								# element total concentration (mol/kgw) (name from 1st column under _MASTER_SPECIES)

				-molalities				O2  CO2  HCO3-  CO3-2  CH4  Ca+2  CaHCO3+  CaCO3  CaSO4  Mg+2  MgHCO3+ MgCO3 MgSO4 SO4-2 H+ OH- 								# species concentration (mol/kgw) (name follows =-sign under SPECIES)

				-saturation_indices				Calcite Aragonite  Gypsum  Anhydrite  Dolomite Hydroxyapatite  Pyrite  Siderite  Hematite  Rhodochrosite  Vivianite  O2(g)  CO2(g)  H2O(g)  CH4(g)  H2S(g)  								# SI-values for PHASES



		USER_PUNCH

				-headings				Ion_Str  Conduct  Rho   Charge_Err   Charge_Bal   TotWat  Cation  Anion Tot_time

				-start

						10		PUNCH MU

						20		PUNCH SC

						25		PUNCH RHO

						30		PUNCH PERCENT_ERROR

						40 		PUNCH CHARGE_BALANCE 										# equal to TOTMOLE("charge")

						50		PUNCH TOT("water")

						60		PUNCH CALC_VALUE("Anion") + TOT("charge")										# Cation = Anion + ChargeBalans

						70		PUNCH CALC_VALUE("Anion") 

						80		PUNCH TOTAL_TIME

				-end

		CALCULATE_VALUES 						# declaration of procedures (functions)

		Anion						# Calculate Anion concentration from Charge Balance (=Cat-An) and Error (=(Cat-An)/(Cat+An)) 

				-start

						10		DELTA = TOT("charge")										# Charge Balance as Concentration (equal to CHARGE_BALANCE / TOT("water")  )

						20		ERROR = PERCENT_ERROR/100										# Error as Fraction

						30		AN = (DELTA/ERROR - DELTA)/2										# Calculate by substitution

						40		SAVE AN										# Algorithm less reliable at very small ERROR value

				-end

		# END 		# with an END statement the declarations above are regarded as "Simulation 1"

		SOLUTION				1

				-units 				mg/kgs

				-redox				O(-2)/O(0)						#  if O2>0 then "O(-2)/O(0)" else if CH4>0 then "C(-4)/C(4)" else "pe"

				-density 				1

				-water    				1

				-pe				4.00						#  if pe = empty then pe = 4

				temp		10.0

				O(0)		11.0

				pH		6.46

				C(-4)		0.00		as CH4

				S(-2)		0.00		as H2S

				Ca		80.00

				Mg		0.00

				Na		0.00

				K		0.00

				Fe		0.00

				Mn		0.00

				[N-3]		0.00		as NH4

		#		N(-3)		0.00		as NH4

				Al		0.00		ug/kgs

				Ba		0.00		ug/kgs

				Cd		0.00		ug/kgs

				Cu		0.00		ug/kgs

				Pb		0.00		ug/kgs

				Li		0.00		ug/kgs

				Sr		0.00		ug/kgs

				Zn		0.00		ug/kgs

				Alkalinity		244.00		as HCO3

				Cl		0.00

				N(+5)		0.00		as NO3

				S(+6)		0.00		as SO4

				F 		0.00

				Br		0.00

				P 		0.00		as PO4

				N(+3)		0.00		as NO2

		#		N(0)		1		N2(g) -0,1079						# SI[N2(g)] = log(pa) = log(0.78) = -0.1079

		#		Ntg		1		Ntg(g) -0,1079						# SI[Ntg(g)] = log(pa) = log(0.78) = -0.1079

				Si		0.00		as Si

				B		0.00		ug/kgs as B

		END		# Simulation 1





		TITLE		Simulation for calculating pe (redox equilibrium)

		USE solution 1

		EQUILIBRIUM_PHASE												# dummy to start final calculation, with identical water quality

		SAVE SOLUTION 1

		END		# Simulation 2

		TITLE		Simulation for calculating CalciumCarbonate Precipitation Potential

		USE solution 1

		EQUILIBRIUM_PHASE

				Calcite

		END		# Simulation 3



		TITLE		Simulation for calculating Buffer Capacity (dpH after 0.01 mmol/kgw HCl) and pH stability (dpH after 0.1 mmol/kgw HCl)

		USE solution 1

		REACTION

				HCl

				0.01   0.10  millimoles										# solution composition after 2 dosing steps

				INCREMENTAL_REACTIONS false

		END		# Simulation 4

		TITLE		Simulation for calculating CalciumCarbonate Precipitation Potential at 60 and 90 C

		USE solution 1

		REACTION_TEMPERATURE 

				60  90 										# solution composition is calculated for the 2 listed temperatures (C) 

		EQUILIBRIUM_PHASE

				Calcite

		END		# Simulation 5

		# Kinetics Calcite

		USE solution 1

		KINETICS 1

				 Calcite										# rate name (must be defined in RATES)

				 -formula CaCO3 1.0										# reactant's elements and stoichiometric factor (default 1.0) 

				 -m0 1.0										# initial reactant moles (constant). Default: 1.0 mole

				 -parms		900		 0.67						# parm(1) = Area/Volume, dm^2/L   parm(2) = exponent for M/M0 for surface area correction

				 -step		0		 300*2						# Time steps over which to integrate the rate expressions (seconds)

		INCREMENTAL_REACTIONS

		END		# Simulation 6										# last END is optional (EndOfFile=END)









Output

		sim		state		soln		step		pH		pe		temp(C)		Alk(eq/kgw)		C(mol/kgw)		C(4)(mol/kgw)		C(-4)(mol/kgw)		Ca(mol/kgw)		Mg(mol/kgw)		Fe(mol/kgw)		Fe(2)(mol/kgw)		Fe(3)(mol/kgw)		Mn(mol/kgw)		Mn(2)(mol/kgw)		Mn(3)(mol/kgw)		S(mol/kgw)		S(6)(mol/kgw)		S(-2)(mol/kgw)		P(mol/kgw)		Na(mol/kgw)		Cl(mol/kgw)		m_O2(mol/kgw)		m_CO2(mol/kgw)		m_HCO3-(mol/kgw)		m_CO3-2(mol/kgw)		m_CH4(mol/kgw)		m_Ca+2(mol/kgw)		m_CaHCO3+(mol/kgw)		m_CaCO3(mol/kgw)		m_CaSO4(mol/kgw)		m_Mg+2(mol/kgw)		m_MgHCO3+(mol/kgw)		m_MgCO3(mol/kgw)		m_MgSO4(mol/kgw)		m_SO4-2(mol/kgw)		m_H+(mol/kgw)		m_OH-(mol/kgw)		si_Calcite		si_Aragonite		si_Gypsum		si_Anhydrite		si_Dolomite		si_Hydroxyapatite		si_Pyrite		si_Siderite		si_Hematite		si_Rhodochrosite		si_Vivianite		si_O2(g)		si_CO2(g)		si_H2O(g)		si_CH4(g)		si_H2S(g)		Ion_Str		Conduct		Rho		Charge_Err		Charge_Bal		TotWat		Cation		Anion		Tot_time		pH		SI calcite		EC		Ca		Alk

		1		i_soln		1		-99		6.46		4.00		10.0		4.00E-03		7.67E-03		7.67E-03		0.00E+00		2.00E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.68E-03		3.95E-03		4.67E-07		0.00E+00		1.94E-03		5.22E-05		6.66E-07		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		3.73E-07		9.20E-09		-0.90		-1.06		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.17		-1.91		-1000.00		-1000.00		0.0058878546		253.994474884		1.000006218		-0.0853823118		-0.0000067342		1		0.003940202		0.0039469362		0		6.46		-0.90		25.4		1.94		4.00

		2		react		1		1		6.46		15.50		10.0		4.00E-03		7.67E-03		7.67E-03		0.00E+00		2.00E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.68E-03		3.95E-03		4.67E-07		0.00E+00		1.94E-03		5.22E-05		6.66E-07		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		3.73E-07		9.20E-09		-0.90		-1.06		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.17		-1.91		-148.94		-1000.00		0.0058878546		253.994474884		1.0000062184		-0.0853823118		-0.0000067342		1		0.003940202		0.0039469362		0		6.46		-0.90		25.4		1.94		4.00

		3		react		1		1		6.92		15.04		10.0		7.06E-03		9.20E-03		9.20E-03		0.00E+00		3.53E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.15E-03		6.90E-03		2.54E-06		0.00E+00		3.37E-03		1.45E-04		5.30E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.30E-07		2.75E-08		0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102750724		432.6281367728		1.0001943873		-0.0488141798		-0.0000067342		0.9999725878		0.0068946341		0.0069013685		0		6.92		0.00		43.3		3.37		7.06

		4		react		1		1		6.46		15.51		10.0		3.99E-03		7.67E-03		7.67E-03		0.00E+00		2.00E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		1.00E-05		3.44E-04		3.69E-03		3.94E-03		4.63E-07		0.00E+00		1.94E-03		5.21E-05		6.61E-07		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		3.74E-07		9.15E-09		-0.90		-1.06		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.17		-1.91		-148.94		-1000.00		0.0058881214		254.2117920509		1.0000061247		-0.0853789879		-0.0000067342		1.00000018		0.0039403405		0.0039470747		0		6.46		-0.90		25.4		1.94		3.99

		4		react		1		2		6.44		15.53		10.0		3.90E-03		7.67E-03		7.67E-03		0.00E+00		2.00E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		1.00E-04		3.44E-04		3.78E-03		3.85E-03		4.32E-07		0.00E+00		1.95E-03		5.09E-05		6.17E-07		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		3.92E-07		8.73E-09		-0.93		-1.09		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.16		-1.91		-148.93		-1000.00		0.005890521		256.1676215949		1.000005281		-0.0853522175		-0.0000067342		1.0000017997		0.0039415854		0.0039483196		0		6.44		-0.93		25.6		1.95		3.90

		5		react		1		1		6.48		11.58		60.0		5.33E-03		8.34E-03		8.34E-03		0.00E+00		2.66E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.02E-03		5.16E-03		1.49E-06		0.00E+00		2.50E-03		1.49E-04		7.77E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		3.61E-07		3.23E-07		0.00		-0.12		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.40		-0.75		-0.71		-124.04		-1000.00		0.0076629415		907.7228183227		0.9835882791		-0.0652722265		-0.0000067342		0.9999881996		0.0051552591		0.0051619934		0		6.48		0.00		90.8		2.50		5.33

		5		react		1		2		6.35		9.88		90.0		3.96E-03		7.65E-03		7.65E-03		0.00E+00		1.97E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.71E-03		3.83E-03		8.29E-07		0.00E+00		1.86E-03		1.02E-04		8.53E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		4.81E-07		9.75E-07		0.00		-0.11		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.35		-0.51		-0.16		-112.68		-1000.00		0.0056991883		1006.2261381439		0.9656401407		-0.0878202299		-0.0000067342		1.0000005456		0.0038307251		0.0038374594		0		6.35		0.00		100.6		1.86		3.96

		6		react		1		1		6.46		15.50		10.0		4.00E-03		7.67E-03		7.67E-03		0.00E+00		2.00E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.68E-03		3.95E-03		4.67E-07		0.00E+00		1.94E-03		5.22E-05		6.66E-07		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		3.73E-07		9.20E-09		-0.90		-1.06		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.17		-1.91		-148.94		-1000.00		0.0058878546		253.994474884		1.0000062184		-0.0853823118		-0.0000067342		1		0.003940202		0.0039469362		0		6.46		-0.90		25.4		1.94		4.00

		6		react		1		2		6.47		15.50		10.0		4.05E-03		7.70E-03		7.70E-03		0.00E+00		2.02E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.65E-03		3.99E-03		4.81E-07		0.00E+00		1.97E-03		5.33E-05		6.92E-07		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		3.66E-07		9.36E-09		-0.88		-1.04		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.17		-1.91		-148.94		-1000.00		0.0059546739		256.7605476859		1.0000090575		-0.0844212036		-0.0000067342		0.9999995859		0.0039851052		0.0039918394		2		6.47		-0.88		25.7		1.97		4.05

		6		react		1		3		6.47		15.49		10.0		4.09E-03		7.72E-03		7.72E-03		0.00E+00		2.04E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.63E-03		4.04E-03		4.95E-07		0.00E+00		1.99E-03		5.44E-05		7.18E-07		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		3.60E-07		9.52E-09		-0.87		-1.02		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.17		-1.91		-148.95		-1000.00		0.0060206765		259.491213969		1.0000118626		-0.0834927858		-0.0000067342		0.9999991767		0.0040294627		0.004036197		4		6.47		-0.87		25.9		1.99		4.09

		6		react		1		4		6.48		15.48		10.0		4.14E-03		7.74E-03		7.74E-03		0.00E+00		2.06E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.61E-03		4.08E-03		5.09E-07		0.00E+00		2.01E-03		5.55E-05		7.44E-07		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		3.54E-07		9.69E-09		-0.85		-1.01		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.18		-1.91		-148.95		-1000.00		0.0060858693		262.1868340025		1.0000146341		-0.0825955259		-0.0000067342		0.9999987724		0.0040732792		0.0040800134		6		6.48		-0.85		26.2		2.01		4.14

		6		react		1		5		6.49		15.47		10.0		4.18E-03		7.77E-03		7.77E-03		0.00E+00		2.09E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.59E-03		4.12E-03		5.24E-07		0.00E+00		2.03E-03		5.66E-05		7.71E-07		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		3.49E-07		9.85E-09		-0.84		-0.99		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.18		-1.91		-148.95		-1000.00		0.0061502592		264.8477608107		1.0000173723		-0.0817279872		-0.0000067343		0.999998373		0.004116559		0.0041232933		8		6.49		-0.84		26.5		2.03		4.18

		6		react		1		6		6.50		15.47		10.0		4.22E-03		7.79E-03		7.79E-03		0.00E+00		2.11E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.56E-03		4.16E-03		5.39E-07		0.00E+00		2.05E-03		5.77E-05		7.98E-07		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		3.43E-07		1.00E-08		-0.82		-0.98		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.18		-1.91		-148.95		-1000.00		0.0062138531		267.474340735		1.0000200773		-0.0808888213		-0.0000067343		0.9999979785		0.0041593067		0.004166041		10		6.50		-0.82		26.7		2.05		4.22

		6		react		1		7		6.50		15.46		10.0		4.27E-03		7.81E-03		7.81E-03		0.00E+00		2.13E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.54E-03		4.21E-03		5.53E-07		0.00E+00		2.07E-03		5.88E-05		8.26E-07		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		3.38E-07		1.02E-08		-0.81		-0.96		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.18		-1.91		-148.96		-1000.00		0.0062766575		270.0669139458		1.0000227494		-0.0800767614		-0.0000067343		0.9999975887		0.0042015266		0.0042082609		12		6.50		-0.81		27.0		2.07		4.27

		6		react		1		8		6.51		15.45		10.0		4.31E-03		7.83E-03		7.83E-03		0.00E+00		2.15E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.52E-03		4.25E-03		5.68E-07		0.00E+00		2.09E-03		5.98E-05		8.54E-07		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		3.33E-07		1.03E-08		-0.79		-0.95		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.19		-1.91		-148.96		-1000.00		0.006338679		272.6258149122		1.0000253889		-0.0792906158		-0.0000067343		0.9999972037		0.004243223		0.0042499573		14		6.51		-0.79		27.3		2.09		4.31

		6		react		1		9		6.52		15.45		10.0		4.35E-03		7.85E-03		7.85E-03		0.00E+00		2.17E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.50E-03		4.29E-03		5.83E-07		0.00E+00		2.11E-03		6.09E-05		8.83E-07		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		3.28E-07		1.05E-08		-0.78		-0.93		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.19		-1.91		-148.96		-1000.00		0.0063999243		275.1513728332		1.0000279961		-0.0785292625		-0.0000067343		0.9999968234		0.0042844002		0.0042911345		16		6.52		-0.78		27.5		2.11		4.35

		6		react		1		10		6.52		15.44		10.0		4.40E-03		7.87E-03		7.87E-03		0.00E+00		2.19E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.48E-03		4.33E-03		5.98E-07		0.00E+00		2.13E-03		6.20E-05		9.11E-07		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		3.23E-07		1.07E-08		-0.76		-0.92		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.19		-1.91		-148.96		-1000.00		0.0064603997		277.6439120324		1.0000305712		-0.0777916444		-0.0000067343		0.9999964478		0.0043250624		0.0043317967		18		6.52		-0.76		27.8		2.13		4.40

		6		react		1		11		6.53		15.43		10.0		4.44E-03		7.89E-03		7.89E-03		0.00E+00		2.21E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.46E-03		4.37E-03		6.13E-07		0.00E+00		2.15E-03		6.31E-05		9.41E-07		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		3.19E-07		1.08E-08		-0.75		-0.91		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.19		-1.91		-148.97		-1000.00		0.0065201116		280.1037523206		1.0000331144		-0.0770767641		-0.0000067343		0.9999960769		0.0043652137		0.0043719481		20		6.53		-0.75		28.0		2.15		4.44

		6		react		1		12		6.54		15.43		10.0		4.48E-03		7.91E-03		7.91E-03		0.00E+00		2.24E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.44E-03		4.41E-03		6.28E-07		0.00E+00		2.17E-03		6.41E-05		9.70E-07		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		3.14E-07		1.10E-08		-0.74		-0.89		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.20		-1.91		-148.97		-1000.00		0.0065790663		282.5312093292		1.0000356259		-0.0763836799		-0.0000067343		0.9999957105		0.0044048584		0.0044115928		22		6.54		-0.74		28.3		2.17		4.48

		6		react		1		13		6.54		15.42		10.0		4.52E-03		7.93E-03		7.93E-03		0.00E+00		2.26E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.42E-03		4.45E-03		6.44E-07		0.00E+00		2.19E-03		6.52E-05		1.00E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		3.10E-07		1.12E-08		-0.72		-0.88		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.20		-1.91		-148.97		-1000.00		0.0066372702		284.9265948149		1.0000381061		-0.0757115022		-0.0000067343		0.9999953488		0.0044440006		0.0044507349		24		6.54		-0.72		28.5		2.19		4.52

		6		react		1		14		6.55		15.41		10.0		4.56E-03		7.95E-03		7.95E-03		0.00E+00		2.28E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.40E-03		4.49E-03		6.59E-07		0.00E+00		2.21E-03		6.62E-05		1.03E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		3.05E-07		1.13E-08		-0.71		-0.87		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.20		-1.91		-148.97		-1000.00		0.0066947294		287.290216941		1.0000405552		-0.0750593894		-0.0000067343		0.9999949916		0.0044826443		0.0044893786		26		6.55		-0.71		28.7		2.21		4.56

		6		react		1		15		6.55		15.41		10.0		4.60E-03		7.97E-03		7.97E-03		0.00E+00		2.29E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.38E-03		4.53E-03		6.75E-07		0.00E+00		2.23E-03		6.73E-05		1.06E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		3.01E-07		1.15E-08		-0.70		-0.85		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.20		-1.91		-148.98		-1000.00		0.0067514502		289.6223805344		1.0000429734		-0.0744265449		-0.0000067343		0.9999946389		0.0045207935		0.0045275279		28		6.55		-0.70		29.0		2.23		4.60

		6		react		1		16		6.56		15.40		10.0		4.64E-03		7.99E-03		7.99E-03		0.00E+00		2.31E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.36E-03		4.56E-03		6.90E-07		0.00E+00		2.24E-03		6.83E-05		1.09E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.97E-07		1.16E-08		-0.69		-0.84		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.21		-1.91		-148.98		-1000.00		0.0068074388		291.9233873218		1.0000453609		-0.0738122143		-0.0000067343		0.9999942907		0.0045584525		0.0045651869		30		6.56		-0.69		29.2		2.24		4.64

		6		react		1		17		6.57		15.40		10.0		4.67E-03		8.01E-03		8.01E-03		0.00E+00		2.33E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.34E-03		4.60E-03		7.06E-07		0.00E+00		2.26E-03		6.93E-05		1.12E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.93E-07		1.18E-08		-0.67		-0.83		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.21		-1.91		-148.98		-1000.00		0.0068627011		294.1935361467		1.000047718		-0.0732156822		-0.0000067343		0.9999939469		0.0045956252		0.0046023595		32		6.57		-0.67		29.4		2.26		4.67

		6		react		1		18		6.57		15.39		10.0		4.71E-03		8.03E-03		8.03E-03		0.00E+00		2.35E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.32E-03		4.64E-03		7.22E-07		0.00E+00		2.28E-03		7.03E-05		1.15E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.89E-07		1.20E-08		-0.66		-0.82		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.21		-1.91		-148.98		-1000.00		0.0069172435		296.4331231678		1.000050045		-0.0726362699		-0.0000067343		0.9999936075		0.0046323155		0.0046390499		34		6.57		-0.66		29.6		2.28		4.71

		6		react		1		19		6.58		15.39		10.0		4.75E-03		8.05E-03		8.05E-03		0.00E+00		2.37E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.30E-03		4.67E-03		7.38E-07		0.00E+00		2.30E-03		7.14E-05		1.19E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.86E-07		1.21E-08		-0.65		-0.81		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.21		-1.91		-148.99		-1000.00		0.0069710718		298.6424420411		1.000052342		-0.0720733329		-0.0000067343		0.9999932725		0.0046685276		0.0046752619		36		6.58		-0.65		29.9		2.30		4.75

		6		react		1		20		6.58		15.38		10.0		4.79E-03		8.07E-03		8.07E-03		0.00E+00		2.39E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.28E-03		4.71E-03		7.54E-07		0.00E+00		2.32E-03		7.24E-05		1.22E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.82E-07		1.23E-08		-0.64		-0.79		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.22		-1.91		-148.99		-1000.00		0.0070241922		300.8217840866		1.0000546093		-0.0715262591		-0.0000067343		0.9999929418		0.0047042653		0.0047109997		38		6.58		-0.64		30.1		2.32		4.79

		6		react		1		21		6.59		15.37		10.0		4.82E-03		8.09E-03		8.09E-03		0.00E+00		2.41E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.27E-03		4.74E-03		7.70E-07		0.00E+00		2.33E-03		7.34E-05		1.25E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.79E-07		1.25E-08		-0.63		-0.78		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.22		-1.91		-148.99		-1000.00		0.0070766108		302.9714384403		1.0000568472		-0.0709944663		-0.0000067343		0.9999926155		0.0047395327		0.0047462671		40		6.59		-0.63		30.3		2.33		4.82

		6		react		1		22		6.59		15.37		10.0		4.86E-03		8.10E-03		8.10E-03		0.00E+00		2.43E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.25E-03		4.78E-03		7.86E-07		0.00E+00		2.35E-03		7.44E-05		1.28E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.75E-07		1.26E-08		-0.62		-0.77		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.22		-1.91		-148.99		-1000.00		0.0071283335		305.0916921938		1.0000590558		-0.0704774005		-0.0000067343		0.9999922934		0.0047743338		0.0047810682		42		6.59		-0.62		30.5		2.35		4.86

		6		react		1		23		6.60		15.36		10.0		4.89E-03		8.12E-03		8.12E-03		0.00E+00		2.44E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.23E-03		4.81E-03		8.02E-07		0.00E+00		2.37E-03		7.53E-05		1.32E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.72E-07		1.28E-08		-0.61		-0.76		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.22		-1.91		-149.00		-1000.00		0.0071793663		307.1828305206		1.0000612355		-0.0699745344		-0.0000067344		0.9999919755		0.0048086724		0.0048154068		44		6.60		-0.61		30.7		2.37		4.89

		6		react		1		24		6.60		15.36		10.0		4.93E-03		8.14E-03		8.14E-03		0.00E+00		2.46E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.21E-03		4.85E-03		8.18E-07		0.00E+00		2.38E-03		7.63E-05		1.35E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.69E-07		1.29E-08		-0.59		-0.75		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.23		-1.91		-149.00		-1000.00		0.0072297152		309.2451367923		1.0000633864		-0.0694853656		-0.0000067344		0.9999916618		0.0048425526		0.004849287		46		6.60		-0.59		30.9		2.38		4.93

		6		react		1		25		6.61		15.35		10.0		4.96E-03		8.16E-03		8.16E-03		0.00E+00		2.48E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.20E-03		4.88E-03		8.34E-07		0.00E+00		2.40E-03		7.73E-05		1.38E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.66E-07		1.31E-08		-0.58		-0.74		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.23		-1.91		-149.00		-1000.00		0.0072793863		311.2788926828		1.0000655088		-0.069009415		-0.0000067344		0.9999913523		0.0048759783		0.0048827127		48		6.61		-0.58		31.1		2.40		4.96

		6		react		1		26		6.61		15.35		10.0		5.00E-03		8.17E-03		8.17E-03		0.00E+00		2.49E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.18E-03		4.91E-03		8.50E-07		0.00E+00		2.42E-03		7.83E-05		1.42E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.63E-07		1.32E-08		-0.57		-0.73		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.23		-1.91		-149.00		-1000.00		0.0073283855		313.2843782638		1.000067603		-0.0685462258		-0.0000067344		0.999991047		0.0049089534		0.0049156878		50		6.61		-0.57		31.3		2.42		5.00

		6		react		1		27		6.62		15.34		10.0		5.03E-03		8.19E-03		8.19E-03		0.00E+00		2.51E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.16E-03		4.95E-03		8.66E-07		0.00E+00		2.43E-03		7.92E-05		1.45E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.60E-07		1.34E-08		-0.56		-0.72		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.23		-1.91		-149.01		-1000.00		0.0073767187		315.2618720906		1.0000696691		-0.0680953619		-0.0000067344		0.9999907457		0.0049414819		0.0049482163		52		6.62		-0.56		31.5		2.43		5.03

		6		react		1		28		6.62		15.34		10.0		5.06E-03		8.21E-03		8.21E-03		0.00E+00		2.53E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.15E-03		4.98E-03		8.83E-07		0.00E+00		2.45E-03		8.02E-05		1.48E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.57E-07		1.36E-08		-0.55		-0.71		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.23		-1.91		-149.01		-1000.00		0.0074243918		317.2116512796		1.0000717074		-0.0676564068		-0.0000067344		0.9999904485		0.0049735677		0.0049803021		54		6.62		-0.55		31.7		2.45		5.06

		6		react		1		29		6.63		15.33		10.0		5.10E-03		8.22E-03		8.22E-03		0.00E+00		2.54E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.13E-03		5.01E-03		8.99E-07		0.00E+00		2.46E-03		8.11E-05		1.52E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.54E-07		1.37E-08		-0.54		-0.70		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.24		-1.91		-149.01		-1000.00		0.007471411		319.1339915779		1.0000737181		-0.0672289624		-0.0000067344		0.9999901553		0.0050052148		0.0050119492		56		6.63		-0.54		31.9		2.46		5.10

		6		react		1		30		6.63		15.33		10.0		5.13E-03		8.24E-03		8.24E-03		0.00E+00		2.56E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.11E-03		5.04E-03		9.15E-07		0.00E+00		2.48E-03		8.20E-05		1.55E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.51E-07		1.39E-08		-0.53		-0.69		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.24		-1.91		-149.01		-1000.00		0.007517782		321.0291674251		1.0000757016		-0.0668126482		-0.0000067344		0.9999898661		0.005036427		0.0050431614		58		6.63		-0.53		32.1		2.48		5.13

		6		react		1		31		6.64		15.32		10.0		5.16E-03		8.25E-03		8.25E-03		0.00E+00		2.58E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.10E-03		5.07E-03		9.32E-07		0.00E+00		2.49E-03		8.30E-05		1.59E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.48E-07		1.40E-08		-0.52		-0.68		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.24		-1.91		-149.01		-1000.00		0.0075635108		322.8974520091		1.0000776579		-0.0664071001		-0.0000067344		0.9999895808		0.0050672084		0.0050739428		60		6.64		-0.52		32.3		2.49		5.16

		6		react		1		32		6.64		15.32		10.0		5.19E-03		8.27E-03		8.27E-03		0.00E+00		2.59E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.08E-03		5.10E-03		9.48E-07		0.00E+00		2.51E-03		8.39E-05		1.62E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.46E-07		1.42E-08		-0.51		-0.67		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.24		-1.91		-149.02		-1000.00		0.0076086034		324.7391173144		1.0000795874		-0.0660119696		-0.0000067344		0.9999892995		0.0050975628		0.0051042972		62		6.64		-0.51		32.5		2.51		5.19

		6		react		1		33		6.65		15.31		10.0		5.22E-03		8.29E-03		8.29E-03		0.00E+00		2.61E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.07E-03		5.13E-03		9.64E-07		0.00E+00		2.52E-03		8.48E-05		1.65E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.43E-07		1.43E-08		-0.51		-0.66		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.25		-1.91		-149.02		-1000.00		0.0076530656		326.5544341649		1.0000814903		-0.0656269231		-0.0000067344		0.999989022		0.0051274941		0.0051342286		64		6.65		-0.51		32.7		2.52		5.22

		6		react		1		34		6.65		15.31		10.0		5.25E-03		8.30E-03		8.30E-03		0.00E+00		2.62E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.05E-03		5.16E-03		9.81E-07		0.00E+00		2.54E-03		8.57E-05		1.69E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.41E-07		1.45E-08		-0.50		-0.65		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.25		-1.91		-149.02		-1000.00		0.0076969034		328.3436722617		1.0000833669		-0.0652516408		-0.0000067344		0.9999887485		0.0051570064		0.0051637409		66		6.65		-0.50		32.8		2.54		5.25

		6		react		1		35		6.66		15.31		10.0		5.28E-03		8.32E-03		8.32E-03		0.00E+00		2.64E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.04E-03		5.19E-03		9.97E-07		0.00E+00		2.55E-03		8.66E-05		1.72E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.38E-07		1.47E-08		-0.49		-0.64		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.25		-1.91		-149.02		-1000.00		0.0077401227		330.1071002147		1.0000852173		-0.0648858161		-0.0000067344		0.9999884787		0.0051861035		0.005192838		68		6.66		-0.49		33.0		2.55		5.28

		6		react		1		36		6.66		15.30		10.0		5.31E-03		8.33E-03		8.33E-03		0.00E+00		2.65E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.02E-03		5.22E-03		1.01E-06		0.00E+00		2.56E-03		8.74E-05		1.76E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.36E-07		1.48E-08		-0.48		-0.63		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.25		-1.91		-149.03		-1000.00		0.0077827295		331.8449855699		1.0000870418		-0.064529155		-0.0000067344		0.9999882127		0.0052147893		0.0052215238		70		6.66		-0.48		33.2		2.56		5.31

		6		react		1		37		6.67		15.30		10.0		5.34E-03		8.35E-03		8.35E-03		0.00E+00		2.67E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		3.01E-03		5.25E-03		1.03E-06		0.00E+00		2.58E-03		8.83E-05		1.79E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.34E-07		1.50E-08		-0.47		-0.63		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.25		-1.91		-149.03		-1000.00		0.0078247295		333.5575948319		1.0000888407		-0.0641813753		-0.0000067344		0.9999879505		0.0052430678		0.0052498023		72		6.67		-0.47		33.4		2.58		5.34

		6		react		1		38		6.67		15.29		10.0		5.37E-03		8.36E-03		8.36E-03		0.00E+00		2.68E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.99E-03		5.28E-03		1.05E-06		0.00E+00		2.59E-03		8.92E-05		1.83E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.31E-07		1.51E-08		-0.46		-0.62		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.26		-1.91		-149.03		-1000.00		0.0078661288		335.2451934827		1.0000906141		-0.0638422062		-0.0000067344		0.9999876919		0.0052709429		0.0052776774		74		6.67		-0.46		33.5		2.59		5.37

		6		react		1		39		6.67		15.29		10.0		5.40E-03		8.37E-03		8.37E-03		0.00E+00		2.70E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.98E-03		5.30E-03		1.06E-06		0.00E+00		2.60E-03		9.00E-05		1.86E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.29E-07		1.53E-08		-0.45		-0.61		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.26		-1.91		-149.03		-1000.00		0.0079069332		336.9080459957		1.0000923624		-0.0635113876		-0.0000067344		0.9999874371		0.0052984185		0.005305153		76		6.67		-0.45		33.7		2.60		5.40

		6		react		1		40		6.68		15.28		10.0		5.43E-03		8.39E-03		8.39E-03		0.00E+00		2.71E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.96E-03		5.33E-03		1.08E-06		0.00E+00		2.62E-03		9.09E-05		1.90E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.27E-07		1.54E-08		-0.45		-0.60		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.26		-1.91		-149.03		-1000.00		0.0079471486		338.5464158468		1.0000940858		-0.0631886695		-0.0000067344		0.9999871859		0.0053254986		0.005332233		78		6.68		-0.45		33.9		2.62		5.43

		6		react		1		41		6.68		15.28		10.0		5.45E-03		8.40E-03		8.40E-03		0.00E+00		2.72E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.95E-03		5.36E-03		1.10E-06		0.00E+00		2.63E-03		9.17E-05		1.93E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.25E-07		1.56E-08		-0.44		-0.59		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.26		-1.91		-149.04		-1000.00		0.007986781		340.160565522		1.0000957844		-0.0628738114		-0.0000067344		0.9999869383		0.0053521869		0.0053589214		80		6.68		-0.44		34.0		2.63		5.45

		6		react		1		42		6.69		15.28		10.0		5.48E-03		8.42E-03		8.42E-03		0.00E+00		2.74E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.94E-03		5.38E-03		1.11E-06		0.00E+00		2.64E-03		9.25E-05		1.97E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.23E-07		1.57E-08		-0.43		-0.59		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.26		-1.91		-149.04		-1000.00		0.0080258361		341.7507565213		1.0000974586		-0.0625665824		-0.0000067344		0.9999866942		0.0053784876		0.0053852221		82		6.69		-0.43		34.2		2.64		5.48

		6		react		1		43		6.69		15.27		10.0		5.51E-03		8.43E-03		8.43E-03		0.00E+00		2.75E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.92E-03		5.41E-03		1.13E-06		0.00E+00		2.66E-03		9.33E-05		2.00E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.21E-07		1.59E-08		-0.42		-0.58		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.27		-1.91		-149.04		-1000.00		0.0080643198		343.31724936		1.0000991086		-0.0622667599		-0.0000067344		0.9999864537		0.0054044044		0.0054111389		84		6.69		-0.42		34.3		2.66		5.51

		6		react		1		44		6.70		15.27		10.0		5.53E-03		8.44E-03		8.44E-03		0.00E+00		2.76E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.91E-03		5.43E-03		1.14E-06		0.00E+00		2.67E-03		9.41E-05		2.04E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.19E-07		1.60E-08		-0.41		-0.57		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.27		-1.91		-149.04		-1000.00		0.0081022381		344.8603035675		1.0001007346		-0.0619741299		-0.0000067344		0.9999862167		0.0054299413		0.0054366757		86		6.70		-0.41		34.5		2.67		5.53

		6		react		1		45		6.70		15.26		10.0		5.56E-03		8.46E-03		8.46E-03		0.00E+00		2.78E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.90E-03		5.46E-03		1.16E-06		0.00E+00		2.68E-03		9.49E-05		2.08E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.17E-07		1.62E-08		-0.41		-0.56		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.27		-1.91		-149.04		-1000.00		0.0081395968		346.3801776832		1.0001023369		-0.0616884863		-0.0000067344		0.9999859832		0.0054551021		0.0054618366		88		6.70		-0.41		34.6		2.68		5.56

		6		react		1		46		6.70		15.26		10.0		5.59E-03		8.47E-03		8.47E-03		0.00E+00		2.79E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.88E-03		5.48E-03		1.18E-06		0.00E+00		2.69E-03		9.57E-05		2.11E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.15E-07		1.63E-08		-0.40		-0.56		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.27		-1.91		-149.05		-1000.00		0.0081764017		347.8771292503		1.0001039157		-0.0614096304		-0.0000067344		0.9999857531		0.0054798909		0.0054866254		90		6.70		-0.40		34.8		2.69		5.59

		6		react		1		47		6.71		15.26		10.0		5.61E-03		8.48E-03		8.48E-03		0.00E+00		2.80E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.87E-03		5.51E-03		1.19E-06		0.00E+00		2.70E-03		9.65E-05		2.15E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.13E-07		1.64E-08		-0.39		-0.55		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.27		-1.91		-149.05		-1000.00		0.0082126587		349.3514148071		1.0001054713		-0.061137371		-0.0000067344		0.9999855264		0.0055043114		0.0055110459		92		6.71		-0.39		34.9		2.70		5.61

		6		react		1		48		6.71		15.25		10.0		5.64E-03		8.49E-03		8.49E-03		0.00E+00		2.81E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.86E-03		5.53E-03		1.21E-06		0.00E+00		2.72E-03		9.73E-05		2.18E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.12E-07		1.66E-08		-0.39		-0.54		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.28		-1.91		-149.05		-1000.00		0.0082483736		350.8032898767		1.0001070038		-0.0608715234		-0.0000067344		0.9999853031		0.0055283676		0.0055351021		94		6.71		-0.39		35.1		2.72		5.64

		6		react		1		49		6.71		15.25		10.0		5.66E-03		8.51E-03		8.51E-03		0.00E+00		2.83E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.85E-03		5.56E-03		1.22E-06		0.00E+00		2.73E-03		9.81E-05		2.22E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.10E-07		1.67E-08		-0.38		-0.53		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.28		-1.91		-149.05		-1000.00		0.0082835523		352.2330089548		1.0001085136		-0.0606119096		-0.0000067344		0.9999850831		0.0055520633		0.0055587978		96		6.71		-0.38		35.2		2.73		5.66

		6		react		1		50		6.72		15.25		10.0		5.69E-03		8.52E-03		8.52E-03		0.00E+00		2.84E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.84E-03		5.58E-03		1.24E-06		0.00E+00		2.74E-03		9.88E-05		2.25E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.08E-07		1.69E-08		-0.37		-0.53		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.28		-1.91		-149.05		-1000.00		0.0083182005		353.6408254957		1.0001100008		-0.0603583581		-0.0000067344		0.9999848663		0.0055754025		0.005582137		98		6.72		-0.37		35.4		2.74		5.69

		6		react		1		51		6.72		15.24		10.0		5.71E-03		8.53E-03		8.53E-03		0.00E+00		2.85E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.82E-03		5.60E-03		1.26E-06		0.00E+00		2.75E-03		9.96E-05		2.29E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.06E-07		1.70E-08		-0.37		-0.52		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.28		-1.91		-149.06		-1000.00		0.0083523241		355.0269918966		1.0001114657		-0.0601107031		-0.0000067344		0.9999846529		0.0055983889		0.0056051235		100		6.72		-0.37		35.5		2.75		5.71

		6		react		1		52		6.72		15.24		10.0		5.73E-03		8.54E-03		8.54E-03		0.00E+00		2.86E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.81E-03		5.63E-03		1.27E-06		0.00E+00		2.76E-03		1.00E-04		2.32E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.05E-07		1.71E-08		-0.36		-0.51		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.28		-1.91		-149.06		-1000.00		0.0083859288		356.3917594811		1.0001129086		-0.0598687845		-0.0000067344		0.9999844426		0.0056210266		0.0056277611		102		6.72		-0.36		35.6		2.76		5.73

		6		react		1		53		6.73		15.23		10.0		5.76E-03		8.55E-03		8.55E-03		0.00E+00		2.87E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.80E-03		5.65E-03		1.29E-06		0.00E+00		2.77E-03		1.01E-04		2.36E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.03E-07		1.73E-08		-0.35		-0.51		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.28		-1.91		-149.06		-1000.00		0.0084190204		357.7353784807		1.0001143296		-0.0596324479		-0.0000067344		0.9999842356		0.0056433192		0.0056500538		104		6.73		-0.35		35.8		2.77		5.76

		6		react		1		54		6.73		15.23		10.0		5.78E-03		8.56E-03		8.56E-03		0.00E+00		2.89E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.79E-03		5.67E-03		1.30E-06		0.00E+00		2.78E-03		1.02E-04		2.39E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.02E-07		1.74E-08		-0.35		-0.50		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.29		-1.91		-149.06		-1000.00		0.0084516047		359.0580980161		1.0001157291		-0.0594015438		-0.0000067344		0.9999840317		0.0056652708		0.0056720053		106		6.73		-0.35		35.9		2.78		5.78

		6		react		1		55		6.73		15.23		10.0		5.80E-03		8.58E-03		8.58E-03		0.00E+00		2.90E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.78E-03		5.69E-03		1.32E-06		0.00E+00		2.79E-03		1.02E-04		2.43E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		2.00E-07		1.76E-08		-0.34		-0.49		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.29		-1.91		-149.06		-1000.00		0.0084836875		360.3601660763		1.0001171072		-0.0591759281		-0.0000067344		0.9999838309		0.005686885		0.0056936196		108		6.73		-0.34		36.0		2.79		5.80

		6		react		1		56		6.74		15.23		10.0		5.82E-03		8.59E-03		8.59E-03		0.00E+00		2.91E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.77E-03		5.71E-03		1.33E-06		0.00E+00		2.80E-03		1.03E-04		2.46E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.99E-07		1.77E-08		-0.33		-0.49		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.29		-1.91		-149.06		-1000.00		0.0085152744		361.641829498		1.0001184642		-0.0589554611		-0.0000067344		0.9999836332		0.0057081658		0.0057149004		110		6.74		-0.33		36.2		2.80		5.82

		6		react		1		57		6.74		15.22		10.0		5.84E-03		8.60E-03		8.60E-03		0.00E+00		2.92E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.76E-03		5.73E-03		1.35E-06		0.00E+00		2.81E-03		1.04E-04		2.50E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.97E-07		1.78E-08		-0.33		-0.48		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.29		-1.91		-149.07		-1000.00		0.0085463711		362.9033339433		1.0001198004		-0.058740008		-0.0000067344		0.9999834385		0.005729117		0.0057358515		112		6.74		-0.33		36.3		2.81		5.84

		6		react		1		58		6.74		15.22		10.0		5.87E-03		8.61E-03		8.61E-03		0.00E+00		2.93E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.75E-03		5.75E-03		1.37E-06		0.00E+00		2.82E-03		1.05E-04		2.53E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.96E-07		1.80E-08		-0.32		-0.48		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.29		-1.91		-149.07		-1000.00		0.0085769835		364.1449238775		1.0001211159		-0.0585294382		-0.0000067344		0.9999832469		0.0057497423		0.0057564769		114		6.74		-0.32		36.4		2.82		5.87

		6		react		1		59		6.75		15.22		10.0		5.89E-03		8.62E-03		8.62E-03		0.00E+00		2.94E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.74E-03		5.77E-03		1.38E-06		0.00E+00		2.83E-03		1.05E-04		2.56E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.95E-07		1.81E-08		-0.32		-0.47		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.30		-1.91		-149.07		-1000.00		0.0086071171		365.3668425453		1.000122411		-0.0583236253		-0.0000067344		0.9999830582		0.0057700456		0.0057767802		116		6.75		-0.32		36.5		2.83		5.89

		6		react		1		60		6.75		15.21		10.0		5.91E-03		8.63E-03		8.63E-03		0.00E+00		2.95E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.72E-03		5.79E-03		1.40E-06		0.00E+00		2.84E-03		1.06E-04		2.60E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.93E-07		1.82E-08		-0.31		-0.46		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.30		-1.91		-149.07		-1000.00		0.0086367776		366.5693319479		1.0001236859		-0.0581224471		-0.0000067344		0.9999828725		0.0057900307		0.0057967652		118		6.75		-0.31		36.7		2.84		5.91

		6		react		1		61		6.75		15.21		10.0		5.93E-03		8.64E-03		8.64E-03		0.00E+00		2.96E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.71E-03		5.81E-03		1.41E-06		0.00E+00		2.85E-03		1.07E-04		2.63E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.92E-07		1.84E-08		-0.30		-0.46		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.30		-1.91		-149.07		-1000.00		0.0086659706		367.7526328184		1.000124941		-0.0579257852		-0.0000067344		0.9999826897		0.0058097013		0.0058164358		120		6.75		-0.30		36.8		2.85		5.93

		6		react		1		62		6.76		15.21		10.0		5.95E-03		8.65E-03		8.65E-03		0.00E+00		2.97E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.70E-03		5.83E-03		1.43E-06		0.00E+00		2.86E-03		1.07E-04		2.67E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.91E-07		1.85E-08		-0.30		-0.45		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.30		-1.91		-149.07		-1000.00		0.0086947018		368.9169845976		1.0001261763		-0.0577335248		-0.0000067344		0.9999825097		0.0058290611		0.0058357957		122		6.76		-0.30		36.9		2.86		5.95

		6		react		1		63		6.76		15.20		10.0		5.97E-03		8.66E-03		8.66E-03		0.00E+00		2.98E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.70E-03		5.85E-03		1.44E-06		0.00E+00		2.87E-03		1.08E-04		2.70E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.89E-07		1.86E-08		-0.29		-0.45		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.30		-1.91		-149.08		-1000.00		0.0087229768		370.0626254094		1.0001273922		-0.0575455548		-0.0000067344		0.9999823326		0.005848114		0.0058548486		124		6.76		-0.29		37.0		2.87		5.97

		6		react		1		64		6.76		15.20		10.0		5.99E-03		8.67E-03		8.67E-03		0.00E+00		2.99E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.69E-03		5.87E-03		1.46E-06		0.00E+00		2.88E-03		1.08E-04		2.73E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.88E-07		1.87E-08		-0.29		-0.44		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.30		-1.91		-149.08		-1000.00		0.008750801		371.189792036		1.0001285888		-0.0573617676		-0.0000067344		0.9999821583		0.0058668637		0.0058735982		126		6.76		-0.29		37.1		2.88		5.99

		6		react		1		65		6.77		15.20		10.0		6.01E-03		8.68E-03		8.68E-03		0.00E+00		3.00E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.68E-03		5.89E-03		1.47E-06		0.00E+00		2.89E-03		1.09E-04		2.77E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.87E-07		1.89E-08		-0.28		-0.44		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.30		-1.91		-149.08		-1000.00		0.0087781802		372.2987198932		1.0001297665		-0.0571820587		-0.0000067344		0.9999819868		0.0058853138		0.0058920484		128		6.77		-0.28		37.2		2.89		6.01

		6		react		1		66		6.77		15.19		10.0		6.03E-03		8.69E-03		8.69E-03		0.00E+00		3.01E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.67E-03		5.91E-03		1.48E-06		0.00E+00		2.90E-03		1.10E-04		2.80E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.86E-07		1.90E-08		-0.28		-0.43		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.31		-1.91		-149.08		-1000.00		0.0088051197		373.3896430055		1.0001309254		-0.0570063268		-0.0000067344		0.999981818		0.0059034681		0.0059102027		130		6.77		-0.28		37.3		2.90		6.03

		6		react		1		67		6.77		15.19		10.0		6.04E-03		8.70E-03		8.70E-03		0.00E+00		3.02E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.66E-03		5.93E-03		1.50E-06		0.00E+00		2.91E-03		1.10E-04		2.83E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.85E-07		1.91E-08		-0.27		-0.43		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.31		-1.91		-149.08		-1000.00		0.0088316251		374.462793981		1.0001320657		-0.0568344739		-0.0000067344		0.9999816519		0.0059213303		0.0059280648		132		6.77		-0.27		37.4		2.91		6.04

		6		react		1		68		6.77		15.19		10.0		6.06E-03		8.71E-03		8.71E-03		0.00E+00		3.03E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.65E-03		5.94E-03		1.51E-06		0.00E+00		2.91E-03		1.11E-04		2.87E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.83E-07		1.92E-08		-0.27		-0.42		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.31		-1.91		-149.08		-1000.00		0.0088577019		375.5184039876		1.0001331878		-0.0566664046		-0.0000067344		0.9999814885		0.005938904		0.0059456385		134		6.77		-0.27		37.6		2.91		6.06

		6		react		1		69		6.78		15.19		10.0		6.08E-03		8.71E-03		8.71E-03		0.00E+00		3.04E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.64E-03		5.96E-03		1.53E-06		0.00E+00		2.92E-03		1.11E-04		2.90E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.82E-07		1.94E-08		-0.26		-0.42		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.31		-1.91		-149.08		-1000.00		0.0088833554		376.5567027274		1.0001342917		-0.0565020265		-0.0000067344		0.9999813278		0.0059561928		0.0059629274		136		6.78		-0.26		37.7		2.92		6.08

		6		react		1		70		6.78		15.18		10.0		6.10E-03		8.72E-03		8.72E-03		0.00E+00		3.05E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.63E-03		5.98E-03		1.54E-06		0.00E+00		2.93E-03		1.12E-04		2.93E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.81E-07		1.95E-08		-0.26		-0.41		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.31		-1.91		-149.09		-1000.00		0.0089085912		377.5779184134		1.0001353778		-0.0563412498		-0.0000067344		0.9999811696		0.0059732005		0.005979935		138		6.78		-0.26		37.8		2.93		6.10

		6		react		1		71		6.78		15.18		10.0		6.12E-03		8.73E-03		8.73E-03		0.00E+00		3.05E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.62E-03		5.99E-03		1.56E-06		0.00E+00		2.94E-03		1.13E-04		2.96E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.80E-07		1.96E-08		-0.25		-0.41		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.31		-1.91		-149.09		-1000.00		0.0089334145		378.582277745		1.0001364463		-0.0561839875		-0.0000067344		0.999981014		0.0059899305		0.0059966651		140		6.78		-0.25		37.9		2.94		6.12

		6		react		1		72		6.78		15.18		10.0		6.13E-03		8.74E-03		8.74E-03		0.00E+00		3.06E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.61E-03		6.01E-03		1.57E-06		0.00E+00		2.95E-03		1.13E-04		3.00E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.79E-07		1.97E-08		-0.25		-0.40		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.31		-1.91		-149.09		-1000.00		0.0089578308		379.5700058848		1.0001374974		-0.0560301549		-0.0000067344		0.999980861		0.0060063866		0.0060131211		142		6.78		-0.25		38.0		2.95		6.13

		6		react		1		73		6.79		15.18		10.0		6.15E-03		8.75E-03		8.75E-03		0.00E+00		3.07E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.60E-03		6.03E-03		1.58E-06		0.00E+00		2.95E-03		1.14E-04		3.03E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.78E-07		1.98E-08		-0.24		-0.40		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.32		-1.91		-149.09		-1000.00		0.0089818454		380.541326435		1.0001385313		-0.0558796699		-0.0000067344		0.9999807104		0.0060225722		0.0060293067		144		6.79		-0.24		38.1		2.95		6.15

		6		react		1		74		6.79		15.17		10.0		6.17E-03		8.76E-03		8.76E-03		0.00E+00		3.08E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.60E-03		6.04E-03		1.60E-06		0.00E+00		2.96E-03		1.14E-04		3.06E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.77E-07		1.99E-08		-0.24		-0.39		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.32		-1.91		-149.09		-1000.00		0.0090054635		381.4964614146		1.0001395483		-0.0557324526		-0.0000067344		0.9999805624		0.0060384909		0.0060452254		146		6.79		-0.24		38.1		2.96		6.17

		6		react		1		75		6.79		15.17		10.0		6.18E-03		8.77E-03		8.77E-03		0.00E+00		3.09E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.59E-03		6.06E-03		1.61E-06		0.00E+00		2.97E-03		1.15E-04		3.09E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.76E-07		2.01E-08		-0.23		-0.39		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.32		-1.91		-149.09		-1000.00		0.0090286904		382.4356312376		1.0001405485		-0.0555884254		-0.0000067344		0.9999804167		0.0060541462		0.0060608808		148		6.79		-0.23		38.2		2.97		6.18

		6		react		1		76		6.79		15.17		10.0		6.20E-03		8.77E-03		8.77E-03		0.00E+00		3.10E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.58E-03		6.07E-03		1.62E-06		0.00E+00		2.98E-03		1.15E-04		3.12E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.75E-07		2.02E-08		-0.23		-0.38		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.32		-1.91		-149.09		-1000.00		0.0090515314		383.3590546906		1.0001415322		-0.055447513		-0.0000067344		0.9999802735		0.0060695417		0.0060762763		150		6.79		-0.23		38.3		2.98		6.20

		6		react		1		77		6.80		15.17		10.0		6.21E-03		8.78E-03		8.78E-03		0.00E+00		3.10E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.57E-03		6.09E-03		1.64E-06		0.00E+00		2.98E-03		1.16E-04		3.15E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.74E-07		2.03E-08		-0.23		-0.38		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.32		-1.91		-149.10		-1000.00		0.0090739916		384.2669489118		1.0001424996		-0.055309642		-0.0000067344		0.9999801327		0.0060846809		0.0060914154		152		6.80		-0.23		38.4		2.98		6.21

		6		react		1		78		6.80		15.16		10.0		6.23E-03		8.79E-03		8.79E-03		0.00E+00		3.11E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.57E-03		6.10E-03		1.65E-06		0.00E+00		2.99E-03		1.16E-04		3.18E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.73E-07		2.04E-08		-0.22		-0.38		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.32		-1.91		-149.10		-1000.00		0.0090960762		385.1595293704		1.0001434509		-0.0551747411		-0.0000067344		0.9999799942		0.0060995671		0.0061063016		154		6.80		-0.22		38.5		2.99		6.23

		6		react		1		79		6.80		15.16		10.0		6.24E-03		8.80E-03		8.80E-03		0.00E+00		3.12E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.56E-03		6.12E-03		1.66E-06		0.00E+00		3.00E-03		1.17E-04		3.21E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.72E-07		2.05E-08		-0.22		-0.37		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.32		-1.91		-149.10		-1000.00		0.0091177903		386.0370098463		1.0001443864		-0.055042741		-0.0000067344		0.999979858		0.0061142038		0.0061209384		156		6.80		-0.22		38.6		3.00		6.24

		6		react		1		80		6.80		15.16		10.0		6.26E-03		8.80E-03		8.80E-03		0.00E+00		3.13E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.55E-03		6.13E-03		1.68E-06		0.00E+00		3.01E-03		1.17E-04		3.24E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.72E-07		2.06E-08		-0.21		-0.37		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.33		-1.91		-149.10		-1000.00		0.009139139		386.8996024109		1.0001453062		-0.0549135742		-0.0000067344		0.9999797241		0.0061285945		0.0061353291		158		6.80		-0.21		38.7		3.01		6.26

		6		react		1		81		6.81		15.16		10.0		6.27E-03		8.81E-03		8.81E-03		0.00E+00		3.13E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.54E-03		6.15E-03		1.69E-06		0.00E+00		3.01E-03		1.18E-04		3.27E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.71E-07		2.07E-08		-0.21		-0.36		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.33		-1.91		-149.10		-1000.00		0.0091601274		387.747517408		1.0001462106		-0.0547871751		-0.0000067344		0.9999795925		0.0061427426		0.0061494771		160		6.81		-0.21		38.8		3.01		6.27

		6		react		1		82		6.81		15.16		10.0		6.29E-03		8.82E-03		8.82E-03		0.00E+00		3.14E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.54E-03		6.16E-03		1.70E-06		0.00E+00		3.02E-03		1.18E-04		3.30E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.70E-07		2.08E-08		-0.21		-0.36		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.33		-1.91		-149.10		-1000.00		0.0091807604		388.5809634362		1.0001470997		-0.0546634799		-0.0000067344		0.999979463		0.0061566513		0.0061633858		162		6.81		-0.21		38.9		3.02		6.29

		6		react		1		83		6.81		15.15		10.0		6.30E-03		8.83E-03		8.83E-03		0.00E+00		3.15E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.53E-03		6.17E-03		1.72E-06		0.00E+00		3.03E-03		1.19E-04		3.33E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.69E-07		2.09E-08		-0.20		-0.36		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.33		-1.91		-149.10		-1000.00		0.009201043		389.4001473311		1.0001479739		-0.0545424264		-0.0000067344		0.9999793358		0.006170324		0.0061770586		164		6.81		-0.20		38.9		3.03		6.30

		6		react		1		84		6.81		15.15		10.0		6.32E-03		8.83E-03		8.83E-03		0.00E+00		3.15E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.52E-03		6.19E-03		1.73E-06		0.00E+00		3.03E-03		1.19E-04		3.36E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.68E-07		2.10E-08		-0.20		-0.35		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.33		-1.91		-149.10		-1000.00		0.0092209802		390.2052741489		1.0001488332		-0.054423954		-0.0000067344		0.9999792107		0.0061837641		0.0061904987		166		6.81		-0.20		39.0		3.03		6.32

		6		react		1		85		6.81		15.15		10.0		6.33E-03		8.84E-03		8.84E-03		0.00E+00		3.16E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.51E-03		6.20E-03		1.74E-06		0.00E+00		3.04E-03		1.20E-04		3.39E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.67E-07		2.11E-08		-0.19		-0.35		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.33		-1.91		-149.11		-1000.00		0.0092405769		390.9965471502		1.0001496779		-0.0543080039		-0.0000067344		0.9999790878		0.0061969749		0.0062037095		168		6.81		-0.19		39.1		3.04		6.33

		6		react		1		86		6.82		15.15		10.0		6.34E-03		8.85E-03		8.85E-03		0.00E+00		3.17E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.51E-03		6.21E-03		1.75E-06		0.00E+00		3.04E-03		1.20E-04		3.42E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.67E-07		2.12E-08		-0.19		-0.35		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.33		-1.91		-149.11		-1000.00		0.0092598378		391.7741677853		1.0001505083		-0.0541945187		-0.0000067344		0.9999789669		0.0062099595		0.0062166941		170		6.82		-0.19		39.2		3.04		6.34

		6		react		1		87		6.82		15.15		10.0		6.36E-03		8.85E-03		8.85E-03		0.00E+00		3.18E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.50E-03		6.23E-03		1.77E-06		0.00E+00		3.05E-03		1.21E-04		3.45E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.66E-07		2.13E-08		-0.19		-0.34		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.33		-1.91		-149.11		-1000.00		0.0092787679		392.5383356795		1.0001513244		-0.0540834425		-0.0000067344		0.9999788482		0.0062227213		0.0062294559		172		6.82		-0.19		39.3		3.05		6.36

		6		react		1		88		6.82		15.14		10.0		6.37E-03		8.86E-03		8.86E-03		0.00E+00		3.18E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.50E-03		6.24E-03		1.78E-06		0.00E+00		3.06E-03		1.21E-04		3.48E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.65E-07		2.14E-08		-0.18		-0.34		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.33		-1.91		-149.11		-1000.00		0.0092973719		393.2892486198		1.0001521266		-0.0539747208		-0.0000067344		0.9999787314		0.0062352635		0.006241998		174		6.82		-0.18		39.3		3.06		6.37

		6		react		1		89		6.82		15.14		10.0		6.38E-03		8.87E-03		8.87E-03		0.00E+00		3.19E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.49E-03		6.25E-03		1.79E-06		0.00E+00		3.06E-03		1.22E-04		3.50E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.64E-07		2.15E-08		-0.18		-0.33		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.34		-1.91		-149.11		-1000.00		0.0093156546		394.0271025415		1.000152915		-0.0538683006		-0.0000067344		0.9999786167		0.0062475891		0.0062543237		176		6.82		-0.18		39.4		3.06		6.38

		6		react		1		90		6.82		15.14		10.0		6.40E-03		8.87E-03		8.87E-03		0.00E+00		3.19E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.48E-03		6.26E-03		1.80E-06		0.00E+00		3.07E-03		1.22E-04		3.53E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.64E-07		2.16E-08		-0.18		-0.33		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.34		-1.91		-149.11		-1000.00		0.0093336206		394.7520915171		1.0001536898		-0.0537641302		-0.0000067344		0.9999785039		0.0062597015		0.0062664361		178		6.82		-0.18		39.5		3.07		6.40

		6		react		1		91		6.83		15.14		10.0		6.41E-03		8.88E-03		8.88E-03		0.00E+00		3.20E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.48E-03		6.27E-03		1.81E-06		0.00E+00		3.07E-03		1.22E-04		3.56E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.63E-07		2.17E-08		-0.17		-0.33		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.34		-1.91		-149.11		-1000.00		0.0093512745		395.4644077443		1.0001544512		-0.0536621592		-0.0000067344		0.9999783931		0.0062716037		0.0062783382		180		6.83		-0.17		39.5		3.07		6.41

		6		react		1		92		6.83		15.14		10.0		6.42E-03		8.88E-03		8.88E-03		0.00E+00		3.21E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.47E-03		6.29E-03		1.82E-06		0.00E+00		3.08E-03		1.23E-04		3.59E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.62E-07		2.18E-08		-0.17		-0.32		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.34		-1.91		-149.11		-1000.00		0.0093686211		396.1642415364		1.0001551994		-0.0535623386		-0.0000067344		0.9999782843		0.0062832987		0.0062900333		182		6.83		-0.17		39.6		3.08		6.42

		6		react		1		93		6.83		15.13		10.0		6.43E-03		8.89E-03		8.89E-03		0.00E+00		3.21E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.46E-03		6.30E-03		1.84E-06		0.00E+00		3.09E-03		1.23E-04		3.61E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.62E-07		2.19E-08		-0.17		-0.32		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.34		-1.91		-149.11		-1000.00		0.0093856648		396.8517813118		1.0001559346		-0.0534646204		-0.0000067344		0.9999781773		0.0062947898		0.0063015243		184		6.83		-0.17		39.7		3.09		6.43

		6		react		1		94		6.83		15.13		10.0		6.44E-03		8.90E-03		8.90E-03		0.00E+00		3.22E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.46E-03		6.31E-03		1.85E-06		0.00E+00		3.09E-03		1.24E-04		3.64E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.61E-07		2.20E-08		-0.16		-0.32		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.34		-1.91		-149.12		-1000.00		0.0094024102		397.5272135863		1.0001566569		-0.053368958		-0.0000067344		0.9999780722		0.0063060798		0.0063128144		186		6.83		-0.16		39.8		3.09		6.44

		6		react		1		95		6.83		15.13		10.0		6.46E-03		8.90E-03		8.90E-03		0.00E+00		3.22E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.45E-03		6.32E-03		1.86E-06		0.00E+00		3.10E-03		1.24E-04		3.67E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.60E-07		2.21E-08		-0.16		-0.32		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.34		-1.91		-149.12		-1000.00		0.0094188617		398.1907229642		1.0001573667		-0.0532753058		-0.0000067344		0.9999779689		0.0063171719		0.0063239065		188		6.83		-0.16		39.8		3.10		6.46

		6		react		1		96		6.83		15.13		10.0		6.47E-03		8.91E-03		8.91E-03		0.00E+00		3.23E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.45E-03		6.33E-03		1.87E-06		0.00E+00		3.10E-03		1.24E-04		3.69E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.60E-07		2.22E-08		-0.16		-0.31		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.34		-1.91		-149.12		-1000.00		0.0094350239		398.842492132		1.0001580641		-0.0531836194		-0.0000067344		0.9999778675		0.006328069		0.0063348036		190		6.83		-0.16		39.9		3.10		6.47

		6		react		1		97		6.84		15.13		10.0		6.48E-03		8.91E-03		8.91E-03		0.00E+00		3.24E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.44E-03		6.34E-03		1.88E-06		0.00E+00		3.11E-03		1.25E-04		3.72E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.59E-07		2.23E-08		-0.15		-0.31		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.34		-1.91		-149.12		-1000.00		0.009450901		399.4827018515		1.0001587492		-0.0530938556		-0.0000067344		0.9999777678		0.006338774		0.0063455086		192		6.84		-0.15		39.9		3.11		6.48

		6		react		1		98		6.84		15.13		10.0		6.49E-03		8.92E-03		8.92E-03		0.00E+00		3.24E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.44E-03		6.35E-03		1.89E-06		0.00E+00		3.11E-03		1.25E-04		3.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.59E-07		2.24E-08		-0.15		-0.31		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.35		-1.91		-149.12		-1000.00		0.0094664975		400.1115309547		1.0001594222		-0.0530059721		-0.0000067344		0.9999776699		0.00634929		0.0063560245		194		6.84		-0.15		40.0		3.11		6.49

		6		react		1		99		6.84		15.12		10.0		6.50E-03		8.92E-03		8.92E-03		0.00E+00		3.25E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.43E-03		6.36E-03		1.90E-06		0.00E+00		3.12E-03		1.26E-04		3.77E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.58E-07		2.24E-08		-0.15		-0.30		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.35		-1.91		-149.12		-1000.00		0.0094818175		400.7291563387		1.0001600834		-0.0529199276		-0.0000067344		0.9999775737		0.0063596197		0.0063663543		196		6.84		-0.15		40.1		3.12		6.50

		6		react		1		100		6.84		15.12		10.0		6.51E-03		8.93E-03		8.93E-03		0.00E+00		3.25E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.43E-03		6.37E-03		1.91E-06		0.00E+00		3.12E-03		1.26E-04		3.79E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.57E-07		2.25E-08		-0.15		-0.30		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.35		-1.91		-149.12		-1000.00		0.0094968655		401.3357529623		1.0001607328		-0.0528356819		-0.0000067344		0.9999774792		0.0063697661		0.0063765006		198		6.84		-0.15		40.1		3.12		6.51

		6		react		1		101		6.84		15.12		10.0		6.52E-03		8.94E-03		8.94E-03		0.00E+00		3.26E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.42E-03		6.38E-03		1.92E-06		0.00E+00		3.13E-03		1.26E-04		3.82E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.57E-07		2.26E-08		-0.14		-0.30		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.35		-1.91		-149.12		-1000.00		0.0095116456		401.9314938423		1.0001613708		-0.0527531959		-0.0000067344		0.9999773864		0.0063797319		0.0063864665		200		6.84		-0.14		40.2		3.13		6.52

		6		react		1		102		6.84		15.12		10.0		6.53E-03		8.94E-03		8.94E-03		0.00E+00		3.26E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.42E-03		6.39E-03		1.93E-06		0.00E+00		3.13E-03		1.27E-04		3.84E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.56E-07		2.27E-08		-0.14		-0.30		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.35		-1.91		-149.12		-1000.00		0.009526162		402.5165500517		1.0001619974		-0.0526724311		-0.0000067344		0.9999772952		0.00638952		0.0063962546		202		6.84		-0.14		40.3		3.13		6.53

		6		react		1		103		6.85		15.12		10.0		6.54E-03		8.95E-03		8.95E-03		0.00E+00		3.27E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.41E-03		6.40E-03		1.94E-06		0.00E+00		3.14E-03		1.27E-04		3.86E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.56E-07		2.28E-08		-0.14		-0.29		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.35		-1.91		-149.12		-1000.00		0.0095404187		403.0910907177		1.0001626128		-0.0525933502		-0.0000067344		0.9999772057		0.0063991332		0.0064058678		204		6.85		-0.14		40.3		3.14		6.54

		6		react		1		104		6.85		15.12		10.0		6.55E-03		8.95E-03		8.95E-03		0.00E+00		3.27E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.41E-03		6.41E-03		1.95E-06		0.00E+00		3.14E-03		1.27E-04		3.89E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.55E-07		2.29E-08		-0.13		-0.29		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.35		-1.91		-149.12		-1000.00		0.0095544199		403.6552830211		1.0001632173		-0.0525159166		-0.0000067344		0.9999771178		0.0064085742		0.0064153088		206		6.85		-0.13		40.4		3.14		6.55

		6		react		1		105		6.85		15.11		10.0		6.56E-03		8.95E-03		8.95E-03		0.00E+00		3.28E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.40E-03		6.42E-03		1.96E-06		0.00E+00		3.14E-03		1.28E-04		3.91E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.55E-07		2.29E-08		-0.13		-0.29		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.35		-1.91		-149.13		-1000.00		0.0095681696		404.209292196		1.0001638109		-0.0524400947		-0.0000067344		0.9999770314		0.0064178457		0.0064245803		208		6.85		-0.13		40.4		3.14		6.56

		6		react		1		106		6.85		15.11		10.0		6.57E-03		8.96E-03		8.96E-03		0.00E+00		3.28E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.40E-03		6.43E-03		1.97E-06		0.00E+00		3.15E-03		1.28E-04		3.93E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.54E-07		2.30E-08		-0.13		-0.28		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.35		-1.91		-149.13		-1000.00		0.0095816719		404.753281531		1.0001643939		-0.0523658497		-0.0000067344		0.9999769467		0.0064269504		0.0064336849		210		6.85		-0.13		40.5		3.15		6.57

		6		react		1		107		6.85		15.11		10.0		6.58E-03		8.96E-03		8.96E-03		0.00E+00		3.29E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.39E-03		6.44E-03		1.98E-06		0.00E+00		3.15E-03		1.28E-04		3.96E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.54E-07		2.31E-08		-0.13		-0.28		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.35		-1.91		-149.13		-1000.00		0.0095949305		405.2874123698		1.0001649664		-0.0522931477		-0.0000067344		0.9999768634		0.0064358909		0.0064426255		212		6.85		-0.13		40.5		3.15		6.58

		6		react		1		108		6.85		15.11		10.0		6.59E-03		8.97E-03		8.97E-03		0.00E+00		3.29E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.39E-03		6.45E-03		1.99E-06		0.00E+00		3.16E-03		1.29E-04		3.98E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.53E-07		2.32E-08		-0.12		-0.28		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.35		-1.91		-149.13		-1000.00		0.0096079495		405.8118441138		1.0001655286		-0.0522219553		-0.0000067344		0.9999767816		0.0064446699		0.0064514045		214		6.85		-0.12		40.6		3.16		6.59

		6		react		1		109		6.85		15.11		10.0		6.60E-03		8.97E-03		8.97E-03		0.00E+00		3.30E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.38E-03		6.46E-03		2.00E-06		0.00E+00		3.16E-03		1.29E-04		4.00E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.53E-07		2.32E-08		-0.12		-0.28		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.35		-1.91		-149.13		-1000.00		0.0096207326		406.3267342248		1.0001660807		-0.0521522402		-0.0000067344		0.9999767013		0.0064532899		0.0064600245		216		6.85		-0.12		40.6		3.16		6.60

		6		react		1		110		6.86		15.11		10.0		6.61E-03		8.98E-03		8.98E-03		0.00E+00		3.30E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.38E-03		6.46E-03		2.01E-06		0.00E+00		3.17E-03		1.29E-04		4.02E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.52E-07		2.33E-08		-0.12		-0.27		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.36		-1.91		-149.13		-1000.00		0.0096332837		406.8322382283		1.0001666228		-0.0520839708		-0.0000067344		0.9999766225		0.0064617536		0.0064684882		218		6.86		-0.12		40.7		3.17		6.61

		6		react		1		111		6.86		15.11		10.0		6.61E-03		8.98E-03		8.98E-03		0.00E+00		3.30E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.37E-03		6.47E-03		2.02E-06		0.00E+00		3.17E-03		1.30E-04		4.04E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.52E-07		2.34E-08		-0.12		-0.27		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.36		-1.91		-149.13		-1000.00		0.0096456065		407.3285097178		1.000167155		-0.0520171159		-0.0000067344		0.9999765451		0.0064700634		0.006476798		220		6.86		-0.12		40.7		3.17		6.61

		6		react		1		112		6.86		15.11		10.0		6.62E-03		8.99E-03		8.99E-03		0.00E+00		3.31E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.37E-03		6.48E-03		2.03E-06		0.00E+00		3.17E-03		1.30E-04		4.06E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.51E-07		2.35E-08		-0.12		-0.27		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.36		-1.91		-149.13		-1000.00		0.0096577048		407.8157003593		1.0001676776		-0.0519516456		-0.0000067344		0.9999764691		0.0064782219		0.0064849565		222		6.86		-0.12		40.8		3.17		6.62

		6		react		1		113		6.86		15.10		10.0		6.63E-03		8.99E-03		8.99E-03		0.00E+00		3.31E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.37E-03		6.49E-03		2.03E-06		0.00E+00		3.18E-03		1.30E-04		4.08E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.51E-07		2.35E-08		-0.11		-0.27		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.36		-1.91		-149.13		-1000.00		0.0096695822		408.2939598972		1.0001681907		-0.0518875301		-0.0000067344		0.9999763945		0.0064862315		0.0064929661		224		6.86		-0.11		40.8		3.18		6.63

		6		react		1		114		6.86		15.10		10.0		6.64E-03		8.99E-03		8.99E-03		0.00E+00		3.32E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.36E-03		6.50E-03		2.04E-06		0.00E+00		3.18E-03		1.30E-04		4.11E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.51E-07		2.36E-08		-0.11		-0.27		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.36		-1.91		-149.13		-1000.00		0.0096812424		408.7634361596		1.0001686944		-0.0518247407		-0.0000067344		0.9999763212		0.0064940946		0.0065008292		226		6.86		-0.11		40.9		3.18		6.64

		6		react		1		115		6.86		15.10		10.0		6.65E-03		9.00E-03		9.00E-03		0.00E+00		3.32E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.36E-03		6.50E-03		2.05E-06		0.00E+00		3.19E-03		1.31E-04		4.13E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.50E-07		2.37E-08		-0.11		-0.26		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.36		-1.91		-149.13		-1000.00		0.0096926888		409.2242750655		1.0001691889		-0.0517632491		-0.0000067344		0.9999762493		0.0065018137		0.0065085483		228		6.86		-0.11		40.9		3.19		6.65

		6		react		1		116		6.86		15.10		10.0		6.66E-03		9.00E-03		9.00E-03		0.00E+00		3.32E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.35E-03		6.51E-03		2.06E-06		0.00E+00		3.19E-03		1.31E-04		4.15E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.50E-07		2.37E-08		-0.11		-0.26		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.36		-1.91		-149.13		-1000.00		0.0097039251		409.6766206317		1.0001696743		-0.0517030277		-0.0000067344		0.9999761787		0.0065093911		0.0065161257		230		6.86		-0.11		41.0		3.19		6.66

		6		react		1		117		6.86		15.10		10.0		6.66E-03		9.01E-03		9.01E-03		0.00E+00		3.33E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.35E-03		6.52E-03		2.07E-06		0.00E+00		3.19E-03		1.31E-04		4.17E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.49E-07		2.38E-08		-0.10		-0.26		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.36		-1.91		-149.14		-1000.00		0.0097149547		410.1206149807		1.0001701509		-0.0516440497		-0.0000067344		0.9999761094		0.0065168293		0.0065235638		232		6.86		-0.10		41.0		3.19		6.66

		6		react		1		118		6.87		15.10		10.0		6.67E-03		9.01E-03		9.01E-03		0.00E+00		3.33E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.35E-03		6.53E-03		2.08E-06		0.00E+00		3.20E-03		1.32E-04		4.19E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.49E-07		2.39E-08		-0.10		-0.26		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.36		-1.91		-149.14		-1000.00		0.0097257811		410.5563983488		1.0001706187		-0.0515862887		-0.0000067344		0.9999760414		0.0065241304		0.006530865		234		6.87		-0.10		41.1		3.20		6.67

		6		react		1		119		6.87		15.10		10.0		6.68E-03		9.01E-03		9.01E-03		0.00E+00		3.34E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.34E-03		6.53E-03		2.08E-06		0.00E+00		3.20E-03		1.32E-04		4.20E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.49E-07		2.39E-08		-0.10		-0.26		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.36		-1.91		-149.14		-1000.00		0.0097364076		410.9841090952		1.0001710779		-0.051529719		-0.0000067344		0.9999759746		0.0065312968		0.0065380314		236		6.87		-0.10		41.1		3.20		6.68

		6		react		1		120		6.87		15.10		10.0		6.69E-03		9.02E-03		9.02E-03		0.00E+00		3.34E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.34E-03		6.54E-03		2.09E-06		0.00E+00		3.20E-03		1.32E-04		4.22E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.48E-07		2.40E-08		-0.10		-0.25		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.36		-1.91		-149.14		-1000.00		0.0097468377		411.4038837111		1.0001715286		-0.0514743153		-0.0000067344		0.9999759091		0.0065383307		0.0065450653		238		6.87		-0.10		41.1		3.20		6.69

		6		react		1		121		6.87		15.09		10.0		6.69E-03		9.02E-03		9.02E-03		0.00E+00		3.34E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.33E-03		6.55E-03		2.10E-06		0.00E+00		3.21E-03		1.32E-04		4.24E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.48E-07		2.40E-08		-0.10		-0.25		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.36		-1.91		-149.14		-1000.00		0.0097570746		411.8158568297		1.000171971		-0.0514200531		-0.0000067344		0.9999758448		0.0065452345		0.0065519691		240		6.87		-0.10		41.2		3.21		6.69

		6		react		1		122		6.87		15.09		10.0		6.70E-03		9.02E-03		9.02E-03		0.00E+00		3.35E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.33E-03		6.55E-03		2.11E-06		0.00E+00		3.21E-03		1.33E-04		4.26E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.47E-07		2.41E-08		-0.09		-0.25		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.36		-1.91		-149.14		-1000.00		0.0097671215		412.2201612363		1.0001724052		-0.0513669083		-0.0000067344		0.9999757817		0.0065520102		0.0065587448		242		6.87		-0.09		41.2		3.21		6.70

		6		react		1		123		6.87		15.09		10.0		6.71E-03		9.03E-03		9.03E-03		0.00E+00		3.35E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.33E-03		6.56E-03		2.12E-06		0.00E+00		3.21E-03		1.33E-04		4.28E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.47E-07		2.42E-08		-0.09		-0.25		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.36		-1.91		-149.14		-1000.00		0.0097769818		412.6169278794		1.0001728314		-0.0513148575		-0.0000067344		0.9999757197		0.00655866		0.0065653946		244		6.87		-0.09		41.3		3.21		6.71

		6		react		1		124		6.87		15.09		10.0		6.71E-03		9.03E-03		9.03E-03		0.00E+00		3.35E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.32E-03		6.57E-03		2.12E-06		0.00E+00		3.22E-03		1.33E-04		4.30E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.47E-07		2.42E-08		-0.09		-0.25		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.37		-1.91		-149.14		-1000.00		0.0097866585		413.0062858818		1.0001732496		-0.0512638775		-0.0000067344		0.9999756589		0.0065651861		0.0065719207		246		6.87		-0.09		41.3		3.22		6.71

		6		react		1		125		6.87		15.09		10.0		6.72E-03		9.04E-03		9.04E-03		0.00E+00		3.36E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.32E-03		6.57E-03		2.13E-06		0.00E+00		3.22E-03		1.33E-04		4.31E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.46E-07		2.43E-08		-0.09		-0.24		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.37		-1.91		-149.14		-1000.00		0.0097961549		413.3883625519		1.0001736601		-0.051213946		-0.0000067344		0.9999755992		0.0065715906		0.0065783252		248		6.87		-0.09		41.3		3.22		6.72

		6		react		1		126		6.87		15.09		10.0		6.73E-03		9.04E-03		9.04E-03		0.00E+00		3.36E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.32E-03		6.58E-03		2.14E-06		0.00E+00		3.22E-03		1.34E-04		4.33E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.46E-07		2.43E-08		-0.09		-0.24		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.37		-1.91		-149.14		-1000.00		0.0098054739		413.7632833962		1.0001740629		-0.0511650409		-0.0000067344		0.9999755406		0.0065778755		0.0065846101		250		6.87		-0.09		41.4		3.22		6.73

		6		react		1		127		6.87		15.09		10.0		6.73E-03		9.04E-03		9.04E-03		0.00E+00		3.36E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.31E-03		6.59E-03		2.14E-06		0.00E+00		3.23E-03		1.34E-04		4.35E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.46E-07		2.44E-08		-0.09		-0.24		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.37		-1.91		-149.14		-1000.00		0.0098146187		414.1311721315		1.0001744582		-0.0511171407		-0.0000067344		0.9999754832		0.006584043		0.0065907776		252		6.87		-0.09		41.4		3.23		6.73

		6		react		1		128		6.88		15.09		10.0		6.74E-03		9.04E-03		9.04E-03		0.00E+00		3.37E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.31E-03		6.59E-03		2.15E-06		0.00E+00		3.23E-03		1.34E-04		4.37E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.45E-07		2.45E-08		-0.08		-0.24		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.37		-1.91		-149.14		-1000.00		0.0098235922		414.4921506977		1.0001748462		-0.0510702244		-0.0000067344		0.9999754268		0.006590095		0.0065968296		254		6.88		-0.08		41.4		3.23		6.74

		6		react		1		129		6.88		15.09		10.0		6.75E-03		9.05E-03		9.05E-03		0.00E+00		3.37E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.31E-03		6.60E-03		2.16E-06		0.00E+00		3.23E-03		1.34E-04		4.38E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.45E-07		2.45E-08		-0.08		-0.24		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.37		-1.91		-149.14		-1000.00		0.0098323974		414.8463392711		1.0001752268		-0.0510242713		-0.0000067344		0.9999753714		0.0065960335		0.0066027681		256		6.88		-0.08		41.5		3.23		6.75

		6		react		1		130		6.88		15.09		10.0		6.75E-03		9.05E-03		9.05E-03		0.00E+00		3.37E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.31E-03		6.60E-03		2.17E-06		0.00E+00		3.23E-03		1.34E-04		4.40E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.45E-07		2.46E-08		-0.08		-0.24		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.37		-1.91		-149.14		-1000.00		0.0098410372		415.1938562777		1.0001756004		-0.0509792615		-0.0000067344		0.9999753171		0.0066018606		0.0066085951		258		6.88		-0.08		41.5		3.23		6.75

		6		react		1		131		6.88		15.08		10.0		6.76E-03		9.05E-03		9.05E-03		0.00E+00		3.38E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.30E-03		6.61E-03		2.17E-06		0.00E+00		3.24E-03		1.35E-04		4.41E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.45E-07		2.46E-08		-0.08		-0.23		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.37		-1.91		-149.14		-1000.00		0.0098495145		415.534818407		1.0001759669		-0.0509351751		-0.0000067344		0.9999752639		0.006607578		0.0066143126		260		6.88		-0.08		41.6		3.24		6.76

		6		react		1		132		6.88		15.08		10.0		6.76E-03		9.06E-03		9.06E-03		0.00E+00		3.38E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.30E-03		6.62E-03		2.18E-06		0.00E+00		3.24E-03		1.35E-04		4.43E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.44E-07		2.47E-08		-0.08		-0.23		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.37		-1.91		-149.14		-1000.00		0.0098578321		415.8693406266		1.0001763265		-0.0508919929		-0.0000067344		0.9999752116		0.0066131878		0.0066199224		262		6.88		-0.08		41.6		3.24		6.76

		6		react		1		133		6.88		15.08		10.0		6.77E-03		9.06E-03		9.06E-03		0.00E+00		3.38E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.30E-03		6.62E-03		2.19E-06		0.00E+00		3.24E-03		1.35E-04		4.45E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.44E-07		2.47E-08		-0.08		-0.23		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.37		-1.91		-149.14		-1000.00		0.0098659928		416.1975361956		1.0001766794		-0.0508496962		-0.0000067344		0.9999751603		0.0066186918		0.0066254264		264		6.88		-0.08		41.6		3.24		6.77

		6		react		1		134		6.88		15.08		10.0		6.77E-03		9.06E-03		9.06E-03		0.00E+00		3.38E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.29E-03		6.63E-03		2.19E-06		0.00E+00		3.24E-03		1.35E-04		4.46E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.44E-07		2.48E-08		-0.07		-0.23		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.37		-1.91		-149.15		-1000.00		0.0098739994		416.5195166804		1.0001770256		-0.0508082663		-0.0000067344		0.99997511		0.0066240919		0.0066308265		266		6.88		-0.07		41.7		3.24		6.77

		6		react		1		135		6.88		15.08		10.0		6.78E-03		9.07E-03		9.07E-03		0.00E+00		3.39E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.29E-03		6.63E-03		2.20E-06		0.00E+00		3.25E-03		1.35E-04		4.48E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.43E-07		2.48E-08		-0.07		-0.23		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.37		-1.91		-149.15		-1000.00		0.0098818546		416.8353919689		1.0001773653		-0.0507676854		-0.0000067344		0.9999750606		0.0066293898		0.0066361244		268		6.88		-0.07		41.7		3.25		6.78

		6		react		1		136		6.88		15.08		10.0		6.79E-03		9.07E-03		9.07E-03		0.00E+00		3.39E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.29E-03		6.64E-03		2.20E-06		0.00E+00		3.25E-03		1.36E-04		4.49E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.43E-07		2.49E-08		-0.07		-0.23		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.37		-1.91		-149.15		-1000.00		0.009889561		417.1452702857		1.0001776986		-0.0507279357		-0.0000067344		0.9999750122		0.0066345875		0.0066413221		270		6.88		-0.07		41.7		3.25		6.79

		6		react		1		137		6.88		15.08		10.0		6.79E-03		9.07E-03		9.07E-03		0.00E+00		3.39E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.29E-03		6.64E-03		2.21E-06		0.00E+00		3.25E-03		1.36E-04		4.51E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.43E-07		2.49E-08		-0.07		-0.23		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.37		-1.91		-149.15		-1000.00		0.0098971213		417.4492582078		1.0001780255		-0.0506889999		-0.0000067344		0.9999749646		0.0066396867		0.0066464212		272		6.88		-0.07		41.7		3.25		6.79

		6		react		1		138		6.88		15.08		10.0		6.80E-03		9.07E-03		9.07E-03		0.00E+00		3.39E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.28E-03		6.65E-03		2.22E-06		0.00E+00		3.25E-03		1.36E-04		4.52E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.43E-07		2.50E-08		-0.07		-0.22		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.37		-1.91		-149.15		-1000.00		0.009904538		417.74746068		1.0001783463		-0.0506508613		-0.0000067344		0.999974918		0.006644689		0.0066514236		274		6.88		-0.07		41.8		3.25		6.80

		6		react		1		139		6.89		15.08		10.0		6.80E-03		9.08E-03		9.08E-03		0.00E+00		3.40E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.28E-03		6.65E-03		2.22E-06		0.00E+00		3.26E-03		1.36E-04		4.53E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.42E-07		2.50E-08		-0.07		-0.22		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.37		-1.91		-149.15		-1000.00		0.0099118138		418.0399810308		1.000178661		-0.0506135032		-0.0000067344		0.9999748723		0.0066495963		0.0066563309		276		6.89		-0.07		41.8		3.26		6.80

		6		react		1		140		6.89		15.08		10.0		6.81E-03		9.08E-03		9.08E-03		0.00E+00		3.40E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.28E-03		6.66E-03		2.23E-06		0.00E+00		3.26E-03		1.36E-04		4.55E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.42E-07		2.51E-08		-0.07		-0.22		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.37		-1.91		-149.15		-1000.00		0.009918951		418.326920988		1.0001789697		-0.0505769095		-0.0000067344		0.9999748274		0.0066544102		0.0066611448		278		6.89		-0.07		41.8		3.26		6.81

		6		react		1		141		6.89		15.08		10.0		6.81E-03		9.08E-03		9.08E-03		0.00E+00		3.40E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.28E-03		6.66E-03		2.23E-06		0.00E+00		3.26E-03		1.37E-04		4.56E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.42E-07		2.51E-08		-0.07		-0.22		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.37		-1.91		-149.15		-1000.00		0.0099259523		418.6083806954		1.0001792725		-0.0505410643		-0.0000067344		0.9999747834		0.0066591324		0.006665867		280		6.89		-0.07		41.9		3.26		6.81

		6		react		1		142		6.89		15.08		10.0		6.82E-03		9.08E-03		9.08E-03		0.00E+00		3.40E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.27E-03		6.67E-03		2.24E-06		0.00E+00		3.26E-03		1.37E-04		4.57E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.42E-07		2.51E-08		-0.06		-0.22		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.38		-1.91		-149.15		-1000.00		0.0099328199		418.8844587283		1.0001795696		-0.0505059521		-0.0000067344		0.9999747402		0.0066637645		0.0066704991		282		6.89		-0.06		41.9		3.26		6.82

		6		react		1		143		6.89		15.07		10.0		6.82E-03		9.09E-03		9.09E-03		0.00E+00		3.41E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.27E-03		6.67E-03		2.24E-06		0.00E+00		3.27E-03		1.37E-04		4.59E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.41E-07		2.52E-08		-0.06		-0.22		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.38		-1.91		-149.15		-1000.00		0.0099395564		419.1552521109		1.000179861		-0.0504715579		-0.0000067344		0.9999746979		0.0066683082		0.0066750428		284		6.89		-0.06		41.9		3.27		6.82

		6		react		1		144		6.89		15.07		10.0		6.83E-03		9.09E-03		9.09E-03		0.00E+00		3.41E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.27E-03		6.67E-03		2.25E-06		0.00E+00		3.27E-03		1.37E-04		4.60E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.41E-07		2.52E-08		-0.06		-0.22		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.38		-1.91		-149.15		-1000.00		0.0099461641		419.420856332		1.0001801468		-0.0504378666		-0.0000067344		0.9999746563		0.006672765		0.0066794996		286		6.89		-0.06		41.9		3.27		6.83

		6		react		1		145		6.89		15.07		10.0		6.83E-03		9.09E-03		9.09E-03		0.00E+00		3.41E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.27E-03		6.68E-03		2.25E-06		0.00E+00		3.27E-03		1.37E-04		4.61E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.41E-07		2.53E-08		-0.06		-0.22		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.38		-1.91		-149.15		-1000.00		0.0099526453		419.6813653619		1.0001804272		-0.0504048638		-0.0000067344		0.9999746156		0.0066771365		0.0066838711		288		6.89		-0.06		42.0		3.27		6.83

		6		react		1		146		6.89		15.07		10.0		6.83E-03		9.09E-03		9.09E-03		0.00E+00		3.41E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.26E-03		6.68E-03		2.26E-06		0.00E+00		3.27E-03		1.37E-04		4.63E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.41E-07		2.53E-08		-0.06		-0.21		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.38		-1.91		-149.15		-1000.00		0.0099590023		419.9368716692		1.0001807022		-0.0503725354		-0.0000067344		0.9999745756		0.0066814242		0.0066881588		290		6.89		-0.06		42.0		3.27		6.83

		6		react		1		147		6.89		15.07		10.0		6.84E-03		9.09E-03		9.09E-03		0.00E+00		3.42E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.26E-03		6.69E-03		2.27E-06		0.00E+00		3.27E-03		1.38E-04		4.64E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.40E-07		2.54E-08		-0.06		-0.21		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.38		-1.91		-149.15		-1000.00		0.0099652373		420.1874662377		1.0001809719		-0.0503408672		-0.0000067344		0.9999745364		0.0066856297		0.0066923643		292		6.89		-0.06		42.0		3.27		6.84

		6		react		1		148		6.89		15.07		10.0		6.84E-03		9.10E-03		9.10E-03		0.00E+00		3.42E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.26E-03		6.69E-03		2.27E-06		0.00E+00		3.28E-03		1.38E-04		4.65E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.40E-07		2.54E-08		-0.06		-0.21		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.38		-1.91		-149.15		-1000.00		0.0099713526		420.4332385831		1.0001812365		-0.0503098459		-0.0000067344		0.999974498		0.0066897544		0.006696489		294		6.89		-0.06		42.0		3.28		6.84

		6		react		1		149		6.89		15.07		10.0		6.85E-03		9.10E-03		9.10E-03		0.00E+00		3.42E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.26E-03		6.70E-03		2.28E-06		0.00E+00		3.28E-03		1.38E-04		4.66E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.40E-07		2.54E-08		-0.06		-0.21		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.38		-1.91		-149.15		-1000.00		0.0099773503		420.67427677		1.000181496		-0.0502794579		-0.0000067344		0.9999744603		0.0066937999		0.0067005345		296		6.89		-0.06		42.1		3.28		6.85

		6		react		1		150		6.89		15.07		10.0		6.85E-03		9.10E-03		9.10E-03		0.00E+00		3.42E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.26E-03		6.70E-03		2.28E-06		0.00E+00		3.28E-03		1.38E-04		4.67E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.40E-07		2.55E-08		-0.05		-0.21		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.38		-1.91		-149.15		-1000.00		0.0099832325		420.910667429		1.0001817505		-0.0502496902		-0.0000067344		0.9999744233		0.0066977675		0.0067045021		298		6.89		-0.05		42.1		3.28		6.85

		6		react		1		151		6.89		15.07		10.0		6.86E-03		9.10E-03		9.10E-03		0.00E+00		3.42E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.25E-03		6.70E-03		2.28E-06		0.00E+00		3.28E-03		1.38E-04		4.69E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.40E-07		2.55E-08		-0.05		-0.21		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.38		-1.91		-149.15		-1000.00		0.0099890015		421.1424957737		1.0001820001		-0.0502205302		-0.0000067344		0.999974387		0.0067016587		0.0067083933		300		6.89		-0.05		42.1		3.28		6.86

		6		react		1		152		6.89		15.07		10.0		6.86E-03		9.10E-03		9.10E-03		0.00E+00		3.43E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.25E-03		6.71E-03		2.29E-06		0.00E+00		3.28E-03		1.38E-04		4.70E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.39E-07		2.55E-08		-0.05		-0.21		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.38		-1.91		-149.15		-1000.00		0.0099946592		421.3698456178		1.0001822449		-0.0501919651		-0.0000067344		0.9999743515		0.0067054749		0.0067122095		302		6.89		-0.05		42.1		3.28		6.86

		6		react		1		153		6.89		15.07		10.0		6.86E-03		9.11E-03		9.11E-03		0.00E+00		3.43E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.25E-03		6.71E-03		2.29E-06		0.00E+00		3.29E-03		1.38E-04		4.71E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.39E-07		2.56E-08		-0.05		-0.21		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.38		-1.91		-149.15		-1000.00		0.0100002077		421.5927993921		1.000182485		-0.0501639829		-0.0000067344		0.9999743166		0.0067092174		0.006715952		304		6.89		-0.05		42.2		3.29		6.86

		6		react		1		154		6.90		15.07		10.0		6.87E-03		9.11E-03		9.11E-03		0.00E+00		3.43E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.25E-03		6.71E-03		2.30E-06		0.00E+00		3.29E-03		1.39E-04		4.72E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.39E-07		2.56E-08		-0.05		-0.21		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.38		-1.91		-149.15		-1000.00		0.010005649		421.8114381615		1.0001827204		-0.0501365715		-0.0000067344		0.9999742824		0.0067128877		0.0067196223		306		6.90		-0.05		42.2		3.29		6.87

		6		react		1		155		6.90		15.07		10.0		6.87E-03		9.11E-03		9.11E-03		0.00E+00		3.43E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.25E-03		6.72E-03		2.30E-06		0.00E+00		3.29E-03		1.39E-04		4.73E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.39E-07		2.57E-08		-0.05		-0.20		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.38		-1.91		-149.15		-1000.00		0.0100109851		422.0258416425		1.0001829513		-0.0501097192		-0.0000067344		0.9999742488		0.0067164869		0.0067232215		308		6.90		-0.05		42.2		3.29		6.87

		6		react		1		156		6.90		15.07		10.0		6.87E-03		9.11E-03		9.11E-03		0.00E+00		3.43E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.24E-03		6.72E-03		2.31E-06		0.00E+00		3.29E-03		1.39E-04		4.74E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.39E-07		2.57E-08		-0.05		-0.20		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.38		-1.91		-149.16		-1000.00		0.0100162178		422.2360882201		1.0001831778		-0.0500834145		-0.0000067344		0.9999742159		0.0067200165		0.0067267511		310		6.90		-0.05		42.2		3.29		6.87

		6		react		1		157		6.90		15.07		10.0		6.88E-03		9.11E-03		9.11E-03		0.00E+00		3.44E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.24E-03		6.73E-03		2.31E-06		0.00E+00		3.29E-03		1.39E-04		4.75E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.39E-07		2.57E-08		-0.05		-0.20		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.38		-1.91		-149.16		-1000.00		0.0100213492		422.4422549644		1.0001833998		-0.0500576461		-0.0000067344		0.9999741836		0.0067234778		0.0067302124		312		6.90		-0.05		42.2		3.29		6.88

		6		react		1		158		6.90		15.07		10.0		6.88E-03		9.12E-03		9.12E-03		0.00E+00		3.44E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.24E-03		6.73E-03		2.32E-06		0.00E+00		3.29E-03		1.39E-04		4.76E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.38E-07		2.58E-08		-0.05		-0.20		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.38		-1.91		-149.16		-1000.00		0.0100263811		422.6444176486		1.0001836176		-0.0500324031		-0.0000067344		0.999974152		0.0067268719		0.0067336065		314		6.90		-0.05		42.3		3.29		6.88

		6		react		1		159		6.90		15.06		10.0		6.89E-03		9.12E-03		9.12E-03		0.00E+00		3.44E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.24E-03		6.73E-03		2.32E-06		0.00E+00		3.30E-03		1.39E-04		4.77E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.38E-07		2.58E-08		-0.05		-0.20		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.38		-1.91		-149.16		-1000.00		0.0100313154		422.842650765		1.0001838311		-0.0500076745		-0.0000067344		0.999974121		0.0067302002		0.0067369348		316		6.90		-0.05		42.3		3.30		6.89

		6		react		1		160		6.90		15.06		10.0		6.89E-03		9.12E-03		9.12E-03		0.00E+00		3.44E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.24E-03		6.74E-03		2.32E-06		0.00E+00		3.30E-03		1.39E-04		4.78E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.38E-07		2.58E-08		-0.04		-0.20		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.38		-1.91		-149.16		-1000.00		0.0100361538		423.0370275427		1.0001840405		-0.04998345		-0.0000067344		0.9999740905		0.0067334638		0.0067401984		318		6.90		-0.04		42.3		3.30		6.89

		6		react		1		161		6.90		15.06		10.0		6.89E-03		9.12E-03		9.12E-03		0.00E+00		3.44E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.24E-03		6.74E-03		2.33E-06		0.00E+00		3.30E-03		1.39E-04		4.79E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.38E-07		2.58E-08		-0.04		-0.20		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.38		-1.91		-149.16		-1000.00		0.0100409168		423.228369292		1.0001842467		-0.0499596258		-0.0000067344		0.9999740606		0.0067366766		0.0067434112		320		6.90		-0.04		42.3		3.30		6.89

		6		react		1		162		6.90		15.06		10.0		6.90E-03		9.12E-03		9.12E-03		0.00E+00		3.44E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.23E-03		6.74E-03		2.33E-06		0.00E+00		3.30E-03		1.40E-04		4.80E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.38E-07		2.59E-08		-0.04		-0.20		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.38		-1.91		-149.16		-1000.00		0.0100455868		423.4159688003		1.0001844488		-0.0499362889		-0.0000067344		0.9999740312		0.0067398267		0.0067465613		322		6.90		-0.04		42.3		3.30		6.90

		6		react		1		163		6.90		15.06		10.0		6.90E-03		9.12E-03		9.12E-03		0.00E+00		3.45E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.23E-03		6.74E-03		2.34E-06		0.00E+00		3.30E-03		1.40E-04		4.81E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.38E-07		2.59E-08		-0.04		-0.20		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.38		-1.91		-149.16		-1000.00		0.0100501655		423.5998963836		1.000184647		-0.0499134292		-0.0000067344		0.9999740024		0.0067429152		0.0067496498		324		6.90		-0.04		42.4		3.30		6.90

		6		react		1		164		6.90		15.06		10.0		6.90E-03		9.13E-03		9.13E-03		0.00E+00		3.45E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.23E-03		6.75E-03		2.34E-06		0.00E+00		3.30E-03		1.40E-04		4.82E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.37E-07		2.59E-08		-0.04		-0.20		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.38		-1.91		-149.16		-1000.00		0.0100546546		423.7802211454		1.0001848413		-0.0498910369		-0.0000067344		0.9999739742		0.0067459433		0.0067526779		326		6.90		-0.04		42.4		3.30		6.90

		6		react		1		165		6.90		15.06		10.0		6.91E-03		9.13E-03		9.13E-03		0.00E+00		3.45E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.23E-03		6.75E-03		2.34E-06		0.00E+00		3.30E-03		1.40E-04		4.83E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.37E-07		2.60E-08		-0.04		-0.20		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.38		-1.91		-149.16		-1000.00		0.0100590558		423.9570109931		1.0001850318		-0.0498691024		-0.0000067344		0.9999739465		0.0067489121		0.0067556467		328		6.90		-0.04		42.4		3.30		6.91

		6		react		1		166		6.90		15.06		10.0		6.91E-03		9.13E-03		9.13E-03		0.00E+00		3.45E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.23E-03		6.75E-03		2.35E-06		0.00E+00		3.31E-03		1.40E-04		4.84E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.37E-07		2.60E-08		-0.04		-0.19		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.38		-1.91		-149.16		-1000.00		0.0100633709		424.1303326553		1.0001852186		-0.0498476162		-0.0000067344		0.9999739194		0.0067518227		0.0067585573		330		6.90		-0.04		42.4		3.31		6.91

		6		react		1		167		6.90		15.06		10.0		6.91E-03		9.13E-03		9.13E-03		0.00E+00		3.45E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.23E-03		6.76E-03		2.35E-06		0.00E+00		3.31E-03		1.40E-04		4.85E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.37E-07		2.60E-08		-0.04		-0.19		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.38		-1.91		-149.16		-1000.00		0.0100676013		424.3002516979		1.0001854017		-0.0498265693		-0.0000067344		0.9999738928		0.0067546763		0.0067614109		332		6.90		-0.04		42.4		3.31		6.91

		6		react		1		168		6.90		15.06		10.0		6.91E-03		9.13E-03		9.13E-03		0.00E+00		3.45E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.23E-03		6.76E-03		2.35E-06		0.00E+00		3.31E-03		1.40E-04		4.86E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.37E-07		2.61E-08		-0.04		-0.19		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.38		-1.91		-149.16		-1000.00		0.0100717487		424.4668325412		1.0001855812		-0.0498059524		-0.0000067344		0.9999738667		0.006757474		0.0067642086		334		6.90		-0.04		42.4		3.31		6.91

		6		react		1		169		6.90		15.06		10.0		6.92E-03		9.13E-03		9.13E-03		0.00E+00		3.46E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.22E-03		6.76E-03		2.36E-06		0.00E+00		3.31E-03		1.40E-04		4.86E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.37E-07		2.61E-08		-0.04		-0.19		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.38		-1.91		-149.16		-1000.00		0.0100758147		424.6301384763		1.0001857572		-0.0497857569		-0.0000067344		0.9999738411		0.0067602167		0.0067669513		336		6.90		-0.04		42.5		3.31		6.92

		6		react		1		170		6.90		15.06		10.0		6.92E-03		9.13E-03		9.13E-03		0.00E+00		3.46E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.22E-03		6.76E-03		2.36E-06		0.00E+00		3.31E-03		1.40E-04		4.87E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.37E-07		2.61E-08		-0.04		-0.19		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.16		-1000.00		0.0100798008		424.7902316677		1.0001859298		-0.0497659741		-0.0000067344		0.9999738161		0.0067629055		0.0067696401		338		6.90		-0.04		42.5		3.31		6.92

		6		react		1		171		6.90		15.06		10.0		6.92E-03		9.14E-03		9.14E-03		0.00E+00		3.46E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.22E-03		6.77E-03		2.37E-06		0.00E+00		3.31E-03		1.41E-04		4.88E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.36E-07		2.61E-08		-0.04		-0.19		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.16		-1000.00		0.0100837085		424.9471732114		1.0001860989		-0.0497465954		-0.0000067344		0.9999737915		0.0067655414		0.006772276		340		6.90		-0.04		42.5		3.31		6.92

		6		react		1		172		6.90		15.06		10.0		6.93E-03		9.14E-03		9.14E-03		0.00E+00		3.46E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.22E-03		6.77E-03		2.37E-06		0.00E+00		3.31E-03		1.41E-04		4.89E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.36E-07		2.62E-08		-0.03		-0.19		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.16		-1000.00		0.0100875394		425.1010231084		1.0001862648		-0.0497276127		-0.0000067344		0.9999737674		0.0067681255		0.0067748601		342		6.90		-0.03		42.5		3.31		6.93

		6		react		1		173		6.90		15.06		10.0		6.93E-03		9.14E-03		9.14E-03		0.00E+00		3.46E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.22E-03		6.77E-03		2.37E-06		0.00E+00		3.31E-03		1.41E-04		4.90E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.36E-07		2.62E-08		-0.03		-0.19		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.16		-1000.00		0.0100912948		425.2518402955		1.0001864273		-0.0497090177		-0.0000067344		0.9999737438		0.0067706587		0.0067773934		344		6.90		-0.03		42.5		3.31		6.93

		6		react		1		174		6.91		15.06		10.0		6.93E-03		9.14E-03		9.14E-03		0.00E+00		3.46E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.22E-03		6.78E-03		2.37E-06		0.00E+00		3.32E-03		1.41E-04		4.90E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.36E-07		2.62E-08		-0.03		-0.19		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.16		-1000.00		0.0100949762		425.399682661		1.0001865867		-0.0496908025		-0.0000067344		0.9999737206		0.0067731421		0.0067798767		346		6.91		-0.03		42.5		3.32		6.93

		6		react		1		175		6.91		15.06		10.0		6.93E-03		9.14E-03		9.14E-03		0.00E+00		3.46E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.22E-03		6.78E-03		2.38E-06		0.00E+00		3.32E-03		1.41E-04		4.91E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.36E-07		2.62E-08		-0.03		-0.19		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.16		-1000.00		0.010098585		425.5446070608		1.000186743		-0.0496729593		-0.0000067344		0.9999736979		0.0067755764		0.006782311		348		6.91		-0.03		42.6		3.32		6.93

		6		react		1		176		6.91		15.06		10.0		6.94E-03		9.14E-03		9.14E-03		0.00E+00		3.46E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.21E-03		6.78E-03		2.38E-06		0.00E+00		3.32E-03		1.41E-04		4.92E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.36E-07		2.63E-08		-0.03		-0.19		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.16		-1000.00		0.0101021226		425.6866693336		1.0001868961		-0.0496554806		-0.0000067344		0.9999736757		0.0067779628		0.0067846974		350		6.91		-0.03		42.6		3.32		6.94

		6		react		1		177		6.91		15.06		10.0		6.94E-03		9.14E-03		9.14E-03		0.00E+00		3.47E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.21E-03		6.78E-03		2.38E-06		0.00E+00		3.32E-03		1.41E-04		4.93E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.36E-07		2.63E-08		-0.03		-0.19		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.16		-1000.00		0.0101055905		425.825924317		1.0001870462		-0.0496383587		-0.0000067344		0.9999736539		0.006780302		0.0067870366		352		6.91		-0.03		42.6		3.32		6.94

		6		react		1		178		6.91		15.06		10.0		6.94E-03		9.15E-03		9.15E-03		0.00E+00		3.47E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.21E-03		6.78E-03		2.39E-06		0.00E+00		3.32E-03		1.41E-04		4.93E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.36E-07		2.63E-08		-0.03		-0.19		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.16		-1000.00		0.0101089898		425.9624258624		1.0001871934		-0.0496215865		-0.0000067344		0.9999736325		0.0067825951		0.0067893297		354		6.91		-0.03		42.6		3.32		6.94

		6		react		1		179		6.91		15.06		10.0		6.94E-03		9.15E-03		9.15E-03		0.00E+00		3.47E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.21E-03		6.79E-03		2.39E-06		0.00E+00		3.32E-03		1.41E-04		4.94E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.35E-07		2.63E-08		-0.03		-0.19		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.16		-1000.00		0.0101123219		426.0962268507		1.0001873377		-0.0496051567		-0.0000067344		0.9999736115		0.0067848428		0.0067915774		356		6.91		-0.03		42.6		3.32		6.94

		6		react		1		180		6.91		15.06		10.0		6.94E-03		9.15E-03		9.15E-03		0.00E+00		3.47E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.21E-03		6.79E-03		2.39E-06		0.00E+00		3.32E-03		1.41E-04		4.95E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.35E-07		2.63E-08		-0.03		-0.18		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.16		-1000.00		0.0101155881		426.2273792071		1.0001874791		-0.0495890624		-0.0000067344		0.999973591		0.0067870461		0.0067937807		358		6.91		-0.03		42.6		3.32		6.94

		6		react		1		181		6.91		15.06		10.0		6.95E-03		9.15E-03		9.15E-03		0.00E+00		3.47E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.21E-03		6.79E-03		2.40E-06		0.00E+00		3.32E-03		1.41E-04		4.95E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.35E-07		2.64E-08		-0.03		-0.18		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.16		-1000.00		0.0101187897		426.3559339163		1.0001876177		-0.0495732966		-0.0000067344		0.9999735709		0.0067892058		0.0067959404		360		6.91		-0.03		42.6		3.32		6.95

		6		react		1		182		6.91		15.05		10.0		6.95E-03		9.15E-03		9.15E-03		0.00E+00		3.47E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.21E-03		6.79E-03		2.40E-06		0.00E+00		3.32E-03		1.42E-04		4.96E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.35E-07		2.64E-08		-0.03		-0.18		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.16		-1000.00		0.0101219279		426.4819410372		1.0001877536		-0.0495578526		-0.0000067344		0.9999735511		0.0067913227		0.0067980573		362		6.91		-0.03		42.6		3.32		6.95

		6		react		1		183		6.91		15.05		10.0		6.95E-03		9.15E-03		9.15E-03		0.00E+00		3.47E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.21E-03		6.80E-03		2.40E-06		0.00E+00		3.33E-03		1.42E-04		4.97E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.35E-07		2.64E-08		-0.03		-0.18		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.16		-1000.00		0.010125004		426.6054497176		1.0001878868		-0.0495427239		-0.0000067344		0.9999735318		0.0067933977		0.0068001323		364		6.91		-0.03		42.7		3.33		6.95

		6		react		1		184		6.91		15.05		10.0		6.95E-03		9.15E-03		9.15E-03		0.00E+00		3.47E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.21E-03		6.80E-03		2.40E-06		0.00E+00		3.33E-03		1.42E-04		4.97E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.35E-07		2.64E-08		-0.03		-0.18		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.16		-1000.00		0.0101280191		426.7265082089		1.0001880174		-0.049527904		-0.0000067344		0.9999735128		0.0067954316		0.0068021662		366		6.91		-0.03		42.7		3.33		6.95

		6		react		1		185		6.91		15.05		10.0		6.96E-03		9.15E-03		9.15E-03		0.00E+00		3.47E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.20E-03		6.80E-03		2.41E-06		0.00E+00		3.33E-03		1.42E-04		4.98E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.35E-07		2.65E-08		-0.03		-0.18		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.16		-1000.00		0.0101309744		426.8451638802		1.0001881453		-0.0495133865		-0.0000067344		0.9999734942		0.0067974252		0.0068041598		368		6.91		-0.03		42.7		3.33		6.96

		6		react		1		186		6.91		15.05		10.0		6.96E-03		9.15E-03		9.15E-03		0.00E+00		3.48E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.20E-03		6.80E-03		2.41E-06		0.00E+00		3.33E-03		1.42E-04		4.99E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.35E-07		2.65E-08		-0.03		-0.18		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.16		-1000.00		0.010133871		426.9614632327		1.0001882707		-0.0494991653		-0.0000067344		0.999973476		0.0067993792		0.0068061138		370		6.91		-0.03		42.7		3.33		6.96

		6		react		1		187		6.91		15.05		10.0		6.96E-03		9.15E-03		9.15E-03		0.00E+00		3.48E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.20E-03		6.80E-03		2.41E-06		0.00E+00		3.33E-03		1.42E-04		4.99E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.35E-07		2.65E-08		-0.03		-0.18		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.16		-1000.00		0.0101367102		427.0754519138		1.0001883937		-0.0494852343		-0.0000067344		0.9999734582		0.0068012944		0.006808029		372		6.91		-0.03		42.7		3.33		6.96

		6		react		1		188		6.91		15.05		10.0		6.96E-03		9.16E-03		9.16E-03		0.00E+00		3.48E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.20E-03		6.81E-03		2.41E-06		0.00E+00		3.33E-03		1.42E-04		5.00E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.35E-07		2.65E-08		-0.03		-0.18		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.16		-1000.00		0.010139493		427.1871747307		1.0001885142		-0.0494715875		-0.0000067344		0.9999734407		0.0068031716		0.0068099062		374		6.91		-0.03		42.7		3.33		6.96

		6		react		1		189		6.91		15.05		10.0		6.96E-03		9.16E-03		9.16E-03		0.00E+00		3.48E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.20E-03		6.81E-03		2.42E-06		0.00E+00		3.33E-03		1.42E-04		5.00E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.34E-07		2.65E-08		-0.02		-0.18		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.16		-1000.00		0.0101422204		427.2966756648		1.0001886323		-0.0494582192		-0.0000067344		0.9999734235		0.0068050115		0.0068117461		376		6.91		-0.02		42.7		3.33		6.96

		6		react		1		190		6.91		15.05		10.0		6.97E-03		9.16E-03		9.16E-03		0.00E+00		3.48E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.20E-03		6.81E-03		2.42E-06		0.00E+00		3.33E-03		1.42E-04		5.01E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.34E-07		2.65E-08		-0.02		-0.18		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.16		-1000.00		0.0101448937		427.4039978847		1.0001887481		-0.0494451237		-0.0000067344		0.9999734067		0.0068068148		0.0068135494		378		6.91		-0.02		42.7		3.33		6.97

		6		react		1		191		6.91		15.05		10.0		6.97E-03		9.16E-03		9.16E-03		0.00E+00		3.48E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.20E-03		6.81E-03		2.42E-06		0.00E+00		3.33E-03		1.42E-04		5.02E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.34E-07		2.66E-08		-0.02		-0.18		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.16		-1000.00		0.0101475138		427.5091837596		1.0001888615		-0.0494322954		-0.0000067344		0.9999733902		0.0068085822		0.0068153168		380		6.91		-0.02		42.8		3.33		6.97

		6		react		1		192		6.91		15.05		10.0		6.97E-03		9.16E-03		9.16E-03		0.00E+00		3.48E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.20E-03		6.81E-03		2.42E-06		0.00E+00		3.33E-03		1.42E-04		5.02E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.34E-07		2.66E-08		-0.02		-0.18		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.16		-1000.00		0.0101500817		427.6122748731		1.0001889727		-0.0494197287		-0.0000067344		0.9999733741		0.0068103145		0.0068170491		382		6.91		-0.02		42.8		3.33		6.97

		6		react		1		193		6.91		15.05		10.0		6.97E-03		9.16E-03		9.16E-03		0.00E+00		3.48E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.20E-03		6.81E-03		2.43E-06		0.00E+00		3.33E-03		1.42E-04		5.03E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.34E-07		2.66E-08		-0.02		-0.18		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.16		-1000.00		0.0101525985		427.713312036		1.0001890817		-0.0494074185		-0.0000067344		0.9999733582		0.0068120123		0.0068187469		384		6.91		-0.02		42.8		3.33		6.97

		6		react		1		194		6.91		15.05		10.0		6.97E-03		9.16E-03		9.16E-03		0.00E+00		3.48E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.20E-03		6.82E-03		2.43E-06		0.00E+00		3.34E-03		1.42E-04		5.03E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.34E-07		2.66E-08		-0.02		-0.18		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.16		-1000.00		0.0101550652		427.812335299		1.0001891885		-0.0493953593		-0.0000067344		0.9999733427		0.0068136763		0.0068204109		386		6.91		-0.02		42.8		3.34		6.97

		6		react		1		195		6.91		15.05		10.0		6.97E-03		9.16E-03		9.16E-03		0.00E+00		3.48E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.20E-03		6.82E-03		2.43E-06		0.00E+00		3.34E-03		1.42E-04		5.04E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.34E-07		2.66E-08		-0.02		-0.18		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.16		-1000.00		0.0101574827		427.909383966		1.0001892932		-0.0493835461		-0.0000067344		0.9999733275		0.0068153071		0.0068220417		388		6.91		-0.02		42.8		3.34		6.97

		6		react		1		196		6.91		15.05		10.0		6.98E-03		9.16E-03		9.16E-03		0.00E+00		3.48E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.19E-03		6.82E-03		2.43E-06		0.00E+00		3.34E-03		1.42E-04		5.04E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.34E-07		2.66E-08		-0.02		-0.18		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.16		-1000.00		0.0101598521		428.0044966063		1.0001893958		-0.0493719739		-0.0000067344		0.9999733126		0.0068169054		0.00682364		390		6.91		-0.02		42.8		3.34		6.98

		6		react		1		197		6.91		15.05		10.0		6.98E-03		9.16E-03		9.16E-03		0.00E+00		3.49E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.19E-03		6.82E-03		2.43E-06		0.00E+00		3.34E-03		1.43E-04		5.05E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.34E-07		2.67E-08		-0.02		-0.18		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.16		-1000.00		0.0101621742		428.0977110673		1.0001894964		-0.0493606377		-0.0000067344		0.999973298		0.0068184719		0.0068252065		392		6.91		-0.02		42.8		3.34		6.98

		6		react		1		198		6.91		15.05		10.0		6.98E-03		9.16E-03		9.16E-03		0.00E+00		3.49E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.19E-03		6.82E-03		2.44E-06		0.00E+00		3.34E-03		1.43E-04		5.05E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.34E-07		2.67E-08		-0.02		-0.18		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.0101644499		428.1890644868		1.000189595		-0.0493495328		-0.0000067344		0.9999732837		0.0068200071		0.0068267417		394		6.91		-0.02		42.8		3.34		6.98

		6		react		1		199		6.91		15.05		10.0		6.98E-03		9.17E-03		9.17E-03		0.00E+00		3.49E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.19E-03		6.82E-03		2.44E-06		0.00E+00		3.34E-03		1.43E-04		5.06E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.34E-07		2.67E-08		-0.02		-0.18		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.0101666803		428.2785933049		1.0001896916		-0.0493386543		-0.0000067344		0.9999732696		0.0068215116		0.0068282462		396		6.91		-0.02		42.8		3.34		6.98

		6		react		1		200		6.91		15.05		10.0		6.98E-03		9.17E-03		9.17E-03		0.00E+00		3.49E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.19E-03		6.82E-03		2.44E-06		0.00E+00		3.34E-03		1.43E-04		5.06E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.34E-07		2.67E-08		-0.02		-0.17		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.0101688661		428.3663332761		1.0001897862		-0.0493279976		-0.0000067344		0.9999732559		0.0068229861		0.0068297207		398		6.91		-0.02		42.8		3.34		6.98

		6		react		1		201		6.91		15.05		10.0		6.98E-03		9.17E-03		9.17E-03		0.00E+00		3.49E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.19E-03		6.83E-03		2.44E-06		0.00E+00		3.34E-03		1.43E-04		5.07E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.33E-07		2.67E-08		-0.02		-0.17		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.0101710082		428.4523194814		1.000189879		-0.0493175583		-0.0000067344		0.9999732424		0.0068244312		0.0068311658		400		6.91		-0.02		42.8		3.34		6.98

		6		react		1		202		6.91		15.05		10.0		6.99E-03		9.17E-03		9.17E-03		0.00E+00		3.49E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.19E-03		6.83E-03		2.44E-06		0.00E+00		3.34E-03		1.43E-04		5.07E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.33E-07		2.67E-08		-0.02		-0.17		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.0101731075		428.5365863395		1.0001899699		-0.0493073319		-0.0000067344		0.9999732292		0.0068258474		0.006832582		402		6.91		-0.02		42.9		3.34		6.99

		6		react		1		203		6.91		15.05		10.0		6.99E-03		9.17E-03		9.17E-03		0.00E+00		3.49E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.19E-03		6.83E-03		2.45E-06		0.00E+00		3.34E-03		1.43E-04		5.08E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.33E-07		2.68E-08		-0.02		-0.17		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.0101751649		428.6191676185		1.000190059		-0.049297314		-0.0000067344		0.9999732163		0.0068272353		0.0068339699		404		6.91		-0.02		42.9		3.34		6.99

		6		react		1		204		6.91		15.05		10.0		6.99E-03		9.17E-03		9.17E-03		0.00E+00		3.49E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.19E-03		6.83E-03		2.45E-06		0.00E+00		3.34E-03		1.43E-04		5.08E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.33E-07		2.68E-08		-0.02		-0.17		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.0101771811		428.7000964473		1.0001901464		-0.0492875003		-0.0000067344		0.9999732036		0.0068285954		0.00683533		406		6.91		-0.02		42.9		3.34		6.99

		6		react		1		205		6.91		15.05		10.0		6.99E-03		9.17E-03		9.17E-03		0.00E+00		3.49E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.19E-03		6.83E-03		2.45E-06		0.00E+00		3.34E-03		1.43E-04		5.08E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.33E-07		2.68E-08		-0.02		-0.17		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.010179157		428.7794053267		1.0001902319		-0.0492778868		-0.0000067344		0.9999731912		0.0068299283		0.0068366629		408		6.91		-0.02		42.9		3.34		6.99

		6		react		1		206		6.91		15.05		10.0		6.99E-03		9.17E-03		9.17E-03		0.00E+00		3.49E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.19E-03		6.83E-03		2.45E-06		0.00E+00		3.34E-03		1.43E-04		5.09E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.33E-07		2.68E-08		-0.02		-0.17		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.0101810934		428.8571261402		1.0001903158		-0.0492684693		-0.0000067344		0.999973179		0.0068312346		0.0068379692		410		6.91		-0.02		42.9		3.34		6.99

		6		react		1		207		6.91		15.05		10.0		6.99E-03		9.17E-03		9.17E-03		0.00E+00		3.49E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.19E-03		6.83E-03		2.45E-06		0.00E+00		3.34E-03		1.43E-04		5.09E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.33E-07		2.68E-08		-0.02		-0.17		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.010182991		428.9332901653		1.000190398		-0.0492592438		-0.0000067344		0.999973167		0.0068325147		0.0068392493		412		6.91		-0.02		42.9		3.34		6.99

		6		react		1		208		6.91		15.05		10.0		6.99E-03		9.17E-03		9.17E-03		0.00E+00		3.49E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.19E-03		6.84E-03		2.45E-06		0.00E+00		3.35E-03		1.43E-04		5.10E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.33E-07		2.68E-08		-0.02		-0.17		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.0101848505		429.0079280839		1.0001904785		-0.0492502063		-0.0000067344		0.9999731553		0.0068337691		0.0068405037		414		6.91		-0.02		42.9		3.35		6.99

		6		react		1		209		6.92		15.05		10.0		6.99E-03		9.17E-03		9.17E-03		0.00E+00		3.49E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.19E-03		6.84E-03		2.46E-06		0.00E+00		3.35E-03		1.43E-04		5.10E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.33E-07		2.68E-08		-0.02		-0.17		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.0101866729		429.0810699927		1.0001905575		-0.0492413532		-0.0000067344		0.9999731439		0.0068349985		0.0068417331		416		6.92		-0.02		42.9		3.35		6.99

		6		react		1		210		6.92		15.05		10.0		7.00E-03		9.17E-03		9.17E-03		0.00E+00		3.49E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.18E-03		6.84E-03		2.46E-06		0.00E+00		3.35E-03		1.43E-04		5.10E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.33E-07		2.68E-08		-0.02		-0.17		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.0101884587		429.1527454141		1.0001906348		-0.0492326805		-0.0000067344		0.9999731327		0.0068362032		0.0068429378		418		6.92		-0.02		42.9		3.35		7.00

		6		react		1		211		6.92		15.05		10.0		7.00E-03		9.17E-03		9.17E-03		0.00E+00		3.50E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.18E-03		6.84E-03		2.46E-06		0.00E+00		3.35E-03		1.43E-04		5.11E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.33E-07		2.69E-08		-0.02		-0.17		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.0101902087		429.2229833059		1.0001907106		-0.0492241846		-0.0000067344		0.9999731216		0.0068373837		0.0068441183		420		6.92		-0.02		42.9		3.35		7.00

		6		react		1		212		6.92		15.05		10.0		7.00E-03		9.17E-03		9.17E-03		0.00E+00		3.50E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.18E-03		6.84E-03		2.46E-06		0.00E+00		3.35E-03		1.43E-04		5.11E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.33E-07		2.69E-08		-0.02		-0.17		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.0101919236		429.2918120715		1.0001907849		-0.0492158619		-0.0000067344		0.9999731109		0.0068385406		0.0068452752		422		6.92		-0.02		42.9		3.35		7.00

		6		react		1		213		6.92		15.05		10.0		7.00E-03		9.17E-03		9.17E-03		0.00E+00		3.50E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.18E-03		6.84E-03		2.46E-06		0.00E+00		3.35E-03		1.43E-04		5.12E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.33E-07		2.69E-08		-0.02		-0.17		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.0101936042		429.3592595701		1.0001908577		-0.0492077089		-0.0000067344		0.9999731003		0.0068396743		0.0068464089		424		6.92		-0.02		42.9		3.35		7.00

		6		react		1		214		6.92		15.05		10.0		7.00E-03		9.18E-03		9.18E-03		0.00E+00		3.50E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.18E-03		6.84E-03		2.46E-06		0.00E+00		3.35E-03		1.43E-04		5.12E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.33E-07		2.69E-08		-0.01		-0.17		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.010195251		429.4253531263		1.000190929		-0.049199722		-0.0000067344		0.9999730899		0.0068407852		0.0068475198		426		6.92		-0.01		42.9		3.35		7.00

		6		react		1		215		6.92		15.05		10.0		7.00E-03		9.18E-03		9.18E-03		0.00E+00		3.50E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.18E-03		6.84E-03		2.46E-06		0.00E+00		3.35E-03		1.43E-04		5.12E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.33E-07		2.69E-08		-0.01		-0.17		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.0101968647		429.4901195396		1.0001909989		-0.049191898		-0.0000067344		0.9999730798		0.0068418739		0.0068486085		428		6.92		-0.01		42.9		3.35		7.00

		6		react		1		216		6.92		15.05		10.0		7.00E-03		9.18E-03		9.18E-03		0.00E+00		3.50E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.18E-03		6.84E-03		2.47E-06		0.00E+00		3.35E-03		1.43E-04		5.13E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.33E-07		2.69E-08		-0.01		-0.17		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.0101984461		429.553585094		1.0001910674		-0.0491842335		-0.0000067344		0.9999730698		0.0068429406		0.0068496753		430		6.92		-0.01		43.0		3.35		7.00

		6		react		1		217		6.92		15.05		10.0		7.00E-03		9.18E-03		9.18E-03		0.00E+00		3.50E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.18E-03		6.85E-03		2.47E-06		0.00E+00		3.35E-03		1.44E-04		5.13E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.32E-07		2.69E-08		-0.01		-0.17		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.0101999957		429.6157755673		1.0001911345		-0.0491767251		-0.0000067344		0.9999730601		0.006843986		0.0068507206		432		6.92		-0.01		43.0		3.35		7.00

		6		react		1		218		6.92		15.05		10.0		7.01E-03		9.18E-03		9.18E-03		0.00E+00		3.50E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.18E-03		6.85E-03		2.47E-06		0.00E+00		3.35E-03		1.44E-04		5.13E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.32E-07		2.69E-08		-0.01		-0.17		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.0102015142		429.6767162405		1.0001912003		-0.0491693698		-0.0000067344		0.9999730505		0.0068450104		0.006851745		434		6.92		-0.01		43.0		3.35		7.01

		6		react		1		219		6.92		15.05		10.0		7.01E-03		9.18E-03		9.18E-03		0.00E+00		3.50E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.18E-03		6.85E-03		2.47E-06		0.00E+00		3.35E-03		1.44E-04		5.14E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.32E-07		2.69E-08		-0.01		-0.17		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.0102030021		429.7364319064		1.0001912648		-0.0491621645		-0.0000067344		0.9999730412		0.0068460142		0.0068527488		436		6.92		-0.01		43.0		3.35		7.01

		6		react		1		220		6.92		15.05		10.0		7.01E-03		9.18E-03		9.18E-03		0.00E+00		3.50E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.18E-03		6.85E-03		2.47E-06		0.00E+00		3.35E-03		1.44E-04		5.14E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.32E-07		2.70E-08		-0.01		-0.17		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.0102044602		429.7949468788		1.0001913279		-0.049155106		-0.0000067344		0.999973032		0.0068469978		0.0068537324		438		6.92		-0.01		43.0		3.35		7.01

		6		react		1		221		6.92		15.05		10.0		7.01E-03		9.18E-03		9.18E-03		0.00E+00		3.50E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.18E-03		6.85E-03		2.47E-06		0.00E+00		3.35E-03		1.44E-04		5.14E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.32E-07		2.70E-08		-0.01		-0.17		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.0102058889		429.8522850012		1.0001913898		-0.0491481913		-0.0000067344		0.999973023		0.0068479616		0.0068546962		440		6.92		-0.01		43.0		3.35		7.01

		6		react		1		222		6.92		15.05		10.0		7.01E-03		9.18E-03		9.18E-03		0.00E+00		3.50E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.18E-03		6.85E-03		2.47E-06		0.00E+00		3.35E-03		1.44E-04		5.15E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.32E-07		2.70E-08		-0.01		-0.17		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.010207289		429.9084696556		1.0001914505		-0.0491414176		-0.0000067344		0.9999730142		0.0068489061		0.0068556407		442		6.92		-0.01		43.0		3.35		7.01

		6		react		1		223		6.92		15.05		10.0		7.01E-03		9.18E-03		9.18E-03		0.00E+00		3.50E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.18E-03		6.85E-03		2.48E-06		0.00E+00		3.35E-03		1.44E-04		5.15E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.32E-07		2.70E-08		-0.01		-0.17		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.0102086691		429.9638578718		1.0001915103		-0.0491347416		-0.0000067344		0.9999730055		0.0068498372		0.0068565718		444		6.92		-0.01		43.0		3.35		7.01

		6		react		1		224		6.92		15.05		10.0		7.01E-03		9.18E-03		9.18E-03		0.00E+00		3.50E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.18E-03		6.85E-03		2.48E-06		0.00E+00		3.35E-03		1.44E-04		5.15E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.32E-07		2.70E-08		-0.01		-0.17		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.0102100214		430.018124626		1.0001915688		-0.0491282025		-0.0000067344		0.999972997		0.0068507494		0.006857484		446		6.92		-0.01		43.0		3.35		7.01

		6		react		1		225		6.92		15.05		10.0		7.01E-03		9.18E-03		9.18E-03		0.00E+00		3.50E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.18E-03		6.85E-03		2.48E-06		0.00E+00		3.35E-03		1.44E-04		5.16E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.32E-07		2.70E-08		-0.01		-0.17		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.0102113463		430.0712923624		1.0001916262		-0.0491217975		-0.0000067344		0.9999729887		0.0068516432		0.0068583778		448		6.92		-0.01		43.0		3.35		7.01

		6		react		1		226		6.92		15.04		10.0		7.01E-03		9.18E-03		9.18E-03		0.00E+00		3.50E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.18E-03		6.85E-03		2.48E-06		0.00E+00		3.35E-03		1.44E-04		5.16E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.32E-07		2.70E-08		-0.01		-0.17		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.0102126443		430.1233830866		1.0001916825		-0.0491155238		-0.0000067344		0.9999729805		0.0068525188		0.0068592534		450		6.92		-0.01		43.0		3.35		7.01

		6		react		1		227		6.92		15.04		10.0		7.01E-03		9.18E-03		9.18E-03		0.00E+00		3.50E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.18E-03		6.86E-03		2.48E-06		0.00E+00		3.35E-03		1.44E-04		5.16E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.32E-07		2.70E-08		-0.01		-0.17		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.0102139161		430.1744183733		1.0001917376		-0.0491093787		-0.0000067344		0.9999729725		0.0068533768		0.0068601114		452		6.92		-0.01		43.0		3.35		7.01

		6		react		1		228		6.92		15.04		10.0		7.02E-03		9.18E-03		9.18E-03		0.00E+00		3.50E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.18E-03		6.86E-03		2.48E-06		0.00E+00		3.36E-03		1.44E-04		5.16E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.32E-07		2.70E-08		-0.01		-0.17		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.0102151621		430.2244193751		1.0001917915		-0.0491033596		-0.0000067344		0.9999729647		0.0068542173		0.0068609519		454		6.92		-0.01		43.0		3.36		7.02

		6		react		1		229		6.92		15.04		10.0		7.02E-03		9.18E-03		9.18E-03		0.00E+00		3.50E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.17E-03		6.86E-03		2.48E-06		0.00E+00		3.36E-03		1.44E-04		5.17E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.32E-07		2.70E-08		-0.01		-0.17		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.0102163828		430.2734068295		1.0001918444		-0.0490974639		-0.0000067344		0.999972957		0.0068550408		0.0068617755		456		6.92		-0.01		43.0		3.36		7.02

		6		react		1		230		6.92		15.04		10.0		7.02E-03		9.18E-03		9.18E-03		0.00E+00		3.51E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.17E-03		6.86E-03		2.48E-06		0.00E+00		3.36E-03		1.44E-04		5.17E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.32E-07		2.71E-08		-0.01		-0.17		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.0102175789		430.3214038745		1.0001918962		-0.0490917128		-0.0000067344		0.9999729495		0.0068558477		0.0068625823		458		6.92		-0.01		43.0		3.36		7.02

		6		react		1		231		6.92		15.04		10.0		7.02E-03		9.18E-03		9.18E-03		0.00E+00		3.51E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.17E-03		6.86E-03		2.48E-06		0.00E+00		3.36E-03		1.44E-04		5.17E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.32E-07		2.71E-08		-0.01		-0.17		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.0102187507		430.3684278032		1.000191947		-0.0490860396		-0.0000067344		0.9999729421		0.0068566383		0.0068633729		460		6.92		-0.01		43.0		3.36		7.02

		6		react		1		232		6.92		15.04		10.0		7.02E-03		9.18E-03		9.18E-03		0.00E+00		3.51E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.17E-03		6.86E-03		2.49E-06		0.00E+00		3.36E-03		1.44E-04		5.17E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.32E-07		2.71E-08		-0.01		-0.17		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.0102198988		430.414497863		1.0001919967		-0.049080483		-0.0000067344		0.9999729349		0.0068574128		0.0068641474		462		6.92		-0.01		43.0		3.36		7.02

		6		react		1		233		6.92		15.04		10.0		7.02E-03		9.18E-03		9.18E-03		0.00E+00		3.51E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.17E-03		6.86E-03		2.49E-06		0.00E+00		3.36E-03		1.44E-04		5.18E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.32E-07		2.71E-08		-0.01		-0.17		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.0102210236		430.4596332137		1.0001920455		-0.0490750407		-0.0000067344		0.9999729278		0.0068581716		0.0068649062		464		6.92		-0.01		43.0		3.36		7.02

		6		react		1		234		6.92		15.04		10.0		7.02E-03		9.19E-03		9.19E-03		0.00E+00		3.51E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.17E-03		6.86E-03		2.49E-06		0.00E+00		3.36E-03		1.44E-04		5.18E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.32E-07		2.71E-08		-0.01		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.0102221255		430.5038526385		1.0001920932		-0.0490697102		-0.0000067344		0.9999729209		0.006858915		0.0068656496		466		6.92		-0.01		43.1		3.36		7.02

		6		react		1		235		6.92		15.04		10.0		7.02E-03		9.19E-03		9.19E-03		0.00E+00		3.51E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.17E-03		6.86E-03		2.49E-06		0.00E+00		3.36E-03		1.44E-04		5.18E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.32E-07		2.71E-08		-0.01		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.39		-1.91		-149.17		-1000.00		0.0102232051		430.5471745502		1.00019214		-0.0490644892		-0.0000067344		0.9999729141		0.0068596433		0.0068663779		468		6.92		-0.01		43.1		3.36		7.02

		6		react		1		236		6.92		15.04		10.0		7.02E-03		9.19E-03		9.19E-03		0.00E+00		3.51E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.17E-03		6.86E-03		2.49E-06		0.00E+00		3.36E-03		1.44E-04		5.18E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.32E-07		2.71E-08		-0.01		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102242628		430.5896169985		1.0001921858		-0.0490593756		-0.0000067344		0.9999729074		0.0068603568		0.0068670914		470		6.92		-0.01		43.1		3.36		7.02

		6		react		1		237		6.92		15.04		10.0		7.02E-03		9.19E-03		9.19E-03		0.00E+00		3.51E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.17E-03		6.86E-03		2.49E-06		0.00E+00		3.36E-03		1.44E-04		5.19E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.32E-07		2.71E-08		-0.01		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102252991		430.6311976767		1.0001922307		-0.049054367		-0.0000067344		0.9999729009		0.0068610559		0.0068677905		472		6.92		-0.01		43.1		3.36		7.02

		6		react		1		238		6.92		15.04		10.0		7.02E-03		9.19E-03		9.19E-03		0.00E+00		3.51E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.17E-03		6.86E-03		2.49E-06		0.00E+00		3.36E-03		1.44E-04		5.19E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.32E-07		2.71E-08		-0.01		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102263143		430.6719339286		1.0001922747		-0.0490494614		-0.0000067344		0.9999728945		0.0068617407		0.0068684753		474		6.92		-0.01		43.1		3.36		7.02

		6		react		1		239		6.92		15.04		10.0		7.02E-03		9.19E-03		9.19E-03		0.00E+00		3.51E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.17E-03		6.86E-03		2.49E-06		0.00E+00		3.36E-03		1.44E-04		5.19E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.32E-07		2.71E-08		-0.01		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102273088		430.7118427551		1.0001923178		-0.0490446566		-0.0000067344		0.9999728883		0.0068624117		0.0068691463		476		6.92		-0.01		43.1		3.36		7.02

		6		react		1		240		6.92		15.04		10.0		7.02E-03		9.19E-03		9.19E-03		0.00E+00		3.51E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.17E-03		6.86E-03		2.49E-06		0.00E+00		3.36E-03		1.44E-04		5.19E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.32E-07		2.71E-08		-0.01		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102282832		430.7509408208		1.00019236		-0.0490399505		-0.0000067344		0.9999728821		0.006863069		0.0068698036		478		6.92		-0.01		43.1		3.36		7.02

		6		react		1		241		6.92		15.04		10.0		7.02E-03		9.19E-03		9.19E-03		0.00E+00		3.51E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.17E-03		6.87E-03		2.49E-06		0.00E+00		3.36E-03		1.44E-04		5.19E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.32E-07		2.71E-08		-0.01		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102292378		430.7892444601		1.0001924013		-0.0490353411		-0.0000067344		0.9999728761		0.006863713		0.0068704476		480		6.92		-0.01		43.1		3.36		7.02

		6		react		1		242		6.92		15.04		10.0		7.03E-03		9.19E-03		9.19E-03		0.00E+00		3.51E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.17E-03		6.87E-03		2.49E-06		0.00E+00		3.36E-03		1.44E-04		5.20E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.71E-08		-0.01		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.010230173		430.826769684		1.0001924418		-0.0490308265		-0.0000067344		0.9999728702		0.0068643439		0.0068710785		482		6.92		-0.01		43.1		3.36		7.03

		6		react		1		243		6.92		15.04		10.0		7.03E-03		9.19E-03		9.19E-03		0.00E+00		3.51E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.17E-03		6.87E-03		2.50E-06		0.00E+00		3.36E-03		1.44E-04		5.20E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.71E-08		-0.01		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102310892		430.863532186		1.0001924815		-0.0490264045		-0.0000067344		0.9999728645		0.006864962		0.0068716965		484		6.92		-0.01		43.1		3.36		7.03

		6		react		1		244		6.92		15.04		10.0		7.03E-03		9.19E-03		9.19E-03		0.00E+00		3.51E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.17E-03		6.87E-03		2.50E-06		0.00E+00		3.36E-03		1.44E-04		5.20E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.72E-08		-0.01		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102319868		430.8995473483		1.0001925204		-0.0490220734		-0.0000067344		0.9999728588		0.0068655675		0.0068723021		486		6.92		-0.01		43.1		3.36		7.03

		6		react		1		245		6.92		15.04		10.0		7.03E-03		9.19E-03		9.19E-03		0.00E+00		3.51E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.17E-03		6.87E-03		2.50E-06		0.00E+00		3.36E-03		1.44E-04		5.20E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.72E-08		-0.01		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102328661		430.9348302474		1.0001925585		-0.0490178313		-0.0000067344		0.9999728533		0.0068661607		0.0068728953		488		6.92		-0.01		43.1		3.36		7.03

		6		react		1		246		6.92		15.04		10.0		7.03E-03		9.19E-03		9.19E-03		0.00E+00		3.51E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.17E-03		6.87E-03		2.50E-06		0.00E+00		3.36E-03		1.44E-04		5.20E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.72E-08		-0.01		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102337275		430.9693956606		1.0001925958		-0.0490136763		-0.0000067344		0.9999728479		0.0068667418		0.0068734764		490		6.92		-0.01		43.1		3.36		7.03

		6		react		1		247		6.92		15.04		10.0		7.03E-03		9.19E-03		9.19E-03		0.00E+00		3.51E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.17E-03		6.87E-03		2.50E-06		0.00E+00		3.36E-03		1.44E-04		5.21E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.72E-08		-0.01		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102345715		431.0032580715		1.0001926324		-0.0490096066		-0.0000067344		0.9999728426		0.0068673111		0.0068740457		492		6.92		-0.01		43.1		3.36		7.03

		6		react		1		248		6.92		15.04		10.0		7.03E-03		9.19E-03		9.19E-03		0.00E+00		3.51E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.17E-03		6.87E-03		2.50E-06		0.00E+00		3.36E-03		1.44E-04		5.21E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.72E-08		-0.01		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102353982		431.0364316752		1.0001926682		-0.0490056205		-0.0000067344		0.9999728374		0.0068678689		0.0068746035		494		6.92		-0.01		43.1		3.36		7.03

		6		react		1		249		6.92		15.04		10.0		7.03E-03		9.19E-03		9.19E-03		0.00E+00		3.51E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.17E-03		6.87E-03		2.50E-06		0.00E+00		3.36E-03		1.44E-04		5.21E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.72E-08		-0.01		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102362082		431.0689303848		1.0001927033		-0.0490017163		-0.0000067344		0.9999728323		0.0068684153		0.0068751499		496		6.92		-0.01		43.1		3.36		7.03

		6		react		1		250		6.92		15.04		10.0		7.03E-03		9.19E-03		9.19E-03		0.00E+00		3.51E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.17E-03		6.87E-03		2.50E-06		0.00E+00		3.36E-03		1.44E-04		5.21E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.72E-08		-0.01		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102370017		431.1007678359		1.0001927377		-0.0489978923		-0.0000067344		0.9999728273		0.0068689506		0.0068756852		498		6.92		-0.01		43.1		3.36		7.03

		6		react		1		251		6.92		15.04		10.0		7.03E-03		9.19E-03		9.19E-03		0.00E+00		3.51E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.17E-03		6.87E-03		2.50E-06		0.00E+00		3.36E-03		1.44E-04		5.21E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.72E-08		-0.01		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.010237779		431.1319573925		1.0001927714		-0.0489941468		-0.0000067344		0.9999728224		0.006869475		0.0068762096		500		6.92		-0.01		43.1		3.36		7.03

		6		react		1		252		6.92		15.04		10.0		7.03E-03		9.19E-03		9.19E-03		0.00E+00		3.51E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.17E-03		6.87E-03		2.50E-06		0.00E+00		3.36E-03		1.44E-04		5.22E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.72E-08		-0.01		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102385405		431.1625121524		1.0001928044		-0.0489904782		-0.0000067344		0.9999728176		0.0068699887		0.0068767233		502		6.92		-0.01		43.1		3.36		7.03

		6		react		1		253		6.92		15.04		10.0		7.03E-03		9.19E-03		9.19E-03		0.00E+00		3.51E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.17E-03		6.87E-03		2.50E-06		0.00E+00		3.36E-03		1.45E-04		5.22E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.72E-08		-0.01		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102392865		431.1924449518		1.0001928367		-0.0489868849		-0.0000067344		0.9999728129		0.006870492		0.0068772266		504		6.92		-0.01		43.1		3.36		7.03

		6		react		1		254		6.92		15.04		10.0		7.03E-03		9.19E-03		9.19E-03		0.00E+00		3.51E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.17E-03		6.87E-03		2.50E-06		0.00E+00		3.36E-03		1.45E-04		5.22E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.72E-08		-0.01		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102400174		431.2217683708		1.0001928684		-0.0489833654		-0.0000067344		0.9999728083		0.006870985		0.0068777196		506		6.92		-0.01		43.1		3.36		7.03

		6		react		1		255		6.92		15.04		10.0		7.03E-03		9.19E-03		9.19E-03		0.00E+00		3.51E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.17E-03		6.87E-03		2.50E-06		0.00E+00		3.36E-03		1.45E-04		5.22E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.72E-08		-0.01		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102407333		431.2504947383		1.0001928994		-0.0489799182		-0.0000067344		0.9999728038		0.006871468		0.0068782026		508		6.92		-0.01		43.1		3.36		7.03

		6		react		1		256		6.92		15.04		10.0		7.03E-03		9.19E-03		9.19E-03		0.00E+00		3.51E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.17E-03		6.87E-03		2.50E-06		0.00E+00		3.36E-03		1.45E-04		5.22E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.72E-08		-0.01		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102414347		431.2786361368		1.0001929298		-0.0489765417		-0.0000067344		0.9999727994		0.0068719412		0.0068786758		510		6.92		-0.01		43.1		3.36		7.03

		6		react		1		257		6.92		15.04		10.0		7.03E-03		9.19E-03		9.19E-03		0.00E+00		3.51E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.17E-03		6.87E-03		2.51E-06		0.00E+00		3.36E-03		1.45E-04		5.22E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.72E-08		-0.01		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102421218		431.3062044073		1.0001929595		-0.0489732346		-0.0000067344		0.9999727951		0.0068724047		0.0068791393		512		6.92		-0.01		43.1		3.36		7.03

		6		react		1		258		6.92		15.04		10.0		7.03E-03		9.19E-03		9.19E-03		0.00E+00		3.51E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.17E-03		6.87E-03		2.51E-06		0.00E+00		3.36E-03		1.45E-04		5.23E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.72E-08		-0.01		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102427949		431.333211154		1.0001929887		-0.0489699953		-0.0000067344		0.9999727908		0.0068728588		0.0068795934		514		6.92		-0.01		43.1		3.36		7.03

		6		react		1		259		6.92		15.04		10.0		7.03E-03		9.19E-03		9.19E-03		0.00E+00		3.51E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.17E-03		6.87E-03		2.51E-06		0.00E+00		3.36E-03		1.45E-04		5.23E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.72E-08		-0.01		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102434543		431.3596677488		1.0001930173		-0.0489668226		-0.0000067344		0.9999727867		0.0068733037		0.0068800382		516		6.92		-0.01		43.1		3.36		7.03

		6		react		1		260		6.92		15.04		10.0		7.04E-03		9.19E-03		9.19E-03		0.00E+00		3.51E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.88E-03		2.51E-06		0.00E+00		3.36E-03		1.45E-04		5.23E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.72E-08		-0.01		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102441003		431.385585336		1.0001930453		-0.0489637149		-0.0000067344		0.9999727826		0.0068737394		0.006880474		518		6.92		-0.01		43.1		3.36		7.04

		6		react		1		261		6.92		15.04		10.0		7.04E-03		9.19E-03		9.19E-03		0.00E+00		3.51E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.88E-03		2.51E-06		0.00E+00		3.36E-03		1.45E-04		5.23E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.72E-08		-0.01		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102447331		431.4109748367		1.0001930727		-0.0489606711		-0.0000067344		0.9999727786		0.0068741664		0.0068809009		520		6.92		-0.01		43.1		3.36		7.04

		6		react		1		262		6.92		15.04		10.0		7.04E-03		9.19E-03		9.19E-03		0.00E+00		3.51E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.88E-03		2.51E-06		0.00E+00		3.36E-03		1.45E-04		5.23E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.72E-08		-0.01		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.010245353		431.4358469529		1.0001930995		-0.0489576897		-0.0000067344		0.9999727747		0.0068745846		0.0068813191		522		6.92		-0.01		43.1		3.36		7.04

		6		react		1		263		6.92		15.04		10.0		7.04E-03		9.19E-03		9.19E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.88E-03		2.51E-06		0.00E+00		3.37E-03		1.45E-04		5.23E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.73E-08		-0.01		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102459602		431.4602121724		1.0001931258		-0.0489547696		-0.0000067344		0.9999727709		0.0068749942		0.0068817288		524		6.92		-0.01		43.1		3.37		7.04

		6		react		1		264		6.92		15.04		10.0		7.04E-03		9.19E-03		9.19E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.88E-03		2.51E-06		0.00E+00		3.37E-03		1.45E-04		5.23E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.73E-08		-0.01		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102465552		431.4840807725		1.0001931516		-0.0489519093		-0.0000067344		0.9999727672		0.0068753956		0.0068821301		526		6.92		-0.01		43.1		3.37		7.04

		6		react		1		265		6.92		15.04		10.0		7.04E-03		9.19E-03		9.19E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.88E-03		2.51E-06		0.00E+00		3.37E-03		1.45E-04		5.23E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.73E-08		-0.01		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102471379		431.5074628242		1.0001931769		-0.0489491078		-0.0000067344		0.9999727635		0.0068757887		0.0068825233		528		6.92		-0.01		43.2		3.37		7.04

		6		react		1		266		6.92		15.04		10.0		7.04E-03		9.19E-03		9.19E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.88E-03		2.51E-06		0.00E+00		3.37E-03		1.45E-04		5.24E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.73E-08		-0.01		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102477088		431.5303681963		1.0001932016		-0.0489463637		-0.0000067344		0.9999727599		0.0068761739		0.0068829084		530		6.92		-0.01		43.2		3.37		7.04

		6		react		1		267		6.92		15.04		10.0		7.04E-03		9.19E-03		9.19E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.88E-03		2.51E-06		0.00E+00		3.37E-03		1.45E-04		5.24E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.73E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102482681		431.5528065595		1.0001932258		-0.048943676		-0.0000067344		0.9999727564		0.0068765512		0.0068832857		532		6.92		-0.00		43.2		3.37		7.04

		6		react		1		268		6.92		15.04		10.0		7.04E-03		9.19E-03		9.19E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.88E-03		2.51E-06		0.00E+00		3.37E-03		1.45E-04		5.24E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.73E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.010248816		431.5747873903		1.0001932496		-0.0489410434		-0.0000067344		0.999972753		0.0068769208		0.0068836553		534		6.92		-0.00		43.2		3.37		7.04

		6		react		1		269		6.92		15.04		10.0		7.04E-03		9.19E-03		9.19E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.88E-03		2.51E-06		0.00E+00		3.37E-03		1.45E-04		5.24E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.73E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102493527		431.5963199745		1.0001932728		-0.0489384649		-0.0000067344		0.9999727496		0.0068772828		0.0068840174		536		6.92		-0.00		43.2		3.37		7.04

		6		react		1		270		6.92		15.04		10.0		7.04E-03		9.19E-03		9.19E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.88E-03		2.51E-06		0.00E+00		3.37E-03		1.45E-04		5.24E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.73E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102498784		431.6174134113		1.0001932956		-0.0489359392		-0.0000067344		0.9999727463		0.0068776375		0.0068843721		538		6.92		-0.00		43.2		3.37		7.04

		6		react		1		271		6.92		15.04		10.0		7.04E-03		9.19E-03		9.19E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.88E-03		2.51E-06		0.00E+00		3.37E-03		1.45E-04		5.24E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.73E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102503934		431.6380766169		1.0001933179		-0.0489334654		-0.0000067344		0.999972743		0.006877985		0.0068847195		540		6.92		-0.00		43.2		3.37		7.04

		6		react		1		272		6.92		15.04		10.0		7.04E-03		9.20E-03		9.20E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.88E-03		2.51E-06		0.00E+00		3.37E-03		1.45E-04		5.24E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.73E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102508979		431.6583183281		1.0001933398		-0.0489310423		-0.0000067344		0.9999727399		0.0068783253		0.0068850599		542		6.92		-0.00		43.2		3.37		7.04

		6		react		1		273		6.92		15.04		10.0		7.04E-03		9.20E-03		9.20E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.88E-03		2.51E-06		0.00E+00		3.37E-03		1.45E-04		5.24E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.73E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102513922		431.6781471057		1.0001933612		-0.048928669		-0.0000067344		0.9999727367		0.0068786587		0.0068853933		544		6.92		-0.00		43.2		3.37		7.04

		6		react		1		274		6.92		15.04		10.0		7.04E-03		9.20E-03		9.20E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.88E-03		2.51E-06		0.00E+00		3.37E-03		1.45E-04		5.25E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.73E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102518763		431.6975713383		1.0001933822		-0.0489263443		-0.0000067344		0.9999727337		0.0068789854		0.0068857199		546		6.92		-0.00		43.2		3.37		7.04

		6		react		1		275		6.92		15.04		10.0		7.04E-03		9.20E-03		9.20E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.88E-03		2.51E-06		0.00E+00		3.37E-03		1.45E-04		5.25E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.73E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102523506		431.7165992453		1.0001934027		-0.0489240674		-0.0000067344		0.9999727307		0.0068793053		0.0068860399		548		6.92		-0.00		43.2		3.37		7.04

		6		react		1		276		6.92		15.04		10.0		7.04E-03		9.20E-03		9.20E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.88E-03		2.52E-06		0.00E+00		3.37E-03		1.45E-04		5.25E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.73E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102528152		431.7352388805		1.0001934229		-0.0489218371		-0.0000067344		0.9999727278		0.0068796187		0.0068863533		550		6.92		-0.00		43.2		3.37		7.04

		6		react		1		277		6.92		15.04		10.0		7.04E-03		9.20E-03		9.20E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.88E-03		2.52E-06		0.00E+00		3.37E-03		1.45E-04		5.25E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.73E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102532703		431.7534981356		1.0001934426		-0.0489196527		-0.0000067344		0.9999727249		0.0068799258		0.0068866603		552		6.92		-0.00		43.2		3.37		7.04

		6		react		1		278		6.92		15.04		10.0		7.04E-03		9.20E-03		9.20E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.88E-03		2.52E-06		0.00E+00		3.37E-03		1.45E-04		5.25E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.73E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102537161		431.7713847429		1.0001934619		-0.048917513		-0.0000067344		0.9999727221		0.0068802265		0.0068869611		554		6.92		-0.00		43.2		3.37		7.04

		6		react		1		279		6.92		15.04		10.0		7.04E-03		9.20E-03		9.20E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.88E-03		2.52E-06		0.00E+00		3.37E-03		1.45E-04		5.25E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.73E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102541529		431.7889062789		1.0001934808		-0.0489154172		-0.0000067344		0.9999727194		0.0068805212		0.0068872557		556		6.92		-0.00		43.2		3.37		7.04

		6		react		1		280		6.92		15.04		10.0		7.04E-03		9.20E-03		9.20E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.88E-03		2.52E-06		0.00E+00		3.37E-03		1.45E-04		5.25E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.73E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102545807		431.806070167		1.0001934994		-0.0489133644		-0.0000067344		0.9999727167		0.0068808098		0.0068875444		558		6.92		-0.00		43.2		3.37		7.04

		6		react		1		281		6.92		15.04		10.0		7.04E-03		9.20E-03		9.20E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.88E-03		2.52E-06		0.00E+00		3.37E-03		1.45E-04		5.25E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.73E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102549998		431.822883681		1.0001935175		-0.0489113537		-0.0000067344		0.9999727141		0.0068810925		0.0068878271		560		6.92		-0.00		43.2		3.37		7.04

		6		react		1		282		6.92		15.04		10.0		7.04E-03		9.20E-03		9.20E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.88E-03		2.52E-06		0.00E+00		3.37E-03		1.45E-04		5.25E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.73E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102554103		431.8393539477		1.0001935353		-0.0489093843		-0.0000067344		0.9999727115		0.0068813695		0.006888104		562		6.92		-0.00		43.2		3.37		7.04

		6		react		1		283		6.92		15.04		10.0		7.04E-03		9.20E-03		9.20E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.88E-03		2.52E-06		0.00E+00		3.37E-03		1.45E-04		5.25E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.73E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102558124		431.85548795		1.0001935527		-0.0489074552		-0.0000067344		0.9999727089		0.0068816408		0.0068883753		564		6.92		-0.00		43.2		3.37		7.04

		6		react		1		284		6.92		15.04		10.0		7.04E-03		9.20E-03		9.20E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.88E-03		2.52E-06		0.00E+00		3.37E-03		1.45E-04		5.26E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.73E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102562064		431.8712925299		1.0001935698		-0.0489055658		-0.0000067344		0.9999727065		0.0068819065		0.0068886411		566		6.92		-0.00		43.2		3.37		7.04

		6		react		1		285		6.92		15.04		10.0		7.04E-03		9.20E-03		9.20E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.88E-03		2.52E-06		0.00E+00		3.37E-03		1.45E-04		5.26E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.73E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102565923		431.8867743907		1.0001935865		-0.0489037151		-0.0000067344		0.999972704		0.0068821669		0.0068889014		568		6.92		-0.00		43.2		3.37		7.04

		6		react		1		286		6.92		15.04		10.0		7.04E-03		9.20E-03		9.20E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.88E-03		2.52E-06		0.00E+00		3.37E-03		1.45E-04		5.26E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.73E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102569703		431.9019401006		1.0001936029		-0.0489019023		-0.0000067344		0.9999727017		0.0068824219		0.0068891564		570		6.92		-0.00		43.2		3.37		7.04

		6		react		1		287		6.92		15.04		10.0		7.04E-03		9.20E-03		9.20E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.88E-03		2.52E-06		0.00E+00		3.37E-03		1.45E-04		5.26E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.73E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102573406		431.916796095		1.0001936189		-0.0489001267		-0.0000067344		0.9999726993		0.0068826717		0.0068894063		572		6.92		-0.00		43.2		3.37		7.04

		6		react		1		288		6.92		15.04		10.0		7.05E-03		9.20E-03		9.20E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.88E-03		2.52E-06		0.00E+00		3.37E-03		1.45E-04		5.26E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.73E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102577033		431.9313486788		1.0001936347		-0.0488983876		-0.0000067344		0.999972697		0.0068829164		0.006889651		574		6.92		-0.00		43.2		3.37		7.05

		6		react		1		289		6.92		15.04		10.0		7.05E-03		9.20E-03		9.20E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.88E-03		2.52E-06		0.00E+00		3.37E-03		1.45E-04		5.26E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.73E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102580587		431.9456040297		1.0001936501		-0.0488966841		-0.0000067344		0.9999726948		0.0068831561		0.0068898907		576		6.92		-0.00		43.2		3.37		7.05

		6		react		1		290		6.92		15.04		10.0		7.05E-03		9.20E-03		9.20E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.89E-03		2.52E-06		0.00E+00		3.37E-03		1.45E-04		5.26E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.73E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102584067		431.9595682001		1.0001936651		-0.0488950155		-0.0000067344		0.9999726926		0.0068833909		0.0068901255		578		6.92		-0.00		43.2		3.37		7.05

		6		react		1		291		6.92		15.04		10.0		7.05E-03		9.20E-03		9.20E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.89E-03		2.52E-06		0.00E+00		3.37E-03		1.45E-04		5.26E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.73E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102587477		431.9732471203		1.0001936799		-0.0488933812		-0.0000067344		0.9999726905		0.006883621		0.0068903555		580		6.92		-0.00		43.2		3.37		7.05

		6		react		1		292		6.92		15.04		10.0		7.05E-03		9.20E-03		9.20E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.89E-03		2.52E-06		0.00E+00		3.37E-03		1.45E-04		5.26E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.73E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102590817		431.9866466001		1.0001936944		-0.0488917804		-0.0000067344		0.9999726884		0.0068838463		0.0068905808		582		6.92		-0.00		43.2		3.37		7.05

		6		react		1		293		6.92		15.04		10.0		7.05E-03		9.20E-03		9.20E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.89E-03		2.52E-06		0.00E+00		3.37E-03		1.45E-04		5.26E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.73E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102594089		431.9997723318		1.0001937086		-0.0488902124		-0.0000067344		0.9999726863		0.006884067		0.0068908016		584		6.92		-0.00		43.2		3.37		7.05

		6		react		1		294		6.92		15.04		10.0		7.05E-03		9.20E-03		9.20E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.89E-03		2.52E-06		0.00E+00		3.37E-03		1.45E-04		5.26E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.31E-07		2.73E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102597294		432.0126298926		1.0001937225		-0.0488886765		-0.0000067344		0.9999726843		0.0068842832		0.0068910178		586		6.92		-0.00		43.2		3.37		7.05

		6		react		1		295		6.92		15.04		10.0		7.05E-03		9.20E-03		9.20E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.89E-03		2.52E-06		0.00E+00		3.37E-03		1.45E-04		5.26E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.30E-07		2.74E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102600433		432.0252247464		1.0001937361		-0.0488871722		-0.0000067344		0.9999726823		0.006884495		0.0068912296		588		6.92		-0.00		43.2		3.37		7.05

		6		react		1		296		6.92		15.04		10.0		7.05E-03		9.20E-03		9.20E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.89E-03		2.52E-06		0.00E+00		3.37E-03		1.45E-04		5.26E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.30E-07		2.74E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102603508		432.0375622466		1.0001937494		-0.0488856987		-0.0000067344		0.9999726804		0.0068847025		0.006891437		590		6.92		-0.00		43.2		3.37		7.05

		6		react		1		297		6.92		15.04		10.0		7.05E-03		9.20E-03		9.20E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.89E-03		2.52E-06		0.00E+00		3.37E-03		1.45E-04		5.27E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.30E-07		2.74E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102606521		432.049647638		1.0001937624		-0.0488842554		-0.0000067344		0.9999726785		0.0068849057		0.0068916403		592		6.92		-0.00		43.2		3.37		7.05

		6		react		1		298		6.92		15.04		10.0		7.05E-03		9.20E-03		9.20E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.89E-03		2.52E-06		0.00E+00		3.37E-03		1.45E-04		5.27E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.30E-07		2.74E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102609472		432.061486059		1.0001937752		-0.0488828418		-0.0000067344		0.9999726766		0.0068851048		0.0068918393		594		6.92		-0.00		43.2		3.37		7.05

		6		react		1		299		6.92		15.04		10.0		7.05E-03		9.20E-03		9.20E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.89E-03		2.52E-06		0.00E+00		3.37E-03		1.45E-04		5.27E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.30E-07		2.74E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102612362		432.073082544		1.0001937877		-0.0488814571		-0.0000067344		0.9999726748		0.0068852998		0.0068920343		596		6.92		-0.00		43.2		3.37		7.05

		6		react		1		300		6.92		15.04		10.0		7.05E-03		9.20E-03		9.20E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.89E-03		2.52E-06		0.00E+00		3.37E-03		1.45E-04		5.27E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.30E-07		2.74E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102615194		432.084442025		1.0001938		-0.0488801008		-0.0000067344		0.999972673		0.0068854908		0.0068922254		598		6.92		-0.00		43.2		3.37		7.05

		6		react		1		301		6.92		15.04		10.0		7.05E-03		9.20E-03		9.20E-03		0.00E+00		3.52E-03		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00		0.00E+00		0.00E+00		3.44E-04		2.16E-03		6.89E-03		2.52E-06		0.00E+00		3.37E-03		1.45E-04		5.27E-06		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		0.00E+00		1.30E-07		2.74E-08		-0.00		-0.16		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-1000.00		-0.70		-1.40		-1.91		-149.17		-1000.00		0.0102617967		432.0955693342		1.000193812		-0.0488787723		-0.0000067344		0.9999726713		0.0068856779		0.0068924125		600		6.92		-0.00		43.2		3.37		7.05
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mmol/kgw  meq/kgw

Conductivity

EC	0	2	4	6	8	10	12	14	16	18	20	22	24	26	28	30	32	34	36	38	40	42	44	46	48	50	52	54	56	58	60	62	64	66	68	70	72	74	76	78	80	82	84	86	88	90	92	94	96	98	100	102	104	106	108	110	112	114	116	118	120	122	124	126	128	130	132	134	136	138	140	142	144	146	148	150	152	154	156	158	160	162	164	166	168	170	172	174	176	178	180	182	184	186	188	190	192	194	196	198	200	202	204	206	208	210	212	214	216	218	220	222	224	226	228	230	232	234	236	238	240	242	244	246	248	250	252	254	256	258	260	262	264	266	268	270	272	274	276	278	280	282	284	286	288	290	292	294	296	298	300	302	304	306	308	310	312	314	316	318	320	322	324	326	328	330	332	334	336	338	340	342	344	346	348	350	352	354	356	358	360	362	364	366	368	370	372	374	376	378	380	382	384	386	388	390	392	394	396	398	400	402	404	406	408	410	412	414	416	418	420	422	424	426	428	430	432	434	436	438	440	442	444	446	448	450	452	454	456	458	460	462	464	466	468	470	472	474	476	478	480	482	484	486	488	490	492	494	496	498	500	502	504	506	508	510	512	514	516	518	520	522	524	526	528	530	532	534	536	538	540	542	544	546	548	550	552	554	556	558	560	562	564	566	568	570	572	574	576	578	580	582	584	586	588	590	592	594	596	598	600	25.399447488400597	25.676054768591872	25.949121396902466	26.218683400245357	26.484776081071196	26.747434073501658	27.006691394575807	27.262581491219986	27.515137283319927	27.764391203235231	28.010375232061698	28.253120932916026	28.492659481490733	28.729021694103132	28.962238053439858	29.192338732181174	29.41935361467041	29.643312316780101	29.864244204112158	30.082178408657505	30.297143844029399	30.509169219375529	30.718283052064301	30.92451367923357	31.127889268281915	31.328437826378384	31.526187209056342	31.721165127958319	31.913399157786209	32.102916742514786	32.289745200914766	32.473911731435606	32.655443416488836	32.834367226172112	33.010710021474019	33.184498556991421	33.355759483194404	33.524519348268868	33.690804599565368	33.854641584681445	34.016056552202983	34.175075652128015	34.331724935996817	34.486030356748032	34.638017768321788	34.787712925029588	34.935141480707223	35.080328987669631	35.22330089548295	35.36408254956924	35.502699189659012	35.639175948105311	35.773537848072081	35.905809801610182	36.036016607632725	36.164182949801592	36.290333394334858	36.414492387747075	36.536684254531608	36.656933194793545	36.775263281844197	36.891698459764164	37.006262540943069	37.118979203604788	37.229871989324991	37.338964300546799	37.446279398104139	37.551840398755488	37.655670272736515	37.757791841336605	37.85822777450359	37.957000588483119	38.054132643496452	38.149646141461453	38.243563123760488	38.335905469059838	38.426694891182997	38.515952937042826	38.603700984633925	38.689960241089452	38.77475174080368	38.858096343624041	38.940014733113763	39.020527414886729	39.099654715018104	39.177416778529974	39.253833567954274	39.328924861975167	39.402710254149227	39.47520915170697	39.546440774434913	39.616424153637837	39.6851781311832	39.752721358627028	39.819072296420686	39.884249213199482	39.948270185151394	40.011153095467584	40.07291563387146	40.133575296228031	40.193149384231539	40.251655005170292	40.30910907176893	40.365528302105659	40.42092921960468	40.475328153101323	40.528741236979776	40.581184411380768	40.632673422479215	40.683223822829575	40.732850971777189	40.781570035934244	40.829395989719842	40.876343615960394	40.922427506550726	40.96766206317276	41.012061498071112	41.055639834883138	41.098410909521945	41.140388371110511	41.181585682965689	41.22201612362916	41.261692787944888	41.300628588180409	41.338836255189918	41.376328339619064	41.413117213147601	41.449215069769558	41.484633927108412	41.519385627766226	41.553481840704684	41.586934062655637	41.619753619561571	41.651951668042031	41.683539196885462	41.714527028565399	41.744925820778874	41.774746068004511	41.803998103081206	41.832692098803619	41.860838069535077	41.888445872833614	41.915525211093851	41.942085633199177	41.968136536186414	41.993687166918811	42.018746623768777	42.043323858306969	42.067427676998122	42.091066742901312	42.114249577374729	42.136984561783024	42.15927993920603	42.181143816149543	42.202584164254645	42.223608822007108	42.244225496444052	42.264441764858496	42.284265076499864	42.303702754270766	42.322836929202865	42.341596880027666	42.359989638359615	42.378022114538119	42.395701099314294	42.413033265531062	42.430025169792273	42.446683254124039	42.46301384762544	42.479023166769608	42.494717321137379	42.510102310838484	42.525184029548889	42.539968266104232	42.554460706080746	42.568666933363083	42.582592431699112	42.59624258624028	42.6096226850687	42.622737920709625	42.635593391629662	42.648194103720002	42.660544971764665	42.672650820894042	42.684516388022637	42.696146323271549	42.707545191375374	42.718717473073056	42.729667566483798	42.740399788465325	42.75091837595793	42.761227487311537	42.771331203596588	42.781233529898934	42.790938396598094	42.800449660630285	42.809771106734132	42.818906448680465	42.827859330486021	42.836633327611359	42.845231948141226	42.853658633950467	42.861916761852889	42.870009644734118	42.877940532668639	42.885712614021465	42.893329016532867	42.900792808388744	42.908106999274018	42.91527454141157	42.922298330585178	42.929181207147295	42.935925957011705	42.942535312631051	42.949011953958966	42.955358509398366	42.961577556733843	42.96767162405051	42.973643190637482	42.979494687877946	42.985228500124364	42.990846965559946	42.9963857871805	43.00181246259978	43.007129236241738	43.012338308655664	43.01744183733269	43.022441937508262	43.027340682951753	43.032140387448486	43.03684278032042	43.041449786298621	43.045963321371516	43.050385263848739	43.054717455017943	43.058961699845739	43.06311976766635	43.067193392858812	43.071184275511499	43.075094082076042	43.078924446008962	43.08267696840268	43.086353218604437	43.089954734825554	43.093483024738177	43.096939566063014	43.100325807145836	43.103643167523011	43.106893038477942	43.110076783586891	43.113195739254721	43.116251215241491	43.119244495179188	43.122176837078307	43.125049473826813	43.127863613677839	43.130620440730553	43.133321115400655	43.135966774882391	43.138558533602719	43.141097483666364	43.143584695292745	43.146021217245043	43.148408077250885	43.15074628241522	43.153036819625811	43.155280655950392	43.157478739027198	43.159631997447306	43.161741341130714	43.163807661694207	43.165831832812714	43.167814710574582	43.169757133828682	43.171659924525628	43.173523888052884	43.17534981356259	43.177138474293741	43.178890627888251	43.180607016700115	43.182288368099464	43.183935394770856	43.185548795004941	43.187129252985287	43.188677439069664	43.190194010064843	43.191679609497648	43.193134867879664	43.194560402966886	43.195956820014892	43.197324712028589	43.198664660006692	43.199977233182793	43.201262989260208	43.202522474643054	43.203756224662712	43.204964763799907	43.206148605901959	43.207308254396217	43.208444202499592	43.209556933423031	Contact time (seconds)

EC (mS/m)

pH	0	2	4	6	8	10	12	14	16	18	20	22	24	26	28	30	32	34	36	38	40	42	44	46	48	50	52	54	56	58	60	62	64	66	68	70	72	74	76	78	80	82	84	86	88	90	92	94	96	98	100	102	104	106	108	110	112	114	116	118	120	122	124	126	128	130	132	134	136	138	140	142	144	146	148	150	152	154	156	158	160	162	164	166	168	170	172	174	176	178	180	182	184	186	188	190	192	194	196	198	200	202	204	206	208	210	212	214	216	218	220	222	224	226	228	230	232	234	236	238	240	242	244	246	248	250	252	254	256	258	260	262	264	266	268	270	272	274	276	278	280	282	284	286	288	290	292	294	296	298	300	302	304	306	308	310	312	314	316	318	320	322	324	326	328	330	332	334	336	338	340	342	344	346	348	350	352	354	356	358	360	362	364	366	368	370	372	374	376	378	380	382	384	386	388	390	392	394	396	398	400	402	404	406	408	410	412	414	416	418	420	422	424	426	428	430	432	434	436	438	440	442	444	446	448	450	452	454	456	458	460	462	464	466	468	470	472	474	476	478	480	482	484	486	488	490	492	494	496	498	500	502	504	506	508	510	512	514	516	518	520	522	524	526	528	530	532	534	536	538	540	542	544	546	548	550	552	554	556	558	560	562	564	566	568	570	572	574	576	578	580	582	584	586	588	590	592	594	596	598	600	6.4600000000000017	6.4674613407183275	6.4747966311636924	6.4820092651339483	6.4891024649624933	6.4960792930660647	6.5029426625630649	6.5096953470540546	6.5163399896432317	6.5228791112710489	6.5293151184206186	6.5356503102539607	6.5418868852282985	6.5480269472374175	6.5540725113186697	6.5600255089620116	6.5658877930539976	6.5716611424864571	6.5773472664566581	6.5829478084833575	6.5884643501607503	6.5938984146704414	6.5992514700695883	6.6045249323718762	6.6097201684364819	6.614838498678794	6.6198811996155689	6.6248495062561004	6.6297446143499759	6.6345676825011575	6.6393198341573161	6.6440021594826542	6.6486157171217748	6.6531615358615124	6.6576406161972725	6.6620539318097345	6.6664024309574259	6.6706870377903105	6.6749086535890489	6.6790681579343572	6.683166409810509	6.6872042486467791	6.6911824953003514	6.6951019529839817	6.6989634081414797	6.7027676312738809	6.706515377719013	6.7102073883869346	6.7138443904536178	6.7174270980151221	6.720956212704281	6.7244324242719289	6.7278564111344332	6.731228840889357	6.7345503708008208	6.737821648256185	6.7410433111954635	6.7442159885148802	6.7473403004459316	6.7504168589111204	6.7534462678576261	6.7564291235700331	6.7593660149631312	6.7622575238558937	6.7651042252275726	6.7679066874568177	6.770665472544767	6.7733811363228806	6.7760542286464274	6.7786852935742896	6.7812748695359186	6.7838234894860703	6.786331681048086	6.7887999666462688	6.7912288636280636	6.7936188843765759	6.7959705364140301	6.7982843224966798	6.800560740701755	6.8028002845068416	6.8050034428622803	6.8071707002569841	6.8093025367780786	6.8113994281648624	6.8134618458574572	6.8154902570404543	6.8174851246820705	6.8194469075690067	6.8213760603374345	6.8232730335004197	6.8251382734720352	6.8269722225884948	6.8287753191265494	6.8305479973194609	6.8322906873706915	6.8340038154656613	6.835687803781715	6.8373430704965408	6.8389700297952034	6.8405690918760262	6.8421406629554626	6.8436851452721283	6.8452029370901473	6.8466944327019572	6.8481600224307249	6.8496000926324578	6.8510150256979792	6.852405200054835	6.8537709901692523	6.8551127665482605	6.8564308957420028	6.8577257403463801	6.8589976590060919	6.8602470064180778	6.8614741333355092	6.8626793865722941	6.8638631090082471	6.865025639594851	6.866167313361748	6.8672884614239287	6.8683894109896713	6.8694704853692734	6.8705320039845486	6.8715742823791492	6.87259763222972	6.8736023613578467	6.8745887737428788	6.8755571695355684	6.8765078450725632	6.8774410928917202	6.8783572017482655	6.87925645663175	6.8801391387838802	6.8810055257170788	6.8818558912338945	6.8826905054471528	6.8835096348008804	6.8843135420919692	6.8851024864925741	6.8858767235731948	6.886636505326468	6.8873820801915882	6.8881136930794078	6.8888315853981208	6.8895359950795561	6.8902271566060485	6.8909053010378285	6.8915706560409653	6.8922234459157892	6.8928638916257858	6.8934922108269436	6.8941086178975226	6.8947133239682099	6.8953065369526705	6.8958884615784291	6.8964592994180718	6.8970192489207669	6.8975685054440499	6.8981072612858529	6.8986357057167904	6.899156063141902	6.8996664020827403	6.9001669049338652	6.9006577511538127	6.9011391172985839	6.9016111770552486	6.9020741012756428	6.9025280580101489	6.9029732125414895	6.9034097273820763	6.9038377624197684	6.9042574748373156	6.9046690191852056	6.9050725474154531	6.9054682089153241	6.9058561505409939	6.9062365166511253	6.9066094491403325	6.9069750874725404	6.9073335687142023	6.9076850275673882	6.9080295964027165	6.9083674052921191	6.9086985820414109	6.9090232522227124	6.9093415392066362	6.9096535641942891	6.9099594462490384	6.9102593023280798	6.9105532473137279	6.9108413940445255	6.9111238533460506	6.9114007340614947	6.9116721430819767	6.9119381853765836	6.9121989640221315	6.9124545802326747	6.9127051333886929	6.9129507210660321	6.9131914390645157	6.9134273814362901	6.9136586405138392	6.9138853069377388	6.9141074696840708	6.9143252160915409	6.9145386318882993	6.9147478012184269	6.9149528066681345	6.9151537292916334	6.9153506486366805	6.9155436427698431	6.9157327883014057	6.9159181604099853	6.9160998328668315	6.9162778780597884	6.9164523670169737	6.9166233694301056	6.9167909536775296	6.9169551868469483	6.9171161347578103	6.9172738619834071	6.9174284318726347	6.9175808258561444	6.917730148900227	6.9178764618855624	6.9180198245255138	6.9181602953869472	6.918297931910752	6.9184327904320337	6.9185649214686311	6.9186943840948443	6.9188212314529078	6.9189455156447481	6.9190672877632036	6.919186597910441	6.9193034952160719	6.9194180278549666	6.9195302430648074	6.919640187163318	6.9197479055652753	6.9198534427991776	6.9199568425236944	6.9200581475438101	6.9201573998267305	6.9202546405174887	6.9203499099543269	6.9204432476838029	6.9205346924756377	6.9206242823373181	6.9207120545284617	6.9207980455749052	6.9208822912825925	6.920964826751189	6.9210456863874832	6.9211249039185336	6.9212025124046104	6.9212785442518969	6.9213530312249754	6.9214260044590796	6.9214974944721472	6.9215675311766462	6.9216361438912042	6.921703361352006	6.9217692117240208	6.9218337226120035	6.9218969210712977	6.921958833618457	6.9220194862416733	6.9220789044109878	6.9221371130883655	6.9221941367375406	6.9222499993337046	6.9223047243730083	6.9223583348818947	6.9224108534262534	6.9224623021204161	6.9225127026359683	6.9225620762104283	6.9226104436557216	6.9226578253665281	6.922704241328467	6.9227497111261282	6.9227942539509471	6.9228378886089432	6.9228806335282984	6.9229225067668008	6.9229635260191529	6.923003708624127	6.9230430715715974	6.9230816315094321	6.9231194047502687	6.9231564072781291	6.9231926547549385	6.9232281625269145	6.9232629456308148	6.9232970188000849	6.9233303964708881	6.9233630927879979	6.9233951216106107	6.9234264965180063	6.9234572308151376	Contact time (seconds)



phreeqc.out
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		Reading input data for simulation 1.

		------------------------------------

				PRINT 

						alkalinity				true     								# prints species that contribute to alkalinity. Default: false 

				SELECTED_OUTPUT

						file				selected.out.txt								# file name for tabulated output

						reset				false    								# overwrites the default true values

						simulation				true     								# prints simulation number

						state				true     								# prints the type of calculation performed

						solution				true  								# prints solution number

						step				true  								# prints reaction step number for batch-reaction 

						ph				true  								# prints pH

						pe				true  								# prints pe

						temperature				true  								# prints temperature (Celsius). 

						alkalinity				true  								# prints alkalinity (eq/kgw) 

						totals				C  C(4) C(-4)  Ca Mg Fe Fe(2) Fe(3) Mn Mn(2) Mn(3)  S S(6) S(-2) P Na Cl                								# element total concentration (mol/kgw) (name from 1st column under _MASTER_SPECIES)

						molalities				O2  CO2  HCO3-  CO3-2  CH4  Ca+2  CaHCO3+  CaCO3  CaSO4  Mg+2  MgHCO3+ MgCO3 MgSO4 SO4-2 H+ OH- 								# species concentration (mol/kgw) (name follows =-sign under SPECIES)

						saturation_indices				Calcite Aragonite  Gypsum  Anhydrite  Dolomite Hydroxyapatite  Pyrite  Siderite  Hematite  Rhodochrosite  Vivianite  O2(g)  CO2(g)  H2O(g)  CH4(g)  H2S(g)  								# SI-values for PHASES

				USER_PUNCH

						headings				Ion_Str  Conduct  Rho   Charge_Err   Charge_Bal   TotWat  Cation  Anion Tot_time

						start

								10		PUNCH MU

								20		PUNCH SC

								25		PUNCH RHO

								30		PUNCH PERCENT_ERROR

								40		PUNCH CHARGE_BALANCE 										# equal to TOTMOLE("charge")

								50		PUNCH TOT("water")

								60		PUNCH CALC_VALUE("Anion") + TOT("charge")										# Cation = Anion + ChargeBalans

								70		PUNCH CALC_VALUE("Anion") 

								80		PUNCH TOTAL_TIME

						end

				CALCULATE_VALUES 						# declaration of procedures (functions)

				Anion						# Calculate Anion concentration from Charge Balance (=Cat-An) and Error (=(Cat-An)/(Cat+An)) 

						start

								10		DELTA = TOT("charge")										# Charge Balance as Concentration (equal to CHARGE_BALANCE / TOT("water")  )

								20		ERROR = PERCENT_ERROR/100										# Error as Fraction

								30		AN = (DELTA/ERROR - DELTA)/2										# Calculate by substitution

								40		SAVE AN										# Algorithm less reliable at very small ERROR value

						end

				SOLUTION				1

						units 				mg/kgs

						redox				O(-2)/O(0)						#  if O2>0 then "O(-2)/O(0)" else if CH4>0 then "C(-4)/C(4)" else "pe"

						density 				1

						water    				1

						pe				4						#  if pe = empty then pe = 4

						temp		10

						O(0)		11

						pH		6.46

						C(-4)		0		as CH4

						S(-2)		0		as H2S

						Ca		80

						Mg		0

						Na		0

						K		0

						Fe		0

						Mn		0

						[N-3]		0		as NH4

						Al		0		ug/kgs

						Ba		0		ug/kgs

						Cd		0		ug/kgs

						Cu		0		ug/kgs

						Pb		0		ug/kgs

						Li		0		ug/kgs

						Sr		0		ug/kgs

						Zn		0		ug/kgs

						Alkalinity		244		as HCO3

						Cl		0

						N(+5)		0		as NO3

						S(+6)		0		as SO4

						F 		0

						Br		0

						P 		0		as PO4

						N(+3)		0		as NO2

						Si		0		as Si

						B		0		ug/kgs as B

				END		# Simulation 1

		-------------------------------------------

		Beginning of initial solution calculations.

		-------------------------------------------

		Initial solution 1.

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				Alkalinity       4.000e-003  4.000e-003

				Ca               1.997e-003  1.997e-003

				O(0)             6.877e-004  6.877e-004

		----------------------------Description of solution----------------------------

		                                       pH  =   6.460    

		                                       pe  =   4.000    

		       Specific Conductance (uS/cm, 10 oC) = 253

		                          Density (g/cm3)  =   1.00001

		                               Volume (L)  =   1.00087

		                        Activity of water  =   1.000

		                           Ionic strength  =  5.888e-003

		                       Mass of water (kg)  =  1.000e+000

		                    Total carbon (mol/kg)  =  7.675e-003

		                       Total CO2 (mol/kg)  =  7.675e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.09

		                               Iterations  =   8

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552625e+001

		---------------------------------Redox couples---------------------------------

				Redox couple             pe  Eh (volts)

				O(-2)/O(0)          15.5028      0.8709

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             3.725e-007  3.467e-007    -6.429    -6.460    -0.031      0.00

		   OH-            9.197e-009  8.482e-009    -8.036    -8.071    -0.035     -4.97

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(4)         7.675e-003

		   HCO3-          3.946e-003  3.652e-003    -2.404    -2.437    -0.034     23.16

		   CO2            3.676e-003  3.681e-003    -2.435    -2.434     0.001     33.63

		   CaHCO3+        5.219e-005  4.835e-005    -4.282    -4.316    -0.033      8.96

		   CaCO3          6.660e-007  6.669e-007    -6.177    -6.176     0.001    -14.66

		   CO3-2          4.669e-007  3.425e-007    -6.331    -6.465    -0.135     -7.33

		Ca           1.997e-003

		   Ca+2           1.944e-003  1.425e-003    -2.711    -2.846    -0.135    -18.31

		   CaHCO3+        5.219e-005  4.835e-005    -4.282    -4.316    -0.033      8.96

		   CaCO3          6.660e-007  6.669e-007    -6.177    -6.176     0.001    -14.66

		   CaOH+          7.385e-010  6.819e-010    -9.132    -9.166    -0.035     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.443e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  4.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            3.946e-003  3.946e-003      1.00

				CaHCO3+          5.219e-005  5.219e-005      1.00

				CaCO3            1.332e-006  6.660e-007      2.00

				CO3-2            9.338e-007  4.669e-007      2.00

				H+              -3.725e-007  3.725e-007     -1.00

				OH-              9.197e-009  9.197e-009      1.00

				CaOH+            7.385e-010  7.385e-010      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -1.06     -9.31   -8.26  CaCO3

				Calcite          -0.90     -9.31   -8.41  CaCO3

				CO2(g)           -1.17     -2.43   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.51     -9.31   -7.80  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 2.

		------------------------------------

				TITLE		Simulation for calculating pe (redox equilibrium)

				USE solution 1

				EQUILIBRIUM_PHASE												# dummy to start final calculation, with identical water quality

				SAVE SOLUTION 1

				END		# Simulation 2

		-----

		TITLE

		-----

				Simulation for calculating pe (redox equilibrium)

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 1.

		Using pure phase assemblage 1.

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                7.675e-003  7.675e-003

				Ca               1.997e-003  1.997e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.460      Charge balance

		                                       pe  =  15.503      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 253

		                          Density (g/cm3)  =   1.00001

		                               Volume (L)  =   1.00087

		                        Activity of water  =   1.000

		                           Ionic strength  =  5.888e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  4.000e-003

		                       Total CO2 (mol/kg)  =  7.675e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.09

		                               Iterations  =  17

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552625e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             3.725e-007  3.467e-007    -6.429    -6.460    -0.031      0.00

		   OH-            9.197e-009  8.482e-009    -8.036    -8.071    -0.035     -4.97

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.647  -151.646     0.001     32.22

		C(4)         7.675e-003

		   HCO3-          3.946e-003  3.652e-003    -2.404    -2.437    -0.034     23.16

		   CO2            3.676e-003  3.681e-003    -2.435    -2.434     0.001     33.63

		   CaHCO3+        5.219e-005  4.835e-005    -4.282    -4.316    -0.033      8.96

		   CaCO3          6.660e-007  6.669e-007    -6.177    -6.176     0.001    -14.66

		   CO3-2          4.669e-007  3.425e-007    -6.331    -6.465    -0.135     -7.33

		Ca           1.997e-003

		   Ca+2           1.944e-003  1.425e-003    -2.711    -2.846    -0.135    -18.31

		   CaHCO3+        5.219e-005  4.835e-005    -4.282    -4.316    -0.033      8.96

		   CaCO3          6.660e-007  6.669e-007    -6.177    -6.176     0.001    -14.66

		   CaOH+          7.385e-010  6.819e-010    -9.132    -9.166    -0.035     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.443e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  4.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            3.946e-003  3.946e-003      1.00

				CaHCO3+          5.219e-005  5.219e-005      1.00

				CaCO3            1.332e-006  6.660e-007      2.00

				CO3-2            9.338e-007  4.669e-007      2.00

				H+              -3.725e-007  3.725e-007     -1.00

				OH-              9.197e-009  9.197e-009      1.00

				CaOH+            7.385e-010  7.385e-010      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -1.06     -9.31   -8.26  CaCO3

				Calcite          -0.90     -9.31   -8.41  CaCO3

				CH4(g)         -148.94   -151.65   -2.71  CH4

				CO2(g)           -1.17     -2.43   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.51     -9.31   -7.80  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 3.

		------------------------------------

				TITLE		Simulation for calculating CalciumCarbonate Precipitation Potential

				USE solution 1

				EQUILIBRIUM_PHASE

						Calcite

				END		# Simulation 3

		-----

		TITLE

		-----

				Simulation for calculating CalciumCarbonate Precipitation Potential

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 1.		Solution after simulation 2.

		Using pure phase assemblage 1.

		-------------------------------Phase assemblage--------------------------------

		                                                      Moles in assemblage

		Phase               SI  log IAP  log K(T, P)   Initial       Final       Delta

		Calcite          -0.00    -8.41     -8.41   1.000e+001  9.998e+000 -1.528e-003

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.204e-003  9.203e-003

				Ca               3.525e-003  3.525e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.925      Charge balance

		                                       pe  =  15.038      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 432

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.028e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.057e-003

		                       Total CO2 (mol/kg)  =  9.204e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   5

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553084e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.300e-007  1.189e-007    -6.886    -6.925    -0.039      0.00

		   OH-            2.746e-008  2.474e-008    -7.561    -7.607    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.880  -151.879     0.001     32.22

		C(4)         9.204e-003

		   HCO3-          6.896e-003  6.249e-003    -2.161    -2.204    -0.043     23.20

		   CO2            2.154e-003  2.159e-003    -2.667    -2.666     0.001     33.63

		   CaHCO3+        1.454e-004  1.320e-004    -3.837    -3.879    -0.042      8.98

		   CaCO3          5.298e-006  5.311e-006    -5.276    -5.275     0.001    -14.66

		   CO3-2          2.536e-006  1.709e-006    -5.596    -5.767    -0.171     -7.24

		Ca           3.525e-003

		   Ca+2           3.375e-003  2.273e-003    -2.472    -2.643    -0.172    -18.25

		   CaHCO3+        1.454e-004  1.320e-004    -3.837    -3.879    -0.042      8.98

		   CaCO3          5.298e-006  5.311e-006    -5.276    -5.275     0.001    -14.66

		   CaOH+          3.514e-009  3.173e-009    -8.454    -8.498    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.057e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.896e-003  6.896e-003      1.00

				CaHCO3+          1.454e-004  1.454e-004      1.00

				CaCO3            1.060e-005  5.298e-006      2.00

				CO3-2            5.072e-006  2.536e-006      2.00

				H+              -1.300e-007  1.300e-007     -1.00

				OH-              2.746e-008  2.746e-008      1.00

				CaOH+            3.514e-009  3.514e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.67   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 4.

		------------------------------------

				TITLE		Simulation for calculating Buffer Capacity (dpH after 0.01 mmol/kgw HCl) and pH stability (dpH after 0.1 mmol/kgw HCl)

				USE solution 1

				REACTION

						HCl

						0.01   0.10  millimoles										# solution composition after 2 dosing steps

						INCREMENTAL_REACTIONS false

				END		# Simulation 4

		-----

		TITLE

		-----

				Simulation for calculating Buffer Capacity (dpH after 0.01 mmol/kgw HCl) and pH stability (dpH after 0.1 mmol/kgw HCl)

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 1.		Solution after simulation 2.

		Using reaction 1.

		Reaction 1.

				 1.000e-005 moles of the following reaction have been added:

				                 Relative

				Reactant            moles

				HCl                  1.00000

				                 Relative

				Element             moles

				Cl                   1.00000

				H                    1.00000

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                7.675e-003  7.675e-003

				Ca               1.997e-003  1.997e-003

				Cl               1.000e-005  1.000e-005

		----------------------------Description of solution----------------------------

		                                       pH  =   6.458      Charge balance

		                                       pe  =  15.505      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 254

		                          Density (g/cm3)  =   1.00001

		                               Volume (L)  =   1.00087

		                        Activity of water  =   1.000

		                           Ionic strength  =  5.888e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  3.990e-003

		                       Total CO2 (mol/kg)  =  7.675e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.09

		                               Iterations  =   2

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552625e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             3.745e-007  3.486e-007    -6.427    -6.458    -0.031      0.00

		   OH-            9.149e-009  8.438e-009    -8.039    -8.074    -0.035     -4.97

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.645  -151.645     0.001     32.22

		C(4)         7.675e-003

		   HCO3-          3.936e-003  3.643e-003    -2.405    -2.439    -0.034     23.16

		   CO2            3.686e-003  3.691e-003    -2.433    -2.433     0.001     33.63

		   CaHCO3+        5.206e-005  4.823e-005    -4.283    -4.317    -0.033      8.96

		   CaCO3          6.609e-007  6.618e-007    -6.180    -6.179     0.001    -14.66

		   CO3-2          4.633e-007  3.398e-007    -6.334    -6.469    -0.135     -7.33

		Ca           1.997e-003

		   Ca+2           1.944e-003  1.425e-003    -2.711    -2.846    -0.135    -18.31

		   CaHCO3+        5.206e-005  4.823e-005    -4.283    -4.317    -0.033      8.96

		   CaCO3          6.609e-007  6.618e-007    -6.180    -6.179     0.001    -14.66

		   CaOH+          7.347e-010  6.784e-010    -9.134    -9.168    -0.035     (0)  

		Cl           1.000e-005

		   Cl-            1.000e-005  9.227e-006    -5.000    -5.035    -0.035     17.41

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.443e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  3.990e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            3.936e-003  3.936e-003      1.00

				CaHCO3+          5.206e-005  5.206e-005      1.00

				CaCO3            1.322e-006  6.609e-007      2.00

				CO3-2            9.267e-007  4.633e-007      2.00

				H+              -3.745e-007  3.745e-007     -1.00

				OH-              9.149e-009  9.149e-009      1.00

				CaOH+            7.347e-010  7.347e-010      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -1.06     -9.31   -8.26  CaCO3

				Calcite          -0.90     -9.31   -8.41  CaCO3

				CH4(g)         -148.94   -151.64   -2.71  CH4

				CO2(g)           -1.17     -2.43   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.51     -9.31   -7.80  CaCO3

		Reaction step 2.

		Using solution 1.		Solution after simulation 2.

		Using reaction 1.

		Reaction 1.

				 1.000e-004 moles of the following reaction have been added:

				                 Relative

				Reactant            moles

				HCl                  1.00000

				                 Relative

				Element             moles

				Cl                   1.00000

				H                    1.00000

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                7.675e-003  7.675e-003

				Ca               1.997e-003  1.997e-003

				Cl               1.000e-004  1.000e-004

		----------------------------Description of solution----------------------------

		                                       pH  =   6.437      Charge balance

		                                       pe  =  15.525      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 256

		                          Density (g/cm3)  =   1.00001

		                               Volume (L)  =   1.00087

		                        Activity of water  =   1.000

		                           Ionic strength  =  5.891e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  3.900e-003

		                       Total CO2 (mol/kg)  =  7.675e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.09

		                               Iterations  =   3

		                                  Total H  = 1.110165e+002

		                                  Total O  = 5.552625e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             3.925e-007  3.653e-007    -6.406    -6.437    -0.031      0.00

		   OH-            8.730e-009  8.052e-009    -8.059    -8.094    -0.035     -4.97

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.635  -151.634     0.001     32.22

		C(4)         7.675e-003

		   HCO3-          3.847e-003  3.561e-003    -2.415    -2.448    -0.034     23.16

		   CO2            3.775e-003  3.781e-003    -2.423    -2.422     0.001     33.63

		   CaHCO3+        5.092e-005  4.717e-005    -4.293    -4.326    -0.033      8.96

		   CaCO3          6.168e-007  6.176e-007    -6.210    -6.209     0.001    -14.66

		   CO3-2          4.322e-007  3.170e-007    -6.364    -6.499    -0.135     -7.33

		Ca           1.997e-003

		   Ca+2           1.945e-003  1.426e-003    -2.711    -2.846    -0.135    -18.31

		   CaHCO3+        5.092e-005  4.717e-005    -4.293    -4.326    -0.033      8.96

		   CaCO3          6.168e-007  6.176e-007    -6.210    -6.209     0.001    -14.66

		   CaOH+          7.014e-010  6.477e-010    -9.154    -9.189    -0.035     (0)  

		Cl           1.000e-004

		   Cl-            1.000e-004  9.227e-005    -4.000    -4.035    -0.035     17.41

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.443e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  3.900e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            3.847e-003  3.847e-003      1.00

				CaHCO3+          5.092e-005  5.092e-005      1.00

				CaCO3            1.234e-006  6.168e-007      2.00

				CO3-2            8.643e-007  4.322e-007      2.00

				H+              -3.925e-007  3.925e-007     -1.00

				OH-              8.730e-009  8.730e-009      1.00

				CaOH+            7.014e-010  7.014e-010      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -1.09     -9.34   -8.26  CaCO3

				Calcite          -0.93     -9.34   -8.41  CaCO3

				CH4(g)         -148.93   -151.63   -2.71  CH4

				CO2(g)           -1.16     -2.42   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.54     -9.34   -7.80  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 5.

		------------------------------------

				TITLE		Simulation for calculating CalciumCarbonate Precipitation Potential at 60 and 90 C

				USE solution 1

				REACTION_TEMPERATURE 

						60  90 										# solution composition is calculated for the 2 listed temperatures (C) 

				EQUILIBRIUM_PHASE

						Calcite

				END		# Simulation 5

		-----

		TITLE

		-----

				Simulation for calculating CalciumCarbonate Precipitation Potential at 60 and 90 C

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 1.		Solution after simulation 2.

		Using pure phase assemblage 1.

		Using temperature 1.

		-------------------------------Phase assemblage--------------------------------

		                                                      Moles in assemblage

		Phase               SI  log IAP  log K(T, P)   Initial       Final       Delta

		Calcite           0.00    -8.76     -8.76   1.000e+001  9.999e+000 -6.631e-004

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.338e-003  8.338e-003

				Ca               2.660e-003  2.660e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.481      Charge balance

		                                       pe  =  11.579      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 60 oC) = 907

		                          Density (g/cm3)  =   0.98359

		                               Volume (L)  =   1.01767

		                        Activity of water  =   1.000

		                           Ionic strength  =  7.663e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.326e-003

		                       Total CO2 (mol/kg)  =  8.338e-003

		                      Temperature (deg C)  =  60.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.07

		                               Iterations  =  40

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552824e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             3.606e-007  3.306e-007    -6.443    -6.481    -0.038      0.00

		   OH-            3.227e-007  2.920e-007    -6.491    -6.535    -0.043     -3.87

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.32

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -127.059  -127.058     0.001     32.22

		C(4)         8.338e-003

		   HCO3-          5.159e-003  4.691e-003    -2.287    -2.329    -0.041     25.92

		   CO2            3.021e-003  3.026e-003    -2.520    -2.519     0.001     23.63

		   CaHCO3+        1.492e-004  1.359e-004    -3.826    -3.867    -0.041     10.49

		   CaCO3          7.775e-006  7.788e-006    -5.109    -5.109     0.001    -14.51

		   CO3-2          1.490e-006  1.019e-006    -5.827    -5.992    -0.165     -7.02

		Ca           2.660e-003

		   Ca+2           2.503e-003  1.710e-003    -2.602    -2.767    -0.165    -18.13

		   CaHCO3+        1.492e-004  1.359e-004    -3.826    -3.867    -0.041     10.49

		   CaCO3          7.775e-006  7.788e-006    -5.109    -5.109     0.001    -14.51

		   CaOH+          9.469e-010  8.583e-010    -9.024    -9.066    -0.043     (0)  

		H(0)         7.869e-040

		   H2             3.935e-040  3.942e-040   -39.405   -39.404     0.001     28.58

		O(0)         6.877e-004

		   O2             3.439e-004  3.445e-004    -3.464    -3.463     0.001     32.38

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.326e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.159e-003  5.159e-003      1.00

				CaHCO3+          1.492e-004  1.492e-004      1.00

				CaCO3            1.555e-005  7.775e-006      2.00

				CO3-2            2.981e-006  1.490e-006      2.00

				H+              -3.606e-007  3.606e-007     -1.00

				OH-              3.227e-007  3.227e-007      1.00

				CaOH+            9.469e-010  9.469e-010      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(333 K,   1 atm)

				Aragonite        -0.12     -8.76   -8.64  CaCO3

				Calcite           0.00     -8.76   -8.76  CaCO3

				CH4(g)         -124.04   -127.06   -3.02  CH4

				CO2(g)           -0.75     -2.52   -1.77  CO2

				H2(g)           -36.27    -39.40   -3.14  H2

				H2O(g)           -0.71     -0.00    0.71  H2O

				O2(g)            -0.40     -3.46   -3.06  O2

				Vaterite         -0.48     -8.76   -8.28  CaCO3

		Reaction step 2.

		Using solution 1.		Solution after simulation 2.

		Using pure phase assemblage 1.

		Using temperature 1.

		-------------------------------Phase assemblage--------------------------------

		                                                      Moles in assemblage

		Phase               SI  log IAP  log K(T, P)   Initial       Final       Delta

		Calcite          -0.00    -9.12     -9.12   1.000e+001  1.000e+001  2.217e-005

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                7.653e-003  7.653e-003

				Ca               1.975e-003  1.975e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.354      Charge balance

		                                       pe  =   9.880      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 90 oC) = 1006

		                          Density (g/cm3)  =   0.96564

		                               Volume (L)  =   1.03648

		                        Activity of water  =   1.000

		                           Ionic strength  =  5.699e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  3.956e-003

		                       Total CO2 (mol/kg)  =  7.653e-003

		                      Temperature (deg C)  =  90.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.09

		                               Iterations  =  56

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552619e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   OH-            9.753e-007  8.884e-007    -6.011    -6.051    -0.041     -5.12

		   H+             4.813e-007  4.431e-007    -6.318    -6.354    -0.036      0.00

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.66

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -115.747  -115.747     0.001     32.22

		C(4)         7.653e-003

		   HCO3-          3.835e-003  3.507e-003    -2.416    -2.455    -0.039     25.28

		   CO2            3.707e-003  3.712e-003    -2.431    -2.430     0.001     21.33

		   CaHCO3+        1.017e-004  9.313e-005    -3.993    -4.031    -0.038     10.62

		   CaCO3          8.528e-006  8.539e-006    -5.069    -5.069     0.001    -14.45

		   CO3-2          8.291e-007  5.800e-007    -6.081    -6.237    -0.155    -13.63

		Ca           1.975e-003

		   Ca+2           1.864e-003  1.303e-003    -2.729    -2.885    -0.156    -19.05

		   CaHCO3+        1.017e-004  9.313e-005    -3.993    -4.031    -0.038     10.62

		   CaCO3          8.528e-006  8.539e-006    -5.069    -5.069     0.001    -14.45

		   CaOH+          5.350e-010  4.879e-010    -9.272    -9.312    -0.040     (0)  

		H(0)         2.839e-036

		   H2             1.419e-036  1.421e-036   -35.848   -35.847     0.001     28.57

		O(0)         6.877e-004

		   O2             3.439e-004  3.443e-004    -3.464    -3.463     0.001     33.54

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  3.956e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            3.835e-003  3.835e-003      1.00

				CaHCO3+          1.017e-004  1.017e-004      1.00

				CaCO3            1.706e-005  8.528e-006      2.00

				CO3-2            1.658e-006  8.291e-007      2.00

				OH-              9.753e-007  9.753e-007      1.00

				H+              -4.813e-007  4.813e-007     -1.00

				CaOH+            5.350e-010  5.350e-010      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(363 K,   1 atm)

				Aragonite        -0.11     -9.12   -9.02  CaCO3

				Calcite          -0.00     -9.12   -9.12  CaCO3

				CH4(g)         -112.68   -115.75   -3.07  CH4

				CO2(g)           -0.51     -2.43   -1.92  CO2

				H2(g)           -32.73    -35.85   -3.12  H2

				H2O(g)           -0.16     -0.00    0.16  H2O

				O2(g)            -0.35     -3.46   -3.11  O2

				Vaterite         -0.43     -9.12   -8.70  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 6.

		------------------------------------

				USE solution 1

				KINETICS 1

						 Calcite										# rate name (must be defined in RATES)

						 formula CaCO3 1.0										# reactant's elements and stoichiometric factor (default 1.0) 

						 m0 1.0										# initial reactant moles (constant). Default: 1.0 mole

						 parms		900		0.67						# parm(1) = Area/Volume, dm^2/L   parm(2) = exponent for M/M0 for surface area correction

						 steps		0		 300*2						# Time steps over which to integrate the rate expressions (seconds)

				INCREMENTAL_REACTIONS

				END		# Simulation 6										# last END is optional (EndOfFile=END)

		-----------------------------------------

		Beginning of batch-reaction calculations.

		-----------------------------------------

		Reaction step 1.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 0 seconds  (Incremented time: 0 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -0.000e+000  1.000e+000   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                7.675e-003  7.675e-003

				Ca               1.997e-003  1.997e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.460      Charge balance

		                                       pe  =  15.503      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 253

		                          Density (g/cm3)  =   1.00001

		                               Volume (L)  =   1.00087

		                        Activity of water  =   1.000

		                           Ionic strength  =  5.888e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  4.000e-003

		                       Total CO2 (mol/kg)  =  7.675e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.09

		                               Iterations  =   0

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552625e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             3.725e-007  3.467e-007    -6.429    -6.460    -0.031      0.00

		   OH-            9.197e-009  8.482e-009    -8.036    -8.071    -0.035     -4.97

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.647  -151.646     0.001     32.22

		C(4)         7.675e-003

		   HCO3-          3.946e-003  3.652e-003    -2.404    -2.437    -0.034     23.16

		   CO2            3.676e-003  3.681e-003    -2.435    -2.434     0.001     33.63

		   CaHCO3+        5.219e-005  4.835e-005    -4.282    -4.316    -0.033      8.96

		   CaCO3          6.660e-007  6.669e-007    -6.177    -6.176     0.001    -14.66

		   CO3-2          4.669e-007  3.425e-007    -6.331    -6.465    -0.135     -7.33

		Ca           1.997e-003

		   Ca+2           1.944e-003  1.425e-003    -2.711    -2.846    -0.135    -18.31

		   CaHCO3+        5.219e-005  4.835e-005    -4.282    -4.316    -0.033      8.96

		   CaCO3          6.660e-007  6.669e-007    -6.177    -6.176     0.001    -14.66

		   CaOH+          7.385e-010  6.819e-010    -9.132    -9.166    -0.035     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.443e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  4.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            3.946e-003  3.946e-003      1.00

				CaHCO3+          5.219e-005  5.219e-005      1.00

				CaCO3            1.332e-006  6.660e-007      2.00

				CO3-2            9.338e-007  4.669e-007      2.00

				H+              -3.725e-007  3.725e-007     -1.00

				OH-              9.197e-009  9.197e-009      1.00

				CaOH+            7.385e-010  7.385e-010      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -1.06     -9.31   -8.26  CaCO3

				Calcite          -0.90     -9.31   -8.41  CaCO3

				CH4(g)         -148.94   -151.65   -2.71  CH4

				CO2(g)           -1.17     -2.43   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.51     -9.31   -7.80  CaCO3

		Reaction step 2.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 2 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.303e-005  1.000e+000   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                7.698e-003  7.698e-003

				Ca               2.020e-003  2.020e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.467      Charge balance

		                                       pe  =  15.495      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 256

		                          Density (g/cm3)  =   1.00001

		                               Volume (L)  =   1.00087

		                        Activity of water  =   1.000

		                           Ionic strength  =  5.955e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  4.046e-003

		                       Total CO2 (mol/kg)  =  7.698e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.08

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552632e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             3.663e-007  3.408e-007    -6.436    -6.467    -0.031      0.00

		   OH-            9.360e-009  8.629e-009    -8.029    -8.064    -0.035     -4.97

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.649  -151.649     0.001     32.22

		C(4)         7.698e-003

		   HCO3-          3.991e-003  3.692e-003    -2.399    -2.433    -0.034     23.16

		   CO2            3.653e-003  3.658e-003    -2.437    -2.437     0.001     33.63

		   CaHCO3+        5.330e-005  4.935e-005    -4.273    -4.307    -0.033      8.96

		   CaCO3          6.916e-007  6.926e-007    -6.160    -6.160     0.001    -14.66

		   CO3-2          4.810e-007  3.522e-007    -6.318    -6.453    -0.135     -7.32

		Ca           2.020e-003

		   Ca+2           1.966e-003  1.439e-003    -2.706    -2.842    -0.136    -18.31

		   CaHCO3+        5.330e-005  4.935e-005    -4.273    -4.307    -0.033      8.96

		   CaCO3          6.916e-007  6.926e-007    -6.160    -6.160     0.001    -14.66

		   CaOH+          7.589e-010  7.005e-010    -9.120    -9.155    -0.035     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.443e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  4.046e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            3.991e-003  3.991e-003      1.00

				CaHCO3+          5.330e-005  5.330e-005      1.00

				CaCO3            1.383e-006  6.916e-007      2.00

				CO3-2            9.619e-007  4.810e-007      2.00

				H+              -3.663e-007  3.663e-007     -1.00

				OH-              9.360e-009  9.360e-009      1.00

				CaOH+            7.589e-010  7.589e-010      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -1.04     -9.30   -8.26  CaCO3

				Calcite          -0.88     -9.30   -8.41  CaCO3

				CH4(g)         -148.94   -151.65   -2.71  CH4

				CO2(g)           -1.17     -2.44   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.49     -9.30   -7.80  CaCO3

		Reaction step 3.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 4 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.276e-005  1.000e+000   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                7.721e-003  7.721e-003

				Ca               2.042e-003  2.042e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.475      Charge balance

		                                       pe  =  15.488      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 259

		                          Density (g/cm3)  =   1.00001

		                               Volume (L)  =   1.00087

		                        Activity of water  =   1.000

		                           Ionic strength  =  6.021e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  4.092e-003

		                       Total CO2 (mol/kg)  =  7.721e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.08

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552639e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             3.603e-007  3.351e-007    -6.443    -6.475    -0.031      0.00

		   OH-            9.524e-009  8.776e-009    -8.021    -8.057    -0.035     -4.97

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.652  -151.652     0.001     32.22

		C(4)         7.721e-003

		   HCO3-          4.035e-003  3.731e-003    -2.394    -2.428    -0.034     23.16

		   CO2            3.630e-003  3.635e-003    -2.440    -2.440     0.001     33.63

		   CaHCO3+        5.440e-005  5.036e-005    -4.264    -4.298    -0.034      8.96

		   CaCO3          7.177e-007  7.187e-007    -6.144    -6.143     0.001    -14.66

		   CO3-2          4.952e-007  3.621e-007    -6.305    -6.441    -0.136     -7.32

		Ca           2.042e-003

		   Ca+2           1.987e-003  1.452e-003    -2.702    -2.838    -0.136    -18.31

		   CaHCO3+        5.440e-005  5.036e-005    -4.264    -4.298    -0.034      8.96

		   CaCO3          7.177e-007  7.187e-007    -6.144    -6.143     0.001    -14.66

		   CaOH+          7.794e-010  7.192e-010    -9.108    -9.143    -0.035     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.443e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  4.092e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            4.035e-003  4.035e-003      1.00

				CaHCO3+          5.440e-005  5.440e-005      1.00

				CaCO3            1.435e-006  7.177e-007      2.00

				CO3-2            9.903e-007  4.952e-007      2.00

				H+              -3.603e-007  3.603e-007     -1.00

				OH-              9.524e-009  9.524e-009      1.00

				CaOH+            7.794e-010  7.794e-010      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -1.02     -9.28   -8.26  CaCO3

				Calcite          -0.87     -9.28   -8.41  CaCO3

				CH4(g)         -148.95   -151.65   -2.71  CH4

				CO2(g)           -1.17     -2.44   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.48     -9.28   -7.80  CaCO3

		Reaction step 4.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 6 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.249e-005  9.999e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                7.743e-003  7.743e-003

				Ca               2.065e-003  2.065e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.482      Charge balance

		                                       pe  =  15.481      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 262

		                          Density (g/cm3)  =   1.00001

		                               Volume (L)  =   1.00087

		                        Activity of water  =   1.000

		                           Ionic strength  =  6.086e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  4.137e-003

		                       Total CO2 (mol/kg)  =  7.743e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.08

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552646e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             3.545e-007  3.296e-007    -6.450    -6.482    -0.032      0.00

		   OH-            9.687e-009  8.923e-009    -8.014    -8.049    -0.036     -4.97

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.655  -151.654     0.001     32.22

		C(4)         7.743e-003

		   HCO3-          4.079e-003  3.771e-003    -2.389    -2.424    -0.034     23.16

		   CO2            3.607e-003  3.613e-003    -2.443    -2.442     0.001     33.63

		   CaHCO3+        5.550e-005  5.135e-005    -4.256    -4.289    -0.034      8.96

		   CaCO3          7.441e-007  7.452e-007    -6.128    -6.128     0.001    -14.66

		   CO3-2          5.095e-007  3.720e-007    -6.293    -6.429    -0.137     -7.32

		Ca           2.065e-003

		   Ca+2           2.009e-003  1.466e-003    -2.697    -2.834    -0.137    -18.31

		   CaHCO3+        5.550e-005  5.135e-005    -4.256    -4.289    -0.034      8.96

		   CaCO3          7.441e-007  7.452e-007    -6.128    -6.128     0.001    -14.66

		   CaOH+          8.001e-010  7.380e-010    -9.097    -9.132    -0.035     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.443e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  4.137e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            4.079e-003  4.079e-003      1.00

				CaHCO3+          5.550e-005  5.550e-005      1.00

				CaCO3            1.488e-006  7.441e-007      2.00

				CO3-2            1.019e-006  5.095e-007      2.00

				H+              -3.545e-007  3.545e-007     -1.00

				OH-              9.687e-009  9.687e-009      1.00

				CaOH+            8.001e-010  8.001e-010      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -1.01     -9.26   -8.26  CaCO3

				Calcite          -0.85     -9.26   -8.41  CaCO3

				CH4(g)         -148.95   -151.65   -2.71  CH4

				CO2(g)           -1.18     -2.44   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.46     -9.26   -7.80  CaCO3

		Reaction step 5.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 8 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.222e-005  9.999e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                7.765e-003  7.765e-003

				Ca               2.087e-003  2.087e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.489      Charge balance

		                                       pe  =  15.474      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 264

		                          Density (g/cm3)  =   1.00002

		                               Volume (L)  =   1.00087

		                        Activity of water  =   1.000

		                           Ionic strength  =  6.150e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  4.181e-003

		                       Total CO2 (mol/kg)  =  7.765e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.08

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552653e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             3.488e-007  3.243e-007    -6.457    -6.489    -0.032      0.00

		   OH-            9.850e-009  9.070e-009    -8.007    -8.042    -0.036     -4.97

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.658  -151.657     0.001     32.22

		C(4)         7.765e-003

		   HCO3-          4.122e-003  3.809e-003    -2.385    -2.419    -0.034     23.17

		   CO2            3.585e-003  3.590e-003    -2.445    -2.445     0.001     33.63

		   CaHCO3+        5.659e-005  5.235e-005    -4.247    -4.281    -0.034      8.96

		   CaCO3          7.710e-007  7.721e-007    -6.113    -6.112     0.001    -14.66

		   CO3-2          5.239e-007  3.820e-007    -6.281    -6.418    -0.137     -7.32

		Ca           2.087e-003

		   Ca+2           2.030e-003  1.479e-003    -2.693    -2.830    -0.137    -18.31

		   CaHCO3+        5.659e-005  5.235e-005    -4.247    -4.281    -0.034      8.96

		   CaCO3          7.710e-007  7.721e-007    -6.113    -6.112     0.001    -14.66

		   CaOH+          8.209e-010  7.569e-010    -9.086    -9.121    -0.035     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.444e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  4.181e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            4.122e-003  4.122e-003      1.00

				CaHCO3+          5.659e-005  5.659e-005      1.00

				CaCO3            1.542e-006  7.710e-007      2.00

				CO3-2            1.048e-006  5.239e-007      2.00

				H+              -3.488e-007  3.488e-007     -1.00

				OH-              9.850e-009  9.850e-009      1.00

				CaOH+            8.209e-010  8.209e-010      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.99     -9.25   -8.26  CaCO3

				Calcite          -0.84     -9.25   -8.41  CaCO3

				CH4(g)         -148.95   -151.66   -2.71  CH4

				CO2(g)           -1.18     -2.44   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.45     -9.25   -7.80  CaCO3

		Reaction step 6.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 10 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.195e-005  9.999e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                7.787e-003  7.787e-003

				Ca               2.109e-003  2.109e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.496      Charge balance

		                                       pe  =  15.467      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 267

		                          Density (g/cm3)  =   1.00002

		                               Volume (L)  =   1.00087

		                        Activity of water  =   1.000

		                           Ionic strength  =  6.214e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  4.225e-003

		                       Total CO2 (mol/kg)  =  7.787e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.08

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552659e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             3.434e-007  3.191e-007    -6.464    -6.496    -0.032      0.00

		   OH-            1.001e-008  9.217e-009    -7.999    -8.035    -0.036     -4.97

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.660  -151.660     0.001     32.22

		C(4)         7.787e-003

		   HCO3-          4.165e-003  3.847e-003    -2.380    -2.415    -0.034     23.17

		   CO2            3.563e-003  3.569e-003    -2.448    -2.448     0.001     33.63

		   CaHCO3+        5.768e-005  5.334e-005    -4.239    -4.273    -0.034      8.96

		   CaCO3          7.983e-007  7.994e-007    -6.098    -6.097     0.001    -14.66

		   CO3-2          5.385e-007  3.921e-007    -6.269    -6.407    -0.138     -7.32

		Ca           2.109e-003

		   Ca+2           2.051e-003  1.492e-003    -2.688    -2.826    -0.138    -18.31

		   CaHCO3+        5.768e-005  5.334e-005    -4.239    -4.273    -0.034      8.96

		   CaCO3          7.983e-007  7.994e-007    -6.098    -6.097     0.001    -14.66

		   CaOH+          8.419e-010  7.759e-010    -9.075    -9.110    -0.035     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.444e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  4.225e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            4.165e-003  4.165e-003      1.00

				CaHCO3+          5.768e-005  5.768e-005      1.00

				CaCO3            1.597e-006  7.983e-007      2.00

				CO3-2            1.077e-006  5.385e-007      2.00

				H+              -3.434e-007  3.434e-007     -1.00

				OH-              1.001e-008  1.001e-008      1.00

				CaOH+            8.419e-010  8.419e-010      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.98     -9.23   -8.26  CaCO3

				Calcite          -0.82     -9.23   -8.41  CaCO3

				CH4(g)         -148.95   -151.66   -2.71  CH4

				CO2(g)           -1.18     -2.45   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.43     -9.23   -7.80  CaCO3

		Reaction step 7.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 12 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.168e-005  9.999e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                7.809e-003  7.809e-003

				Ca               2.131e-003  2.131e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.503      Charge balance

		                                       pe  =  15.460      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 270

		                          Density (g/cm3)  =   1.00002

		                               Volume (L)  =   1.00087

		                        Activity of water  =   1.000

		                           Ionic strength  =  6.277e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  4.268e-003

		                       Total CO2 (mol/kg)  =  7.809e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.08

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552666e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             3.381e-007  3.141e-007    -6.471    -6.503    -0.032      0.00

		   OH-            1.018e-008  9.364e-009    -7.992    -8.029    -0.036     -4.97

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.663  -151.662     0.001     32.22

		C(4)         7.809e-003

		   HCO3-          4.207e-003  3.885e-003    -2.376    -2.411    -0.035     23.17

		   CO2            3.542e-003  3.547e-003    -2.451    -2.450     0.001     33.63

		   CaHCO3+        5.877e-005  5.432e-005    -4.231    -4.265    -0.034      8.97

		   CaCO3          8.260e-007  8.272e-007    -6.083    -6.082     0.001    -14.66

		   CO3-2          5.532e-007  4.022e-007    -6.257    -6.396    -0.138     -7.32

		Ca           2.131e-003

		   Ca+2           2.071e-003  1.505e-003    -2.684    -2.822    -0.139    -18.31

		   CaHCO3+        5.877e-005  5.432e-005    -4.231    -4.265    -0.034      8.97

		   CaCO3          8.260e-007  8.272e-007    -6.083    -6.082     0.001    -14.66

		   CaOH+          8.630e-010  7.951e-010    -9.064    -9.100    -0.036     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.444e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  4.268e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            4.207e-003  4.207e-003      1.00

				CaHCO3+          5.877e-005  5.877e-005      1.00

				CaCO3            1.652e-006  8.260e-007      2.00

				CO3-2            1.106e-006  5.532e-007      2.00

				H+              -3.381e-007  3.381e-007     -1.00

				OH-              1.018e-008  1.018e-008      1.00

				CaOH+            8.630e-010  8.630e-010      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.96     -9.22   -8.26  CaCO3

				Calcite          -0.81     -9.22   -8.41  CaCO3

				CH4(g)         -148.96   -151.66   -2.71  CH4

				CO2(g)           -1.18     -2.45   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.42     -9.22   -7.80  CaCO3

		Reaction step 8.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 14 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.142e-005  9.998e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                7.830e-003  7.830e-003

				Ca               2.152e-003  2.152e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.510      Charge balance

		                                       pe  =  15.453      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 272

		                          Density (g/cm3)  =   1.00003

		                               Volume (L)  =   1.00087

		                        Activity of water  =   1.000

		                           Ionic strength  =  6.339e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  4.311e-003

		                       Total CO2 (mol/kg)  =  7.830e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.08

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552672e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             3.330e-007  3.092e-007    -6.478    -6.510    -0.032      0.00

		   OH-            1.034e-008  9.511e-009    -7.985    -8.022    -0.036     -4.97

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.666  -151.665     0.001     32.22

		C(4)         7.830e-003

		   HCO3-          4.249e-003  3.922e-003    -2.372    -2.406    -0.035     23.17

		   CO2            3.520e-003  3.526e-003    -2.453    -2.453     0.001     33.63

		   CaHCO3+        5.985e-005  5.530e-005    -4.223    -4.257    -0.034      8.97

		   CaCO3          8.541e-007  8.553e-007    -6.069    -6.068     0.001    -14.66

		   CO3-2          5.680e-007  4.124e-007    -6.246    -6.385    -0.139     -7.32

		Ca           2.152e-003

		   Ca+2           2.092e-003  1.518e-003    -2.680    -2.819    -0.139    -18.31

		   CaHCO3+        5.985e-005  5.530e-005    -4.223    -4.257    -0.034      8.97

		   CaCO3          8.541e-007  8.553e-007    -6.069    -6.068     0.001    -14.66

		   CaOH+          8.842e-010  8.143e-010    -9.053    -9.089    -0.036     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.444e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  4.311e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            4.249e-003  4.249e-003      1.00

				CaHCO3+          5.985e-005  5.985e-005      1.00

				CaCO3            1.708e-006  8.541e-007      2.00

				CO3-2            1.136e-006  5.680e-007      2.00

				H+              -3.330e-007  3.330e-007     -1.00

				OH-              1.034e-008  1.034e-008      1.00

				CaOH+            8.842e-010  8.842e-010      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.95     -9.20   -8.26  CaCO3

				Calcite          -0.79     -9.20   -8.41  CaCO3

				CH4(g)         -148.96   -151.66   -2.71  CH4

				CO2(g)           -1.19     -2.45   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.40     -9.20   -7.80  CaCO3

		Reaction step 9.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 16 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.116e-005  9.998e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                7.852e-003  7.852e-003

				Ca               2.173e-003  2.173e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.516      Charge balance

		                                       pe  =  15.446      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 275

		                          Density (g/cm3)  =   1.00003

		                               Volume (L)  =   1.00087

		                        Activity of water  =   1.000

		                           Ionic strength  =  6.400e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  4.353e-003

		                       Total CO2 (mol/kg)  =  7.852e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.08

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552678e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             3.280e-007  3.046e-007    -6.484    -6.516    -0.032      0.00

		   OH-            1.050e-008  9.657e-009    -7.979    -8.015    -0.036     -4.97

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.668  -151.667     0.001     32.22

		C(4)         7.852e-003

		   HCO3-          4.290e-003  3.959e-003    -2.368    -2.402    -0.035     23.17

		   CO2            3.499e-003  3.504e-003    -2.456    -2.455     0.001     33.63

		   CaHCO3+        6.092e-005  5.628e-005    -4.215    -4.250    -0.034      8.97

		   CaCO3          8.825e-007  8.838e-007    -6.054    -6.054     0.001    -14.66

		   CO3-2          5.830e-007  4.227e-007    -6.234    -6.374    -0.140     -7.31

		Ca           2.173e-003

		   Ca+2           2.112e-003  1.530e-003    -2.675    -2.815    -0.140    -18.31

		   CaHCO3+        6.092e-005  5.628e-005    -4.215    -4.250    -0.034      8.97

		   CaCO3          8.825e-007  8.838e-007    -6.054    -6.054     0.001    -14.66

		   CaOH+          9.056e-010  8.337e-010    -9.043    -9.079    -0.036     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.444e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  4.353e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            4.290e-003  4.290e-003      1.00

				CaHCO3+          6.092e-005  6.092e-005      1.00

				CaCO3            1.765e-006  8.825e-007      2.00

				CO3-2            1.166e-006  5.830e-007      2.00

				H+              -3.280e-007  3.280e-007     -1.00

				OH-              1.050e-008  1.050e-008      1.00

				CaOH+            9.056e-010  9.056e-010      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.93     -9.19   -8.26  CaCO3

				Calcite          -0.78     -9.19   -8.41  CaCO3

				CH4(g)         -148.96   -151.67   -2.71  CH4

				CO2(g)           -1.19     -2.46   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.39     -9.19   -7.80  CaCO3

		Reaction step 10.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 18 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.090e-005  9.998e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                7.873e-003  7.873e-003

				Ca               2.194e-003  2.194e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.523      Charge balance

		                                       pe  =  15.440      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 277

		                          Density (g/cm3)  =   1.00003

		                               Volume (L)  =   1.00087

		                        Activity of water  =   1.000

		                           Ionic strength  =  6.460e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  4.395e-003

		                       Total CO2 (mol/kg)  =  7.873e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.08

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552685e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             3.232e-007  3.000e-007    -6.491    -6.523    -0.032      0.00

		   OH-            1.067e-008  9.804e-009    -7.972    -8.009    -0.037     -4.97

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.671  -151.670     0.001     32.22

		C(4)         7.873e-003

		   HCO3-          4.331e-003  3.995e-003    -2.363    -2.399    -0.035     23.17

		   CO2            3.478e-003  3.484e-003    -2.459    -2.458     0.001     33.63

		   CaHCO3+        6.199e-005  5.725e-005    -4.208    -4.242    -0.035      8.97

		   CaCO3          9.113e-007  9.127e-007    -6.040    -6.040     0.001    -14.66

		   CO3-2          5.980e-007  4.330e-007    -6.223    -6.364    -0.140     -7.31

		Ca           2.194e-003

		   Ca+2           2.131e-003  1.542e-003    -2.671    -2.812    -0.140    -18.30

		   CaHCO3+        6.199e-005  5.725e-005    -4.208    -4.242    -0.035      8.97

		   CaCO3          9.113e-007  9.127e-007    -6.040    -6.040     0.001    -14.66

		   CaOH+          9.270e-010  8.531e-010    -9.033    -9.069    -0.036     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.444e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  4.395e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            4.331e-003  4.331e-003      1.00

				CaHCO3+          6.199e-005  6.199e-005      1.00

				CaCO3            1.823e-006  9.113e-007      2.00

				CO3-2            1.196e-006  5.980e-007      2.00

				H+              -3.232e-007  3.232e-007     -1.00

				OH-              1.067e-008  1.067e-008      1.00

				CaOH+            9.270e-010  9.270e-010      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.92     -9.18   -8.26  CaCO3

				Calcite          -0.76     -9.18   -8.41  CaCO3

				CH4(g)         -148.96   -151.67   -2.71  CH4

				CO2(g)           -1.19     -2.46   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.37     -9.18   -7.80  CaCO3

		Reaction step 11.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 20 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.064e-005  9.998e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                7.893e-003  7.893e-003

				Ca               2.215e-003  2.215e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.529      Charge balance

		                                       pe  =  15.433      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 280

		                          Density (g/cm3)  =   1.00003

		                               Volume (L)  =   1.00087

		                        Activity of water  =   1.000

		                           Ionic strength  =  6.520e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  4.437e-003

		                       Total CO2 (mol/kg)  =  7.893e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.08

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552691e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             3.186e-007  2.956e-007    -6.497    -6.529    -0.032      0.00

		   OH-            1.083e-008  9.950e-009    -7.965    -8.002    -0.037     -4.97

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.673  -151.673     0.001     32.22

		C(4)         7.893e-003

		   HCO3-          4.371e-003  4.030e-003    -2.359    -2.395    -0.035     23.17

		   CO2            3.458e-003  3.463e-003    -2.461    -2.461     0.001     33.63

		   CaHCO3+        6.306e-005  5.821e-005    -4.200    -4.235    -0.035      8.97

		   CaCO3          9.405e-007  9.419e-007    -6.027    -6.026     0.001    -14.66

		   CO3-2          6.132e-007  4.434e-007    -6.212    -6.353    -0.141     -7.31

		Ca           2.215e-003

		   Ca+2           2.151e-003  1.555e-003    -2.667    -2.808    -0.141    -18.30

		   CaHCO3+        6.306e-005  5.821e-005    -4.200    -4.235    -0.035      8.97

		   CaCO3          9.405e-007  9.419e-007    -6.027    -6.026     0.001    -14.66

		   CaOH+          9.486e-010  8.727e-010    -9.023    -9.059    -0.036     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.444e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  4.437e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            4.371e-003  4.371e-003      1.00

				CaHCO3+          6.306e-005  6.306e-005      1.00

				CaCO3            1.881e-006  9.405e-007      2.00

				CO3-2            1.226e-006  6.132e-007      2.00

				H+              -3.186e-007  3.186e-007     -1.00

				OH-              1.083e-008  1.083e-008      1.00

				CaOH+            9.486e-010  9.486e-010      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.91     -9.16   -8.26  CaCO3

				Calcite          -0.75     -9.16   -8.41  CaCO3

				CH4(g)         -148.97   -151.67   -2.71  CH4

				CO2(g)           -1.19     -2.46   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.36     -9.16   -7.80  CaCO3

		Reaction step 12.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 22 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.038e-005  9.998e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                7.914e-003  7.914e-003

				Ca               2.235e-003  2.235e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.536      Charge balance

		                                       pe  =  15.427      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 282

		                          Density (g/cm3)  =   1.00004

		                               Volume (L)  =   1.00087

		                        Activity of water  =   1.000

		                           Ionic strength  =  6.579e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  4.477e-003

		                       Total CO2 (mol/kg)  =  7.914e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.08

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552697e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             3.140e-007  2.913e-007    -6.503    -6.536    -0.033      0.00

		   OH-            1.099e-008  1.010e-008    -7.959    -7.996    -0.037     -4.97

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.676  -151.675     0.001     32.22

		C(4)         7.914e-003

		   HCO3-          4.410e-003  4.066e-003    -2.356    -2.391    -0.035     23.17

		   CO2            3.438e-003  3.443e-003    -2.464    -2.463     0.001     33.63

		   CaHCO3+        6.412e-005  5.917e-005    -4.193    -4.228    -0.035      8.97

		   CaCO3          9.701e-007  9.715e-007    -6.013    -6.013     0.001    -14.66

		   CO3-2          6.284e-007  4.538e-007    -6.202    -6.343    -0.141     -7.31

		Ca           2.235e-003

		   Ca+2           2.170e-003  1.566e-003    -2.663    -2.805    -0.142    -18.30

		   CaHCO3+        6.412e-005  5.917e-005    -4.193    -4.228    -0.035      8.97

		   CaCO3          9.701e-007  9.715e-007    -6.013    -6.013     0.001    -14.66

		   CaOH+          9.702e-010  8.923e-010    -9.013    -9.049    -0.036     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.444e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  4.477e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            4.410e-003  4.410e-003      1.00

				CaHCO3+          6.412e-005  6.412e-005      1.00

				CaCO3            1.940e-006  9.701e-007      2.00

				CO3-2            1.257e-006  6.284e-007      2.00

				H+              -3.140e-007  3.140e-007     -1.00

				OH-              1.099e-008  1.099e-008      1.00

				CaOH+            9.702e-010  9.702e-010      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.89     -9.15   -8.26  CaCO3

				Calcite          -0.74     -9.15   -8.41  CaCO3

				CH4(g)         -148.97   -151.68   -2.71  CH4

				CO2(g)           -1.20     -2.46   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.35     -9.15   -7.80  CaCO3

		Reaction step 13.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 24 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.013e-005  9.997e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                7.934e-003  7.934e-003

				Ca               2.255e-003  2.255e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.542      Charge balance

		                                       pe  =  15.421      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 284

		                          Density (g/cm3)  =   1.00004

		                               Volume (L)  =   1.00087

		                        Activity of water  =   1.000

		                           Ionic strength  =  6.637e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  4.518e-003

		                       Total CO2 (mol/kg)  =  7.934e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.08

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552703e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             3.096e-007  2.872e-007    -6.509    -6.542    -0.033      0.00

		   OH-            1.116e-008  1.024e-008    -7.952    -7.990    -0.037     -4.97

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.678  -151.678     0.001     32.22

		C(4)         7.934e-003

		   HCO3-          4.449e-003  4.100e-003    -2.352    -2.387    -0.035     23.17

		   CO2            3.417e-003  3.423e-003    -2.466    -2.466     0.001     33.63

		   CaHCO3+        6.517e-005  6.013e-005    -4.186    -4.221    -0.035      8.97

		   CaCO3          9.999e-007  1.001e-006    -6.000    -5.999     0.001    -14.66

		   CO3-2          6.438e-007  4.643e-007    -6.191    -6.333    -0.142     -7.31

		Ca           2.255e-003

		   Ca+2           2.189e-003  1.578e-003    -2.660    -2.802    -0.142    -18.30

		   CaHCO3+        6.517e-005  6.013e-005    -4.186    -4.221    -0.035      8.97

		   CaCO3          9.999e-007  1.001e-006    -6.000    -5.999     0.001    -14.66

		   CaOH+          9.920e-010  9.120e-010    -9.004    -9.040    -0.037     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.444e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  4.518e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            4.449e-003  4.449e-003      1.00

				CaHCO3+          6.517e-005  6.517e-005      1.00

				CaCO3            2.000e-006  9.999e-007      2.00

				CO3-2            1.288e-006  6.438e-007      2.00

				H+              -3.096e-007  3.096e-007     -1.00

				OH-              1.116e-008  1.116e-008      1.00

				CaOH+            9.920e-010  9.920e-010      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.88     -9.13   -8.26  CaCO3

				Calcite          -0.72     -9.13   -8.41  CaCO3

				CH4(g)         -148.97   -151.68   -2.71  CH4

				CO2(g)           -1.20     -2.47   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.33     -9.13   -7.80  CaCO3

		Reaction step 14.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 26 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.988e-005  9.997e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                7.954e-003  7.954e-003

				Ca               2.275e-003  2.275e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.548      Charge balance

		                                       pe  =  15.415      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 287

		                          Density (g/cm3)  =   1.00004

		                               Volume (L)  =   1.00087

		                        Activity of water  =   1.000

		                           Ionic strength  =  6.695e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  4.557e-003

		                       Total CO2 (mol/kg)  =  7.954e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.08

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552709e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             3.054e-007  2.831e-007    -6.515    -6.548    -0.033      0.00

		   OH-            1.132e-008  1.039e-008    -7.946    -7.983    -0.037     -4.97

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.681  -151.680     0.001     32.22

		C(4)         7.954e-003

		   HCO3-          4.488e-003  4.135e-003    -2.348    -2.384    -0.036     23.17

		   CO2            3.398e-003  3.403e-003    -2.469    -2.468     0.001     33.63

		   CaHCO3+        6.622e-005  6.108e-005    -4.179    -4.214    -0.035      8.97

		   CaCO3          1.030e-006  1.032e-006    -5.987    -5.986     0.001    -14.66

		   CO3-2          6.592e-007  4.749e-007    -6.181    -6.323    -0.142     -7.31

		Ca           2.275e-003

		   Ca+2           2.208e-003  1.590e-003    -2.656    -2.799    -0.143    -18.30

		   CaHCO3+        6.622e-005  6.108e-005    -4.179    -4.214    -0.035      8.97

		   CaCO3          1.030e-006  1.032e-006    -5.987    -5.986     0.001    -14.66

		   CaOH+          1.014e-009  9.318e-010    -8.994    -9.031    -0.037     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.444e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  4.557e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            4.488e-003  4.488e-003      1.00

				CaHCO3+          6.622e-005  6.622e-005      1.00

				CaCO3            2.060e-006  1.030e-006      2.00

				CO3-2            1.318e-006  6.592e-007      2.00

				H+              -3.054e-007  3.054e-007     -1.00

				OH-              1.132e-008  1.132e-008      1.00

				CaOH+            1.014e-009  1.014e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.87     -9.12   -8.26  CaCO3

				Calcite          -0.71     -9.12   -8.41  CaCO3

				CH4(g)         -148.97   -151.68   -2.71  CH4

				CO2(g)           -1.20     -2.47   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.32     -9.12   -7.80  CaCO3

		Reaction step 15.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 28 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.963e-005  9.997e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                7.973e-003  7.973e-003

				Ca               2.295e-003  2.295e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.554      Charge balance

		                                       pe  =  15.409      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 289

		                          Density (g/cm3)  =   1.00004

		                               Volume (L)  =   1.00087

		                        Activity of water  =   1.000

		                           Ionic strength  =  6.751e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  4.597e-003

		                       Total CO2 (mol/kg)  =  7.973e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.07

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552715e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             3.012e-007  2.792e-007    -6.521    -6.554    -0.033      0.00

		   OH-            1.148e-008  1.053e-008    -7.940    -7.977    -0.037     -4.97

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.684  -151.683     0.001     32.22

		C(4)         7.973e-003

		   HCO3-          4.526e-003  4.169e-003    -2.344    -2.380    -0.036     23.17

		   CO2            3.378e-003  3.383e-003    -2.471    -2.471     0.001     33.63

		   CaHCO3+        6.726e-005  6.202e-005    -4.172    -4.207    -0.035      8.97

		   CaCO3          1.061e-006  1.062e-006    -5.974    -5.974     0.001    -14.66

		   CO3-2          6.747e-007  4.855e-007    -6.171    -6.314    -0.143     -7.31

		Ca           2.295e-003

		   Ca+2           2.227e-003  1.601e-003    -2.652    -2.796    -0.143    -18.30

		   CaHCO3+        6.726e-005  6.202e-005    -4.172    -4.207    -0.035      8.97

		   CaCO3          1.061e-006  1.062e-006    -5.974    -5.974     0.001    -14.66

		   CaOH+          1.036e-009  9.516e-010    -8.985    -9.022    -0.037     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.444e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  4.597e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            4.526e-003  4.526e-003      1.00

				CaHCO3+          6.726e-005  6.726e-005      1.00

				CaCO3            2.121e-006  1.061e-006      2.00

				CO3-2            1.349e-006  6.747e-007      2.00

				H+              -3.012e-007  3.012e-007     -1.00

				OH-              1.148e-008  1.148e-008      1.00

				CaOH+            1.036e-009  1.036e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.85     -9.11   -8.26  CaCO3

				Calcite          -0.70     -9.11   -8.41  CaCO3

				CH4(g)         -148.98   -151.68   -2.71  CH4

				CO2(g)           -1.20     -2.47   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.31     -9.11   -7.80  CaCO3

		Reaction step 16.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 30 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.938e-005  9.997e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                7.993e-003  7.993e-003

				Ca               2.314e-003  2.314e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.560      Charge balance

		                                       pe  =  15.403      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 291

		                          Density (g/cm3)  =   1.00005

		                               Volume (L)  =   1.00087

		                        Activity of water  =   1.000

		                           Ionic strength  =  6.807e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  4.635e-003

		                       Total CO2 (mol/kg)  =  7.993e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.07

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552721e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.972e-007  2.754e-007    -6.527    -6.560    -0.033      0.00

		   OH-            1.164e-008  1.068e-008    -7.934    -7.971    -0.038     -4.97

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.686  -151.685     0.001     32.22

		C(4)         7.993e-003

		   HCO3-          4.564e-003  4.202e-003    -2.341    -2.377    -0.036     23.17

		   CO2            3.359e-003  3.364e-003    -2.474    -2.473     0.001     33.63

		   CaHCO3+        6.830e-005  6.296e-005    -4.166    -4.201    -0.035      8.97

		   CaCO3          1.092e-006  1.093e-006    -5.962    -5.961     0.001    -14.66

		   CO3-2          6.904e-007  4.961e-007    -6.161    -6.304    -0.143     -7.31

		Ca           2.314e-003

		   Ca+2           2.245e-003  1.613e-003    -2.649    -2.792    -0.144    -18.30

		   CaHCO3+        6.830e-005  6.296e-005    -4.166    -4.201    -0.035      8.97

		   CaCO3          1.092e-006  1.093e-006    -5.962    -5.961     0.001    -14.66

		   CaOH+          1.058e-009  9.715e-010    -8.976    -9.013    -0.037     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.444e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  4.635e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            4.564e-003  4.564e-003      1.00

				CaHCO3+          6.830e-005  6.830e-005      1.00

				CaCO3            2.183e-006  1.092e-006      2.00

				CO3-2            1.381e-006  6.904e-007      2.00

				H+              -2.972e-007  2.972e-007     -1.00

				OH-              1.164e-008  1.164e-008      1.00

				CaOH+            1.058e-009  1.058e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.84     -9.10   -8.26  CaCO3

				Calcite          -0.69     -9.10   -8.41  CaCO3

				CH4(g)         -148.98   -151.69   -2.71  CH4

				CO2(g)           -1.21     -2.47   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.29     -9.10   -7.80  CaCO3

		Reaction step 17.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 32 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.913e-005  9.997e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.012e-003  8.012e-003

				Ca               2.333e-003  2.333e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.566      Charge balance

		                                       pe  =  15.397      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 294

		                          Density (g/cm3)  =   1.00005

		                               Volume (L)  =   1.00088

		                        Activity of water  =   1.000

		                           Ionic strength  =  6.863e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  4.674e-003

		                       Total CO2 (mol/kg)  =  8.012e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.07

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552726e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.933e-007  2.717e-007    -6.533    -6.566    -0.033      0.00

		   OH-            1.181e-008  1.082e-008    -7.928    -7.966    -0.038     -4.97

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.689  -151.688     0.001     32.22

		C(4)         8.012e-003

		   HCO3-          4.601e-003  4.235e-003    -2.337    -2.373    -0.036     23.17

		   CO2            3.340e-003  3.345e-003    -2.476    -2.476     0.001     33.63

		   CaHCO3+        6.933e-005  6.389e-005    -4.159    -4.195    -0.035      8.97

		   CaCO3          1.123e-006  1.125e-006    -5.950    -5.949     0.001    -14.66

		   CO3-2          7.060e-007  5.068e-007    -6.151    -6.295    -0.144     -7.30

		Ca           2.333e-003

		   Ca+2           2.263e-003  1.624e-003    -2.645    -2.790    -0.144    -18.30

		   CaHCO3+        6.933e-005  6.389e-005    -4.159    -4.195    -0.035      8.97

		   CaCO3          1.123e-006  1.125e-006    -5.950    -5.949     0.001    -14.66

		   CaOH+          1.080e-009  9.915e-010    -8.967    -9.004    -0.037     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.444e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  4.674e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            4.601e-003  4.601e-003      1.00

				CaHCO3+          6.933e-005  6.933e-005      1.00

				CaCO3            2.245e-006  1.123e-006      2.00

				CO3-2            1.412e-006  7.060e-007      2.00

				H+              -2.933e-007  2.933e-007     -1.00

				OH-              1.181e-008  1.181e-008      1.00

				CaOH+            1.080e-009  1.080e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.83     -9.08   -8.26  CaCO3

				Calcite          -0.67     -9.08   -8.41  CaCO3

				CH4(g)         -148.98   -151.69   -2.71  CH4

				CO2(g)           -1.21     -2.48   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.28     -9.08   -7.80  CaCO3

		Reaction step 18.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 34 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.889e-005  9.996e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.031e-003  8.031e-003

				Ca               2.352e-003  2.352e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.572      Charge balance

		                                       pe  =  15.391      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 296

		                          Density (g/cm3)  =   1.00005

		                               Volume (L)  =   1.00088

		                        Activity of water  =   1.000

		                           Ionic strength  =  6.917e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  4.711e-003

		                       Total CO2 (mol/kg)  =  8.031e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.07

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552732e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.895e-007  2.681e-007    -6.538    -6.572    -0.033      0.00

		   OH-            1.197e-008  1.097e-008    -7.922    -7.960    -0.038     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.691  -151.690     0.001     32.22

		C(4)         8.031e-003

		   HCO3-          4.638e-003  4.268e-003    -2.334    -2.370    -0.036     23.17

		   CO2            3.321e-003  3.326e-003    -2.479    -2.478     0.001     33.63

		   CaHCO3+        7.035e-005  6.481e-005    -4.153    -4.188    -0.036      8.97

		   CaCO3          1.154e-006  1.156e-006    -5.938    -5.937     0.001    -14.66

		   CO3-2          7.218e-007  5.176e-007    -6.142    -6.286    -0.144     -7.30

		Ca           2.352e-003

		   Ca+2           2.281e-003  1.635e-003    -2.642    -2.787    -0.145    -18.30

		   CaHCO3+        7.035e-005  6.481e-005    -4.153    -4.188    -0.036      8.97

		   CaCO3          1.154e-006  1.156e-006    -5.938    -5.937     0.001    -14.66

		   CaOH+          1.102e-009  1.012e-009    -8.958    -8.995    -0.037     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.444e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  4.711e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            4.638e-003  4.638e-003      1.00

				CaHCO3+          7.035e-005  7.035e-005      1.00

				CaCO3            2.308e-006  1.154e-006      2.00

				CO3-2            1.444e-006  7.218e-007      2.00

				H+              -2.895e-007  2.895e-007     -1.00

				OH-              1.197e-008  1.197e-008      1.00

				CaOH+            1.102e-009  1.102e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.82     -9.07   -8.26  CaCO3

				Calcite          -0.66     -9.07   -8.41  CaCO3

				CH4(g)         -148.98   -151.69   -2.71  CH4

				CO2(g)           -1.21     -2.48   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.27     -9.07   -7.80  CaCO3

		Reaction step 19.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 36 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.865e-005  9.996e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.049e-003  8.049e-003

				Ca               2.371e-003  2.371e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.577      Charge balance

		                                       pe  =  15.385      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 298

		                          Density (g/cm3)  =   1.00005

		                               Volume (L)  =   1.00088

		                        Activity of water  =   1.000

		                           Ionic strength  =  6.971e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  4.749e-003

		                       Total CO2 (mol/kg)  =  8.049e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.07

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552738e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.858e-007  2.646e-007    -6.544    -6.577    -0.033      0.00

		   OH-            1.213e-008  1.111e-008    -7.916    -7.954    -0.038     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.693  -151.693     0.001     32.22

		C(4)         8.049e-003

		   HCO3-          4.674e-003  4.300e-003    -2.330    -2.367    -0.036     23.17

		   CO2            3.302e-003  3.308e-003    -2.481    -2.480     0.001     33.63

		   CaHCO3+        7.136e-005  6.573e-005    -4.147    -4.182    -0.036      8.97

		   CaCO3          1.186e-006  1.188e-006    -5.926    -5.925     0.001    -14.66

		   CO3-2          7.377e-007  5.283e-007    -6.132    -6.277    -0.145     -7.30

		Ca           2.371e-003

		   Ca+2           2.298e-003  1.645e-003    -2.639    -2.784    -0.145    -18.30

		   CaHCO3+        7.136e-005  6.573e-005    -4.147    -4.182    -0.036      8.97

		   CaCO3          1.186e-006  1.188e-006    -5.926    -5.925     0.001    -14.66

		   CaOH+          1.124e-009  1.032e-009    -8.949    -8.986    -0.037     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.444e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  4.749e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            4.674e-003  4.674e-003      1.00

				CaHCO3+          7.136e-005  7.136e-005      1.00

				CaCO3            2.372e-006  1.186e-006      2.00

				CO3-2            1.475e-006  7.377e-007      2.00

				H+              -2.858e-007  2.858e-007     -1.00

				OH-              1.213e-008  1.213e-008      1.00

				CaOH+            1.124e-009  1.124e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.81     -9.06   -8.26  CaCO3

				Calcite          -0.65     -9.06   -8.41  CaCO3

				CH4(g)         -148.99   -151.69   -2.71  CH4

				CO2(g)           -1.21     -2.48   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.26     -9.06   -7.80  CaCO3

		Reaction step 20.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 38 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.841e-005  9.996e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.068e-003  8.068e-003

				Ca               2.389e-003  2.389e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.583      Charge balance

		                                       pe  =  15.380      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 300

		                          Density (g/cm3)  =   1.00005

		                               Volume (L)  =   1.00088

		                        Activity of water  =   1.000

		                           Ionic strength  =  7.024e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  4.786e-003

		                       Total CO2 (mol/kg)  =  8.068e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.07

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552743e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.822e-007  2.612e-007    -6.549    -6.583    -0.033      0.00

		   OH-            1.229e-008  1.126e-008    -7.910    -7.949    -0.038     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.696  -151.695     0.001     32.22

		C(4)         8.068e-003

		   HCO3-          4.709e-003  4.331e-003    -2.327    -2.363    -0.036     23.17

		   CO2            3.284e-003  3.289e-003    -2.484    -2.483     0.001     33.63

		   CaHCO3+        7.237e-005  6.664e-005    -4.140    -4.176    -0.036      8.97

		   CaCO3          1.218e-006  1.220e-006    -5.914    -5.914     0.001    -14.66

		   CO3-2          7.536e-007  5.391e-007    -6.123    -6.268    -0.145     -7.30

		Ca           2.389e-003

		   Ca+2           2.316e-003  1.656e-003    -2.635    -2.781    -0.146    -18.30

		   CaHCO3+        7.237e-005  6.664e-005    -4.140    -4.176    -0.036      8.97

		   CaCO3          1.218e-006  1.220e-006    -5.914    -5.914     0.001    -14.66

		   CaOH+          1.146e-009  1.052e-009    -8.941    -8.978    -0.037     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.444e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  4.786e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            4.709e-003  4.709e-003      1.00

				CaHCO3+          7.237e-005  7.237e-005      1.00

				CaCO3            2.436e-006  1.218e-006      2.00

				CO3-2            1.507e-006  7.536e-007      2.00

				H+              -2.822e-007  2.822e-007     -1.00

				OH-              1.229e-008  1.229e-008      1.00

				CaOH+            1.146e-009  1.146e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.79     -9.05   -8.26  CaCO3

				Calcite          -0.64     -9.05   -8.41  CaCO3

				CH4(g)         -148.99   -151.70   -2.71  CH4

				CO2(g)           -1.22     -2.48   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.25     -9.05   -7.80  CaCO3

		Reaction step 21.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 40 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.817e-005  9.996e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.086e-003  8.086e-003

				Ca               2.408e-003  2.408e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.588      Charge balance

		                                       pe  =  15.374      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 302

		                          Density (g/cm3)  =   1.00006

		                               Volume (L)  =   1.00088

		                        Activity of water  =   1.000

		                           Ionic strength  =  7.077e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  4.822e-003

		                       Total CO2 (mol/kg)  =  8.086e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.07

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552749e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.787e-007  2.580e-007    -6.555    -6.588    -0.034      0.00

		   OH-            1.245e-008  1.140e-008    -7.905    -7.943    -0.038     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.698  -151.698     0.001     32.22

		C(4)         8.086e-003

		   HCO3-          4.745e-003  4.362e-003    -2.324    -2.360    -0.036     23.17

		   CO2            3.266e-003  3.271e-003    -2.486    -2.485     0.001     33.63

		   CaHCO3+        7.337e-005  6.754e-005    -4.134    -4.170    -0.036      8.97

		   CaCO3          1.250e-006  1.252e-006    -5.903    -5.902     0.001    -14.66

		   CO3-2          7.695e-007  5.499e-007    -6.114    -6.260    -0.146     -7.30

		Ca           2.408e-003

		   Ca+2           2.333e-003  1.666e-003    -2.632    -2.778    -0.146    -18.30

		   CaHCO3+        7.337e-005  6.754e-005    -4.134    -4.170    -0.036      8.97

		   CaCO3          1.250e-006  1.252e-006    -5.903    -5.902     0.001    -14.66

		   CaOH+          1.169e-009  1.072e-009    -8.932    -8.970    -0.038     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.444e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  4.822e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            4.745e-003  4.745e-003      1.00

				CaHCO3+          7.337e-005  7.337e-005      1.00

				CaCO3            2.500e-006  1.250e-006      2.00

				CO3-2            1.539e-006  7.695e-007      2.00

				H+              -2.787e-007  2.787e-007     -1.00

				OH-              1.245e-008  1.245e-008      1.00

				CaOH+            1.169e-009  1.169e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.78     -9.04   -8.26  CaCO3

				Calcite          -0.63     -9.04   -8.41  CaCO3

				CH4(g)         -148.99   -151.70   -2.71  CH4

				CO2(g)           -1.22     -2.49   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.24     -9.04   -7.80  CaCO3

		Reaction step 22.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 42 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.793e-005  9.996e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.104e-003  8.104e-003

				Ca               2.425e-003  2.425e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.594      Charge balance

		                                       pe  =  15.369      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 305

		                          Density (g/cm3)  =   1.00006

		                               Volume (L)  =   1.00088

		                        Activity of water  =   1.000

		                           Ionic strength  =  7.128e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  4.858e-003

		                       Total CO2 (mol/kg)  =  8.104e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.07

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552754e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.753e-007  2.547e-007    -6.560    -6.594    -0.034      0.00

		   OH-            1.261e-008  1.155e-008    -7.899    -7.938    -0.038     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.701  -151.700     0.001     32.22

		C(4)         8.104e-003

		   HCO3-          4.779e-003  4.393e-003    -2.321    -2.357    -0.037     23.17

		   CO2            3.248e-003  3.253e-003    -2.488    -2.488     0.001     33.63

		   CaHCO3+        7.436e-005  6.844e-005    -4.129    -4.165    -0.036      8.97

		   CaCO3          1.283e-006  1.285e-006    -5.892    -5.891     0.001    -14.66

		   CO3-2          7.856e-007  5.608e-007    -6.105    -6.251    -0.146     -7.30

		Ca           2.425e-003

		   Ca+2           2.350e-003  1.677e-003    -2.629    -2.776    -0.147    -18.29

		   CaHCO3+        7.436e-005  6.844e-005    -4.129    -4.165    -0.036      8.97

		   CaCO3          1.283e-006  1.285e-006    -5.892    -5.891     0.001    -14.66

		   CaOH+          1.191e-009  1.092e-009    -8.924    -8.962    -0.038     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.444e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  4.858e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            4.779e-003  4.779e-003      1.00

				CaHCO3+          7.436e-005  7.436e-005      1.00

				CaCO3            2.565e-006  1.283e-006      2.00

				CO3-2            1.571e-006  7.856e-007      2.00

				H+              -2.753e-007  2.753e-007     -1.00

				OH-              1.261e-008  1.261e-008      1.00

				CaOH+            1.191e-009  1.191e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.77     -9.03   -8.26  CaCO3

				Calcite          -0.62     -9.03   -8.41  CaCO3

				CH4(g)         -148.99   -151.70   -2.71  CH4

				CO2(g)           -1.22     -2.49   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.22     -9.03   -7.80  CaCO3

		Reaction step 23.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 44 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.770e-005  9.996e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.121e-003  8.121e-003

				Ca               2.443e-003  2.443e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.599      Charge balance

		                                       pe  =  15.364      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 307

		                          Density (g/cm3)  =   1.00006

		                               Volume (L)  =   1.00088

		                        Activity of water  =   1.000

		                           Ionic strength  =  7.179e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  4.893e-003

		                       Total CO2 (mol/kg)  =  8.121e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.07

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552759e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.720e-007  2.516e-007    -6.565    -6.599    -0.034      0.00

		   OH-            1.277e-008  1.169e-008    -7.894    -7.932    -0.038     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.703  -151.702     0.001     32.22

		C(4)         8.121e-003

		   HCO3-          4.814e-003  4.424e-003    -2.318    -2.354    -0.037     23.17

		   CO2            3.230e-003  3.236e-003    -2.491    -2.490     0.001     33.63

		   CaHCO3+        7.535e-005  6.933e-005    -4.123    -4.159    -0.036      8.97

		   CaCO3          1.316e-006  1.318e-006    -5.881    -5.880     0.001    -14.66

		   CO3-2          8.016e-007  5.717e-007    -6.096    -6.243    -0.147     -7.30

		Ca           2.443e-003

		   Ca+2           2.367e-003  1.687e-003    -2.626    -2.773    -0.147    -18.29

		   CaHCO3+        7.535e-005  6.933e-005    -4.123    -4.159    -0.036      8.97

		   CaCO3          1.316e-006  1.318e-006    -5.881    -5.880     0.001    -14.66

		   CaOH+          1.213e-009  1.112e-009    -8.916    -8.954    -0.038     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.444e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  4.893e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            4.814e-003  4.814e-003      1.00

				CaHCO3+          7.535e-005  7.535e-005      1.00

				CaCO3            2.631e-006  1.316e-006      2.00

				CO3-2            1.603e-006  8.016e-007      2.00

				H+              -2.720e-007  2.720e-007     -1.00

				OH-              1.277e-008  1.277e-008      1.00

				CaOH+            1.213e-009  1.213e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.76     -9.02   -8.26  CaCO3

				Calcite          -0.61     -9.02   -8.41  CaCO3

				CH4(g)         -149.00   -151.70   -2.71  CH4

				CO2(g)           -1.22     -2.49   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.21     -9.02   -7.80  CaCO3

		Reaction step 24.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 46 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.746e-005  9.995e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.139e-003  8.139e-003

				Ca               2.461e-003  2.461e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.605      Charge balance

		                                       pe  =  15.358      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 309

		                          Density (g/cm3)  =   1.00006

		                               Volume (L)  =   1.00088

		                        Activity of water  =   1.000

		                           Ionic strength  =  7.230e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  4.928e-003

		                       Total CO2 (mol/kg)  =  8.139e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.07

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552765e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.688e-007  2.486e-007    -6.571    -6.605    -0.034      0.00

		   OH-            1.293e-008  1.183e-008    -7.888    -7.927    -0.039     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.705  -151.705     0.001     32.22

		C(4)         8.139e-003

		   HCO3-          4.848e-003  4.454e-003    -2.314    -2.351    -0.037     23.17

		   CO2            3.213e-003  3.218e-003    -2.493    -2.492     0.001     33.63

		   CaHCO3+        7.633e-005  7.021e-005    -4.117    -4.154    -0.036      8.97

		   CaCO3          1.349e-006  1.351e-006    -5.870    -5.869     0.001    -14.66

		   CO3-2          8.178e-007  5.826e-007    -6.087    -6.235    -0.147     -7.30

		Ca           2.461e-003

		   Ca+2           2.383e-003  1.697e-003    -2.623    -2.770    -0.148    -18.29

		   CaHCO3+        7.633e-005  7.021e-005    -4.117    -4.154    -0.036      8.97

		   CaCO3          1.349e-006  1.351e-006    -5.870    -5.869     0.001    -14.66

		   CaOH+          1.236e-009  1.133e-009    -8.908    -8.946    -0.038     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.444e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  4.928e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            4.848e-003  4.848e-003      1.00

				CaHCO3+          7.633e-005  7.633e-005      1.00

				CaCO3            2.697e-006  1.349e-006      2.00

				CO3-2            1.636e-006  8.178e-007      2.00

				H+              -2.688e-007  2.688e-007     -1.00

				OH-              1.293e-008  1.293e-008      1.00

				CaOH+            1.236e-009  1.236e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.75     -9.01   -8.26  CaCO3

				Calcite          -0.59     -9.01   -8.41  CaCO3

				CH4(g)         -149.00   -151.70   -2.71  CH4

				CO2(g)           -1.23     -2.49   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.20     -9.01   -7.80  CaCO3

		Reaction step 25.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 48 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.723e-005  9.995e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.156e-003  8.156e-003

				Ca               2.478e-003  2.478e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.610      Charge balance

		                                       pe  =  15.353      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 311

		                          Density (g/cm3)  =   1.00007

		                               Volume (L)  =   1.00088

		                        Activity of water  =   1.000

		                           Ionic strength  =  7.279e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  4.963e-003

		                       Total CO2 (mol/kg)  =  8.156e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.07

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552770e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.656e-007  2.456e-007    -6.576    -6.610    -0.034      0.00

		   OH-            1.309e-008  1.197e-008    -7.883    -7.922    -0.039     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.708  -151.707     0.001     32.22

		C(4)         8.156e-003

		   HCO3-          4.881e-003  4.483e-003    -2.311    -2.348    -0.037     23.17

		   CO2            3.196e-003  3.201e-003    -2.495    -2.495     0.001     33.63

		   CaHCO3+        7.730e-005  7.108e-005    -4.112    -4.148    -0.036      8.97

		   CaCO3          1.382e-006  1.384e-006    -5.860    -5.859     0.001    -14.66

		   CO3-2          8.339e-007  5.935e-007    -6.079    -6.227    -0.148     -7.30

		Ca           2.478e-003

		   Ca+2           2.399e-003  1.707e-003    -2.620    -2.768    -0.148    -18.29

		   CaHCO3+        7.730e-005  7.108e-005    -4.112    -4.148    -0.036      8.97

		   CaCO3          1.382e-006  1.384e-006    -5.860    -5.859     0.001    -14.66

		   CaOH+          1.258e-009  1.153e-009    -8.900    -8.938    -0.038     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.444e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  4.963e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            4.881e-003  4.881e-003      1.00

				CaHCO3+          7.730e-005  7.730e-005      1.00

				CaCO3            2.763e-006  1.382e-006      2.00

				CO3-2            1.668e-006  8.339e-007      2.00

				H+              -2.656e-007  2.656e-007     -1.00

				OH-              1.309e-008  1.309e-008      1.00

				CaOH+            1.258e-009  1.258e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.74     -8.99   -8.26  CaCO3

				Calcite          -0.58     -8.99   -8.41  CaCO3

				CH4(g)         -149.00   -151.71   -2.71  CH4

				CO2(g)           -1.23     -2.49   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.19     -8.99   -7.80  CaCO3

		Reaction step 26.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 50 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.700e-005  9.995e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.173e-003  8.173e-003

				Ca               2.495e-003  2.495e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.615      Charge balance

		                                       pe  =  15.348      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 313

		                          Density (g/cm3)  =   1.00007

		                               Volume (L)  =   1.00088

		                        Activity of water  =   1.000

		                           Ionic strength  =  7.328e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  4.997e-003

		                       Total CO2 (mol/kg)  =  8.173e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.07

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552775e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.626e-007  2.428e-007    -6.581    -6.615    -0.034      0.00

		   OH-            1.325e-008  1.212e-008    -7.878    -7.917    -0.039     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.710  -151.709     0.001     32.22

		C(4)         8.173e-003

		   HCO3-          4.914e-003  4.512e-003    -2.309    -2.346    -0.037     23.17

		   CO2            3.179e-003  3.184e-003    -2.498    -2.497     0.001     33.63

		   CaHCO3+        7.826e-005  7.195e-005    -4.106    -4.143    -0.037      8.97

		   CaCO3          1.415e-006  1.418e-006    -5.849    -5.848     0.001    -14.66

		   CO3-2          8.502e-007  6.044e-007    -6.070    -6.219    -0.148     -7.29

		Ca           2.495e-003

		   Ca+2           2.415e-003  1.716e-003    -2.617    -2.765    -0.148    -18.29

		   CaHCO3+        7.826e-005  7.195e-005    -4.106    -4.143    -0.037      8.97

		   CaCO3          1.415e-006  1.418e-006    -5.849    -5.848     0.001    -14.66

		   CaOH+          1.281e-009  1.173e-009    -8.893    -8.931    -0.038     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.444e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  4.997e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            4.914e-003  4.914e-003      1.00

				CaHCO3+          7.826e-005  7.826e-005      1.00

				CaCO3            2.830e-006  1.415e-006      2.00

				CO3-2            1.700e-006  8.502e-007      2.00

				H+              -2.626e-007  2.626e-007     -1.00

				OH-              1.325e-008  1.325e-008      1.00

				CaOH+            1.281e-009  1.281e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.73     -8.98   -8.26  CaCO3

				Calcite          -0.57     -8.98   -8.41  CaCO3

				CH4(g)         -149.00   -151.71   -2.71  CH4

				CO2(g)           -1.23     -2.50   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.18     -8.98   -7.80  CaCO3

		Reaction step 27.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 52 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.678e-005  9.995e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.190e-003  8.190e-003

				Ca               2.512e-003  2.512e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.620      Charge balance

		                                       pe  =  15.343      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 315

		                          Density (g/cm3)  =   1.00007

		                               Volume (L)  =   1.00088

		                        Activity of water  =   1.000

		                           Ionic strength  =  7.377e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.030e-003

		                       Total CO2 (mol/kg)  =  8.190e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.07

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552780e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.596e-007  2.399e-007    -6.586    -6.620    -0.034      0.00

		   OH-            1.341e-008  1.226e-008    -7.873    -7.912    -0.039     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.712  -151.712     0.001     32.22

		C(4)         8.190e-003

		   HCO3-          4.946e-003  4.541e-003    -2.306    -2.343    -0.037     23.18

		   CO2            3.162e-003  3.167e-003    -2.500    -2.499     0.001     33.63

		   CaHCO3+        7.921e-005  7.281e-005    -4.101    -4.138    -0.037      8.97

		   CaCO3          1.449e-006  1.451e-006    -5.839    -5.838     0.001    -14.66

		   CO3-2          8.664e-007  6.154e-007    -6.062    -6.211    -0.149     -7.29

		Ca           2.512e-003

		   Ca+2           2.431e-003  1.726e-003    -2.614    -2.763    -0.149    -18.29

		   CaHCO3+        7.921e-005  7.281e-005    -4.101    -4.138    -0.037      8.97

		   CaCO3          1.449e-006  1.451e-006    -5.839    -5.838     0.001    -14.66

		   CaOH+          1.303e-009  1.193e-009    -8.885    -8.923    -0.038     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.445e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.030e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            4.946e-003  4.946e-003      1.00

				CaHCO3+          7.921e-005  7.921e-005      1.00

				CaCO3            2.898e-006  1.449e-006      2.00

				CO3-2            1.733e-006  8.664e-007      2.00

				H+              -2.596e-007  2.596e-007     -1.00

				OH-              1.341e-008  1.341e-008      1.00

				CaOH+            1.303e-009  1.303e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.72     -8.97   -8.26  CaCO3

				Calcite          -0.56     -8.97   -8.41  CaCO3

				CH4(g)         -149.01   -151.71   -2.71  CH4

				CO2(g)           -1.23     -2.50   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.17     -8.97   -7.80  CaCO3

		Reaction step 28.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 54 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.655e-005  9.995e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.207e-003  8.206e-003

				Ca               2.528e-003  2.528e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.625      Charge balance

		                                       pe  =  15.338      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 317

		                          Density (g/cm3)  =   1.00007

		                               Volume (L)  =   1.00088

		                        Activity of water  =   1.000

		                           Ionic strength  =  7.424e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.063e-003

		                       Total CO2 (mol/kg)  =  8.207e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.07

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552785e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.567e-007  2.372e-007    -6.591    -6.625    -0.034      0.00

		   OH-            1.356e-008  1.240e-008    -7.868    -7.907    -0.039     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.715  -151.714     0.001     32.22

		C(4)         8.207e-003

		   HCO3-          4.979e-003  4.569e-003    -2.303    -2.340    -0.037     23.18

		   CO2            3.145e-003  3.151e-003    -2.502    -2.502     0.001     33.63

		   CaHCO3+        8.016e-005  7.366e-005    -4.096    -4.133    -0.037      8.97

		   CaCO3          1.483e-006  1.485e-006    -5.829    -5.828     0.001    -14.66

		   CO3-2          8.827e-007  6.264e-007    -6.054    -6.203    -0.149     -7.29

		Ca           2.528e-003

		   Ca+2           2.447e-003  1.735e-003    -2.611    -2.761    -0.149    -18.29

		   CaHCO3+        8.016e-005  7.366e-005    -4.096    -4.133    -0.037      8.97

		   CaCO3          1.483e-006  1.485e-006    -5.829    -5.828     0.001    -14.66

		   CaOH+          1.326e-009  1.214e-009    -8.878    -8.916    -0.038     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.445e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.063e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            4.979e-003  4.979e-003      1.00

				CaHCO3+          8.016e-005  8.016e-005      1.00

				CaCO3            2.965e-006  1.483e-006      2.00

				CO3-2            1.765e-006  8.827e-007      2.00

				H+              -2.567e-007  2.567e-007     -1.00

				OH-              1.356e-008  1.356e-008      1.00

				CaOH+            1.326e-009  1.326e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.71     -8.96   -8.26  CaCO3

				Calcite          -0.55     -8.96   -8.41  CaCO3

				CH4(g)         -149.01   -151.71   -2.71  CH4

				CO2(g)           -1.23     -2.50   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.16     -8.96   -7.80  CaCO3

		Reaction step 29.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 56 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.633e-005  9.995e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.223e-003  8.223e-003

				Ca               2.545e-003  2.545e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.630      Charge balance

		                                       pe  =  15.333      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 319

		                          Density (g/cm3)  =   1.00007

		                               Volume (L)  =   1.00088

		                        Activity of water  =   1.000

		                           Ionic strength  =  7.471e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.096e-003

		                       Total CO2 (mol/kg)  =  8.223e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.07

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552790e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.539e-007  2.346e-007    -6.595    -6.630    -0.034      0.00

		   OH-            1.372e-008  1.254e-008    -7.863    -7.902    -0.039     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.717  -151.716     0.001     32.22

		C(4)         8.223e-003

		   HCO3-          5.010e-003  4.597e-003    -2.300    -2.337    -0.037     23.18

		   CO2            3.129e-003  3.135e-003    -2.505    -2.504     0.001     33.63

		   CaHCO3+        8.110e-005  7.451e-005    -4.091    -4.128    -0.037      8.97

		   CaCO3          1.517e-006  1.519e-006    -5.819    -5.818     0.001    -14.66

		   CO3-2          8.990e-007  6.373e-007    -6.046    -6.196    -0.149     -7.29

		Ca           2.545e-003

		   Ca+2           2.462e-003  1.744e-003    -2.609    -2.758    -0.150    -18.29

		   CaHCO3+        8.110e-005  7.451e-005    -4.091    -4.128    -0.037      8.97

		   CaCO3          1.517e-006  1.519e-006    -5.819    -5.818     0.001    -14.66

		   CaOH+          1.348e-009  1.234e-009    -8.870    -8.909    -0.038     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.445e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.096e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.010e-003  5.010e-003      1.00

				CaHCO3+          8.110e-005  8.110e-005      1.00

				CaCO3            3.033e-006  1.517e-006      2.00

				CO3-2            1.798e-006  8.990e-007      2.00

				H+              -2.539e-007  2.539e-007     -1.00

				OH-              1.372e-008  1.372e-008      1.00

				CaOH+            1.348e-009  1.348e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.70     -8.95   -8.26  CaCO3

				Calcite          -0.54     -8.95   -8.41  CaCO3

				CH4(g)         -149.01   -151.72   -2.71  CH4

				CO2(g)           -1.24     -2.50   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.15     -8.95   -7.80  CaCO3

		Reaction step 30.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 58 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.611e-005  9.994e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.239e-003  8.239e-003

				Ca               2.561e-003  2.561e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.635      Charge balance

		                                       pe  =  15.328      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 321

		                          Density (g/cm3)  =   1.00008

		                               Volume (L)  =   1.00088

		                        Activity of water  =   1.000

		                           Ionic strength  =  7.518e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.128e-003

		                       Total CO2 (mol/kg)  =  8.239e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.07

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552795e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.511e-007  2.320e-007    -6.600    -6.635    -0.034      0.00

		   OH-            1.388e-008  1.268e-008    -7.858    -7.897    -0.039     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.719  -151.718     0.001     32.22

		C(4)         8.239e-003

		   HCO3-          5.041e-003  4.625e-003    -2.297    -2.335    -0.037     23.18

		   CO2            3.113e-003  3.119e-003    -2.507    -2.506     0.001     33.63

		   CaHCO3+        8.203e-005  7.535e-005    -4.086    -4.123    -0.037      8.97

		   CaCO3          1.551e-006  1.553e-006    -5.809    -5.809     0.001    -14.66

		   CO3-2          9.153e-007  6.483e-007    -6.038    -6.188    -0.150     -7.29

		Ca           2.561e-003

		   Ca+2           2.477e-003  1.753e-003    -2.606    -2.756    -0.150    -18.29

		   CaHCO3+        8.203e-005  7.535e-005    -4.086    -4.123    -0.037      8.97

		   CaCO3          1.551e-006  1.553e-006    -5.809    -5.809     0.001    -14.66

		   CaOH+          1.371e-009  1.254e-009    -8.863    -8.902    -0.039     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.445e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.128e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.041e-003  5.041e-003      1.00

				CaHCO3+          8.203e-005  8.203e-005      1.00

				CaCO3            3.102e-006  1.551e-006      2.00

				CO3-2            1.831e-006  9.153e-007      2.00

				H+              -2.511e-007  2.511e-007     -1.00

				OH-              1.388e-008  1.388e-008      1.00

				CaOH+            1.371e-009  1.371e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.69     -8.94   -8.26  CaCO3

				Calcite          -0.53     -8.94   -8.41  CaCO3

				CH4(g)         -149.01   -151.72   -2.71  CH4

				CO2(g)           -1.24     -2.51   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.14     -8.94   -7.80  CaCO3

		Reaction step 31.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 60 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.589e-005  9.994e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.255e-003  8.255e-003

				Ca               2.577e-003  2.577e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.639      Charge balance

		                                       pe  =  15.323      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 322

		                          Density (g/cm3)  =   1.00008

		                               Volume (L)  =   1.00088

		                        Activity of water  =   1.000

		                           Ionic strength  =  7.564e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.160e-003

		                       Total CO2 (mol/kg)  =  8.255e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.07

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552799e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.484e-007  2.294e-007    -6.605    -6.639    -0.034      0.00

		   OH-            1.404e-008  1.282e-008    -7.853    -7.892    -0.039     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.721  -151.721     0.001     32.22

		C(4)         8.255e-003

		   HCO3-          5.072e-003  4.652e-003    -2.295    -2.332    -0.038     23.18

		   CO2            3.097e-003  3.103e-003    -2.509    -2.508     0.001     33.63

		   CaHCO3+        8.295e-005  7.618e-005    -4.081    -4.118    -0.037      8.97

		   CaCO3          1.585e-006  1.588e-006    -5.800    -5.799     0.001    -14.66

		   CO3-2          9.317e-007  6.593e-007    -6.031    -6.181    -0.150     -7.29

		Ca           2.577e-003

		   Ca+2           2.492e-003  1.762e-003    -2.603    -2.754    -0.150    -18.29

		   CaHCO3+        8.295e-005  7.618e-005    -4.081    -4.118    -0.037      8.97

		   CaCO3          1.585e-006  1.588e-006    -5.800    -5.799     0.001    -14.66

		   CaOH+          1.393e-009  1.275e-009    -8.856    -8.895    -0.039     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.445e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.160e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.072e-003  5.072e-003      1.00

				CaHCO3+          8.295e-005  8.295e-005      1.00

				CaCO3            3.170e-006  1.585e-006      2.00

				CO3-2            1.863e-006  9.317e-007      2.00

				H+              -2.484e-007  2.484e-007     -1.00

				OH-              1.404e-008  1.404e-008      1.00

				CaOH+            1.393e-009  1.393e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.68     -8.93   -8.26  CaCO3

				Calcite          -0.52     -8.93   -8.41  CaCO3

				CH4(g)         -149.01   -151.72   -2.71  CH4

				CO2(g)           -1.24     -2.51   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.13     -8.93   -7.80  CaCO3

		Reaction step 32.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 62 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.567e-005  9.994e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.271e-003  8.270e-003

				Ca               2.592e-003  2.592e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.644      Charge balance

		                                       pe  =  15.319      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 324

		                          Density (g/cm3)  =   1.00008

		                               Volume (L)  =   1.00088

		                        Activity of water  =   1.000

		                           Ionic strength  =  7.609e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.191e-003

		                       Total CO2 (mol/kg)  =  8.271e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.07

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552804e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.458e-007  2.270e-007    -6.609    -6.644    -0.035      0.00

		   OH-            1.419e-008  1.296e-008    -7.848    -7.887    -0.039     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.724  -151.723     0.001     32.22

		C(4)         8.271e-003

		   HCO3-          5.102e-003  4.679e-003    -2.292    -2.330    -0.038     23.18

		   CO2            3.082e-003  3.087e-003    -2.511    -2.510     0.001     33.63

		   CaHCO3+        8.386e-005  7.700e-005    -4.076    -4.114    -0.037      8.97

		   CaCO3          1.620e-006  1.622e-006    -5.791    -5.790     0.001    -14.66

		   CO3-2          9.480e-007  6.703e-007    -6.023    -6.174    -0.151     -7.29

		Ca           2.592e-003

		   Ca+2           2.507e-003  1.771e-003    -2.601    -2.752    -0.151    -18.29

		   CaHCO3+        8.386e-005  7.700e-005    -4.076    -4.114    -0.037      8.97

		   CaCO3          1.620e-006  1.622e-006    -5.791    -5.790     0.001    -14.66

		   CaOH+          1.416e-009  1.295e-009    -8.849    -8.888    -0.039     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.445e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.191e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.102e-003  5.102e-003      1.00

				CaHCO3+          8.386e-005  8.386e-005      1.00

				CaCO3            3.239e-006  1.620e-006      2.00

				CO3-2            1.896e-006  9.480e-007      2.00

				H+              -2.458e-007  2.458e-007     -1.00

				OH-              1.419e-008  1.419e-008      1.00

				CaOH+            1.416e-009  1.416e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.67     -8.93   -8.26  CaCO3

				Calcite          -0.51     -8.93   -8.41  CaCO3

				CH4(g)         -149.02   -151.72   -2.71  CH4

				CO2(g)           -1.24     -2.51   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.12     -8.93   -7.80  CaCO3

		Reaction step 33.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 64 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.545e-005  9.994e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.286e-003  8.286e-003

				Ca               2.608e-003  2.608e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.649      Charge balance

		                                       pe  =  15.314      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 326

		                          Density (g/cm3)  =   1.00008

		                               Volume (L)  =   1.00088

		                        Activity of water  =   1.000

		                           Ionic strength  =  7.653e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.222e-003

		                       Total CO2 (mol/kg)  =  8.286e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.07

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552809e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.432e-007  2.246e-007    -6.614    -6.649    -0.035      0.00

		   OH-            1.435e-008  1.310e-008    -7.843    -7.883    -0.040     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.726  -151.725     0.001     32.22

		C(4)         8.286e-003

		   HCO3-          5.132e-003  4.705e-003    -2.290    -2.327    -0.038     23.18

		   CO2            3.066e-003  3.072e-003    -2.513    -2.513     0.001     33.63

		   CaHCO3+        8.477e-005  7.781e-005    -4.072    -4.109    -0.037      8.97

		   CaCO3          1.654e-006  1.657e-006    -5.781    -5.781     0.001    -14.66

		   CO3-2          9.644e-007  6.813e-007    -6.016    -6.167    -0.151     -7.29

		Ca           2.608e-003

		   Ca+2           2.521e-003  1.780e-003    -2.598    -2.750    -0.151    -18.29

		   CaHCO3+        8.477e-005  7.781e-005    -4.072    -4.109    -0.037      8.97

		   CaCO3          1.654e-006  1.657e-006    -5.781    -5.781     0.001    -14.66

		   CaOH+          1.438e-009  1.315e-009    -8.842    -8.881    -0.039     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.445e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.222e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.132e-003  5.132e-003      1.00

				CaHCO3+          8.477e-005  8.477e-005      1.00

				CaCO3            3.308e-006  1.654e-006      2.00

				CO3-2            1.929e-006  9.644e-007      2.00

				H+              -2.432e-007  2.432e-007     -1.00

				OH-              1.435e-008  1.435e-008      1.00

				CaOH+            1.438e-009  1.438e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.66     -8.92   -8.26  CaCO3

				Calcite          -0.51     -8.92   -8.41  CaCO3

				CH4(g)         -149.02   -151.73   -2.71  CH4

				CO2(g)           -1.25     -2.51   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.11     -8.92   -7.80  CaCO3

		Reaction step 34.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 66 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.524e-005  9.994e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.301e-003  8.301e-003

				Ca               2.623e-003  2.623e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.653      Charge balance

		                                       pe  =  15.310      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 328

		                          Density (g/cm3)  =   1.00008

		                               Volume (L)  =   1.00088

		                        Activity of water  =   1.000

		                           Ionic strength  =  7.697e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.253e-003

		                       Total CO2 (mol/kg)  =  8.301e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.07

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552813e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.408e-007  2.222e-007    -6.618    -6.653    -0.035      0.00

		   OH-            1.450e-008  1.323e-008    -7.839    -7.878    -0.040     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.728  -151.727     0.001     32.22

		C(4)         8.301e-003

		   HCO3-          5.162e-003  4.731e-003    -2.287    -2.325    -0.038     23.18

		   CO2            3.051e-003  3.057e-003    -2.516    -2.515     0.001     33.63

		   CaHCO3+        8.567e-005  7.862e-005    -4.067    -4.104    -0.037      8.97

		   CaCO3          1.689e-006  1.692e-006    -5.772    -5.772     0.001    -14.66

		   CO3-2          9.808e-007  6.922e-007    -6.008    -6.160    -0.151     -7.29

		Ca           2.623e-003

		   Ca+2           2.536e-003  1.789e-003    -2.596    -2.748    -0.152    -18.29

		   CaHCO3+        8.567e-005  7.862e-005    -4.067    -4.104    -0.037      8.97

		   CaCO3          1.689e-006  1.692e-006    -5.772    -5.772     0.001    -14.66

		   CaOH+          1.461e-009  1.335e-009    -8.835    -8.874    -0.039     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.445e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.253e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.162e-003  5.162e-003      1.00

				CaHCO3+          8.567e-005  8.567e-005      1.00

				CaCO3            3.378e-006  1.689e-006      2.00

				CO3-2            1.962e-006  9.808e-007      2.00

				H+              -2.408e-007  2.408e-007     -1.00

				OH-              1.450e-008  1.450e-008      1.00

				CaOH+            1.461e-009  1.461e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.65     -8.91   -8.26  CaCO3

				Calcite          -0.50     -8.91   -8.41  CaCO3

				CH4(g)         -149.02   -151.73   -2.71  CH4

				CO2(g)           -1.25     -2.51   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.11     -8.91   -7.80  CaCO3

		Reaction step 35.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 68 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.503e-005  9.994e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.316e-003  8.316e-003

				Ca               2.638e-003  2.638e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.658      Charge balance

		                                       pe  =  15.305      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 330

		                          Density (g/cm3)  =   1.00009

		                               Volume (L)  =   1.00088

		                        Activity of water  =   1.000

		                           Ionic strength  =  7.740e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.283e-003

		                       Total CO2 (mol/kg)  =  8.316e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552818e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.383e-007  2.200e-007    -6.623    -6.658    -0.035      0.00

		   OH-            1.465e-008  1.337e-008    -7.834    -7.874    -0.040     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.730  -151.729     0.001     32.22

		C(4)         8.316e-003

		   HCO3-          5.191e-003  4.757e-003    -2.285    -2.323    -0.038     23.18

		   CO2            3.036e-003  3.042e-003    -2.518    -2.517     0.001     33.63

		   CaHCO3+        8.655e-005  7.942e-005    -4.063    -4.100    -0.037      8.97

		   CaCO3          1.724e-006  1.727e-006    -5.764    -5.763     0.001    -14.66

		   CO3-2          9.972e-007  7.032e-007    -6.001    -6.153    -0.152     -7.29

		Ca           2.638e-003

		   Ca+2           2.550e-003  1.797e-003    -2.594    -2.745    -0.152    -18.29

		   CaHCO3+        8.655e-005  7.942e-005    -4.063    -4.100    -0.037      8.97

		   CaCO3          1.724e-006  1.727e-006    -5.764    -5.763     0.001    -14.66

		   CaOH+          1.483e-009  1.355e-009    -8.829    -8.868    -0.039     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.445e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.283e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.191e-003  5.191e-003      1.00

				CaHCO3+          8.655e-005  8.655e-005      1.00

				CaCO3            3.447e-006  1.724e-006      2.00

				CO3-2            1.994e-006  9.972e-007      2.00

				H+              -2.383e-007  2.383e-007     -1.00

				OH-              1.465e-008  1.465e-008      1.00

				CaOH+            1.483e-009  1.483e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.64     -8.90   -8.26  CaCO3

				Calcite          -0.49     -8.90   -8.41  CaCO3

				CH4(g)         -149.02   -151.73   -2.71  CH4

				CO2(g)           -1.25     -2.52   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.10     -8.90   -7.80  CaCO3

		Reaction step 36.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 70 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.482e-005  9.993e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.331e-003  8.331e-003

				Ca               2.653e-003  2.653e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.662      Charge balance

		                                       pe  =  15.301      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 331

		                          Density (g/cm3)  =   1.00009

		                               Volume (L)  =   1.00088

		                        Activity of water  =   1.000

		                           Ionic strength  =  7.783e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.312e-003

		                       Total CO2 (mol/kg)  =  8.331e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552822e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.360e-007  2.177e-007    -6.627    -6.662    -0.035      0.00

		   OH-            1.481e-008  1.351e-008    -7.830    -7.869    -0.040     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.732  -151.731     0.001     32.22

		C(4)         8.331e-003

		   HCO3-          5.219e-003  4.782e-003    -2.282    -2.320    -0.038     23.18

		   CO2            3.021e-003  3.027e-003    -2.520    -2.519     0.001     33.63

		   CaHCO3+        8.743e-005  8.021e-005    -4.058    -4.096    -0.037      8.97

		   CaCO3          1.759e-006  1.762e-006    -5.755    -5.754     0.001    -14.66

		   CO3-2          1.014e-006  7.141e-007    -5.994    -6.146    -0.152     -7.29

		Ca           2.653e-003

		   Ca+2           2.564e-003  1.805e-003    -2.591    -2.743    -0.152    -18.28

		   CaHCO3+        8.743e-005  8.021e-005    -4.058    -4.096    -0.037      8.97

		   CaCO3          1.759e-006  1.762e-006    -5.755    -5.754     0.001    -14.66

		   CaOH+          1.506e-009  1.376e-009    -8.822    -8.861    -0.039     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.445e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.312e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.219e-003  5.219e-003      1.00

				CaHCO3+          8.743e-005  8.743e-005      1.00

				CaCO3            3.517e-006  1.759e-006      2.00

				CO3-2            2.027e-006  1.014e-006      2.00

				H+              -2.360e-007  2.360e-007     -1.00

				OH-              1.481e-008  1.481e-008      1.00

				CaOH+            1.506e-009  1.506e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.63     -8.89   -8.26  CaCO3

				Calcite          -0.48     -8.89   -8.41  CaCO3

				CH4(g)         -149.03   -151.73   -2.71  CH4

				CO2(g)           -1.25     -2.52   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.09     -8.89   -7.80  CaCO3

		Reaction step 37.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 72 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.461e-005  9.993e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.346e-003  8.346e-003

				Ca               2.667e-003  2.667e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.666      Charge balance

		                                       pe  =  15.296      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 333

		                          Density (g/cm3)  =   1.00009

		                               Volume (L)  =   1.00088

		                        Activity of water  =   1.000

		                           Ionic strength  =  7.825e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.341e-003

		                       Total CO2 (mol/kg)  =  8.346e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552827e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.336e-007  2.156e-007    -6.631    -6.666    -0.035      0.00

		   OH-            1.496e-008  1.364e-008    -7.825    -7.865    -0.040     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.734  -151.734     0.001     32.22

		C(4)         8.346e-003

		   HCO3-          5.248e-003  4.807e-003    -2.280    -2.318    -0.038     23.18

		   CO2            3.007e-003  3.012e-003    -2.522    -2.521     0.001     33.63

		   CaHCO3+        8.830e-005  8.099e-005    -4.054    -4.092    -0.038      8.97

		   CaCO3          1.794e-006  1.797e-006    -5.746    -5.745     0.001    -14.66

		   CO3-2          1.030e-006  7.251e-007    -5.987    -6.140    -0.152     -7.28

		Ca           2.667e-003

		   Ca+2           2.577e-003  1.813e-003    -2.589    -2.742    -0.153    -18.28

		   CaHCO3+        8.830e-005  8.099e-005    -4.054    -4.092    -0.038      8.97

		   CaCO3          1.794e-006  1.797e-006    -5.746    -5.745     0.001    -14.66

		   CaOH+          1.528e-009  1.396e-009    -8.816    -8.855    -0.039     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.445e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.341e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.248e-003  5.248e-003      1.00

				CaHCO3+          8.830e-005  8.830e-005      1.00

				CaCO3            3.587e-006  1.794e-006      2.00

				CO3-2            2.060e-006  1.030e-006      2.00

				H+              -2.336e-007  2.336e-007     -1.00

				OH-              1.496e-008  1.496e-008      1.00

				CaOH+            1.528e-009  1.528e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.63     -8.88   -8.26  CaCO3

				Calcite          -0.47     -8.88   -8.41  CaCO3

				CH4(g)         -149.03   -151.73   -2.71  CH4

				CO2(g)           -1.25     -2.52   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.08     -8.88   -7.80  CaCO3

		Reaction step 38.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 74 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.440e-005  9.993e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.360e-003  8.360e-003

				Ca               2.682e-003  2.682e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.671      Charge balance

		                                       pe  =  15.292      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 335

		                          Density (g/cm3)  =   1.00009

		                               Volume (L)  =   1.00088

		                        Activity of water  =   1.000

		                           Ionic strength  =  7.866e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.370e-003

		                       Total CO2 (mol/kg)  =  8.360e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552831e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.314e-007  2.135e-007    -6.636    -6.671    -0.035      0.00

		   OH-            1.511e-008  1.378e-008    -7.821    -7.861    -0.040     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.736  -151.736     0.001     32.22

		C(4)         8.360e-003

		   HCO3-          5.276e-003  4.831e-003    -2.278    -2.316    -0.038     23.18

		   CO2            2.992e-003  2.998e-003    -2.524    -2.523     0.001     33.63

		   CaHCO3+        8.917e-005  8.177e-005    -4.050    -4.087    -0.038      8.97

		   CaCO3          1.829e-006  1.832e-006    -5.738    -5.737     0.001    -14.66

		   CO3-2          1.046e-006  7.360e-007    -5.980    -6.133    -0.153     -7.28

		Ca           2.682e-003

		   Ca+2           2.591e-003  1.821e-003    -2.587    -2.740    -0.153    -18.28

		   CaHCO3+        8.917e-005  8.177e-005    -4.050    -4.087    -0.038      8.97

		   CaCO3          1.829e-006  1.832e-006    -5.738    -5.737     0.001    -14.66

		   CaOH+          1.550e-009  1.416e-009    -8.810    -8.849    -0.039     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.445e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.370e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.276e-003  5.276e-003      1.00

				CaHCO3+          8.917e-005  8.917e-005      1.00

				CaCO3            3.657e-006  1.829e-006      2.00

				CO3-2            2.093e-006  1.046e-006      2.00

				H+              -2.314e-007  2.314e-007     -1.00

				OH-              1.511e-008  1.511e-008      1.00

				CaOH+            1.550e-009  1.550e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.62     -8.87   -8.26  CaCO3

				Calcite          -0.46     -8.87   -8.41  CaCO3

				CH4(g)         -149.03   -151.74   -2.71  CH4

				CO2(g)           -1.26     -2.52   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.07     -8.87   -7.80  CaCO3

		Reaction step 39.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 76 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.420e-005  9.993e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.374e-003  8.374e-003

				Ca               2.696e-003  2.696e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.675      Charge balance

		                                       pe  =  15.288      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 336

		                          Density (g/cm3)  =   1.00009

		                               Volume (L)  =   1.00088

		                        Activity of water  =   1.000

		                           Ionic strength  =  7.907e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.399e-003

		                       Total CO2 (mol/kg)  =  8.374e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552835e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.292e-007  2.114e-007    -6.640    -6.675    -0.035      0.00

		   OH-            1.526e-008  1.391e-008    -7.816    -7.857    -0.040     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.738  -151.738     0.001     32.22

		C(4)         8.374e-003

		   HCO3-          5.303e-003  4.856e-003    -2.275    -2.314    -0.038     23.18

		   CO2            2.978e-003  2.984e-003    -2.526    -2.525     0.001     33.63

		   CaHCO3+        9.002e-005  8.253e-005    -4.046    -4.083    -0.038      8.97

		   CaCO3          1.864e-006  1.867e-006    -5.730    -5.729     0.001    -14.66

		   CO3-2          1.063e-006  7.469e-007    -5.974    -6.127    -0.153     -7.28

		Ca           2.696e-003

		   Ca+2           2.604e-003  1.829e-003    -2.584    -2.738    -0.153    -18.28

		   CaHCO3+        9.002e-005  8.253e-005    -4.046    -4.083    -0.038      8.97

		   CaCO3          1.864e-006  1.867e-006    -5.730    -5.729     0.001    -14.66

		   CaOH+          1.573e-009  1.436e-009    -8.803    -8.843    -0.039     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.445e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.399e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.303e-003  5.303e-003      1.00

				CaHCO3+          9.002e-005  9.002e-005      1.00

				CaCO3            3.728e-006  1.864e-006      2.00

				CO3-2            2.125e-006  1.063e-006      2.00

				H+              -2.292e-007  2.292e-007     -1.00

				OH-              1.526e-008  1.526e-008      1.00

				CaOH+            1.573e-009  1.573e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.61     -8.86   -8.26  CaCO3

				Calcite          -0.45     -8.86   -8.41  CaCO3

				CH4(g)         -149.03   -151.74   -2.71  CH4

				CO2(g)           -1.26     -2.53   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.06     -8.86   -7.80  CaCO3

		Reaction step 40.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 78 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.400e-005  9.993e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.388e-003  8.388e-003

				Ca               2.710e-003  2.710e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.679      Charge balance

		                                       pe  =  15.284      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 338

		                          Density (g/cm3)  =   1.00009

		                               Volume (L)  =   1.00089

		                        Activity of water  =   1.000

		                           Ionic strength  =  7.947e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.427e-003

		                       Total CO2 (mol/kg)  =  8.388e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552839e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.270e-007  2.094e-007    -6.644    -6.679    -0.035      0.00

		   OH-            1.541e-008  1.405e-008    -7.812    -7.852    -0.040     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.741  -151.740     0.001     32.22

		C(4)         8.388e-003

		   HCO3-          5.330e-003  4.879e-003    -2.273    -2.312    -0.038     23.18

		   CO2            2.964e-003  2.970e-003    -2.528    -2.527     0.001     33.63

		   CaHCO3+        9.086e-005  8.329e-005    -4.042    -4.079    -0.038      8.97

		   CaCO3          1.899e-006  1.903e-006    -5.721    -5.721     0.001    -14.66

		   CO3-2          1.079e-006  7.578e-007    -5.967    -6.120    -0.153     -7.28

		Ca           2.710e-003

		   Ca+2           2.617e-003  1.837e-003    -2.582    -2.736    -0.154    -18.28

		   CaHCO3+        9.086e-005  8.329e-005    -4.042    -4.079    -0.038      8.97

		   CaCO3          1.899e-006  1.903e-006    -5.721    -5.721     0.001    -14.66

		   CaOH+          1.595e-009  1.456e-009    -8.797    -8.837    -0.040     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.445e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.427e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.330e-003  5.330e-003      1.00

				CaHCO3+          9.086e-005  9.086e-005      1.00

				CaCO3            3.798e-006  1.899e-006      2.00

				CO3-2            2.158e-006  1.079e-006      2.00

				H+              -2.270e-007  2.270e-007     -1.00

				OH-              1.541e-008  1.541e-008      1.00

				CaOH+            1.595e-009  1.595e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.60     -8.86   -8.26  CaCO3

				Calcite          -0.45     -8.86   -8.41  CaCO3

				CH4(g)         -149.03   -151.74   -2.71  CH4

				CO2(g)           -1.26     -2.53   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.05     -8.86   -7.80  CaCO3

		Reaction step 41.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 80 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.380e-005  9.993e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.402e-003  8.402e-003

				Ca               2.724e-003  2.724e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.683      Charge balance

		                                       pe  =  15.280      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 340

		                          Density (g/cm3)  =   1.00010

		                               Volume (L)  =   1.00089

		                        Activity of water  =   1.000

		                           Ionic strength  =  7.987e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.454e-003

		                       Total CO2 (mol/kg)  =  8.402e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552843e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.249e-007  2.074e-007    -6.648    -6.683    -0.035      0.00

		   OH-            1.556e-008  1.418e-008    -7.808    -7.848    -0.040     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.743  -151.742     0.001     32.22

		C(4)         8.402e-003

		   HCO3-          5.357e-003  4.903e-003    -2.271    -2.310    -0.038     23.18

		   CO2            2.951e-003  2.956e-003    -2.530    -2.529     0.001     33.63

		   CaHCO3+        9.170e-005  8.404e-005    -4.038    -4.076    -0.038      8.97

		   CaCO3          1.934e-006  1.938e-006    -5.713    -5.713     0.001    -14.66

		   CO3-2          1.095e-006  7.687e-007    -5.960    -6.114    -0.154     -7.28

		Ca           2.724e-003

		   Ca+2           2.630e-003  1.845e-003    -2.580    -2.734    -0.154    -18.28

		   CaHCO3+        9.170e-005  8.404e-005    -4.038    -4.076    -0.038      8.97

		   CaCO3          1.934e-006  1.938e-006    -5.713    -5.713     0.001    -14.66

		   CaOH+          1.617e-009  1.476e-009    -8.791    -8.831    -0.040     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.445e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.454e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.357e-003  5.357e-003      1.00

				CaHCO3+          9.170e-005  9.170e-005      1.00

				CaCO3            3.869e-006  1.934e-006      2.00

				CO3-2            2.191e-006  1.095e-006      2.00

				H+              -2.249e-007  2.249e-007     -1.00

				OH-              1.556e-008  1.556e-008      1.00

				CaOH+            1.617e-009  1.617e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.59     -8.85   -8.26  CaCO3

				Calcite          -0.44     -8.85   -8.41  CaCO3

				CH4(g)         -149.04   -151.74   -2.71  CH4

				CO2(g)           -1.26     -2.53   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.05     -8.85   -7.80  CaCO3

		Reaction step 42.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 82 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.360e-005  9.993e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.416e-003  8.416e-003

				Ca               2.737e-003  2.737e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.687      Charge balance

		                                       pe  =  15.276      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 341

		                          Density (g/cm3)  =   1.00010

		                               Volume (L)  =   1.00089

		                        Activity of water  =   1.000

		                           Ionic strength  =  8.026e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.481e-003

		                       Total CO2 (mol/kg)  =  8.416e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552848e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.229e-007  2.055e-007    -6.652    -6.687    -0.035      0.00

		   OH-            1.571e-008  1.431e-008    -7.804    -7.844    -0.040     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.745  -151.744     0.001     32.22

		C(4)         8.416e-003

		   HCO3-          5.383e-003  4.926e-003    -2.269    -2.308    -0.039     23.18

		   CO2            2.937e-003  2.943e-003    -2.532    -2.531     0.001     33.63

		   CaHCO3+        9.252e-005  8.478e-005    -4.034    -4.072    -0.038      8.97

		   CaCO3          1.970e-006  1.973e-006    -5.706    -5.705     0.001    -14.66

		   CO3-2          1.112e-006  7.795e-007    -5.954    -6.108    -0.154     -7.28

		Ca           2.737e-003

		   Ca+2           2.643e-003  1.852e-003    -2.578    -2.732    -0.154    -18.28

		   CaHCO3+        9.252e-005  8.478e-005    -4.034    -4.072    -0.038      8.97

		   CaCO3          1.970e-006  1.973e-006    -5.706    -5.705     0.001    -14.66

		   CaOH+          1.639e-009  1.496e-009    -8.785    -8.825    -0.040     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.445e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.481e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.383e-003  5.383e-003      1.00

				CaHCO3+          9.252e-005  9.252e-005      1.00

				CaCO3            3.939e-006  1.970e-006      2.00

				CO3-2            2.223e-006  1.112e-006      2.00

				H+              -2.229e-007  2.229e-007     -1.00

				OH-              1.571e-008  1.571e-008      1.00

				CaOH+            1.639e-009  1.639e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.59     -8.84   -8.26  CaCO3

				Calcite          -0.43     -8.84   -8.41  CaCO3

				CH4(g)         -149.04   -151.74   -2.71  CH4

				CO2(g)           -1.26     -2.53   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.04     -8.84   -7.80  CaCO3

		Reaction step 43.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 84 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.340e-005  9.992e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.429e-003  8.429e-003

				Ca               2.751e-003  2.751e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.691      Charge balance

		                                       pe  =  15.272      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 343

		                          Density (g/cm3)  =   1.00010

		                               Volume (L)  =   1.00089

		                        Activity of water  =   1.000

		                           Ionic strength  =  8.064e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.508e-003

		                       Total CO2 (mol/kg)  =  8.429e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552852e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.209e-007  2.036e-007    -6.656    -6.691    -0.035      0.00

		   OH-            1.586e-008  1.444e-008    -7.800    -7.840    -0.041     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.747  -151.746     0.001     32.22

		C(4)         8.429e-003

		   HCO3-          5.409e-003  4.949e-003    -2.267    -2.305    -0.039     23.18

		   CO2            2.924e-003  2.929e-003    -2.534    -2.533     0.001     33.63

		   CaHCO3+        9.334e-005  8.552e-005    -4.030    -4.068    -0.038      8.97

		   CaCO3          2.005e-006  2.009e-006    -5.698    -5.697     0.001    -14.66

		   CO3-2          1.128e-006  7.903e-007    -5.948    -6.102    -0.154     -7.28

		Ca           2.751e-003

		   Ca+2           2.655e-003  1.860e-003    -2.576    -2.731    -0.155    -18.28

		   CaHCO3+        9.334e-005  8.552e-005    -4.030    -4.068    -0.038      8.97

		   CaCO3          2.005e-006  2.009e-006    -5.698    -5.697     0.001    -14.66

		   CaOH+          1.661e-009  1.516e-009    -8.780    -8.819    -0.040     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.445e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.508e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.409e-003  5.409e-003      1.00

				CaHCO3+          9.334e-005  9.334e-005      1.00

				CaCO3            4.010e-006  2.005e-006      2.00

				CO3-2            2.256e-006  1.128e-006      2.00

				H+              -2.209e-007  2.209e-007     -1.00

				OH-              1.586e-008  1.586e-008      1.00

				CaOH+            1.661e-009  1.661e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.58     -8.83   -8.26  CaCO3

				Calcite          -0.42     -8.83   -8.41  CaCO3

				CH4(g)         -149.04   -151.75   -2.71  CH4

				CO2(g)           -1.27     -2.53   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.03     -8.83   -7.80  CaCO3

		Reaction step 44.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 86 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.321e-005  9.992e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.442e-003  8.442e-003

				Ca               2.764e-003  2.764e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.695      Charge balance

		                                       pe  =  15.268      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 344

		                          Density (g/cm3)  =   1.00010

		                               Volume (L)  =   1.00089

		                        Activity of water  =   1.000

		                           Ionic strength  =  8.102e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.535e-003

		                       Total CO2 (mol/kg)  =  8.442e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552856e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.190e-007  2.018e-007    -6.660    -6.695    -0.035      0.00

		   OH-            1.600e-008  1.457e-008    -7.796    -7.836    -0.041     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.748  -151.748     0.001     32.22

		C(4)         8.442e-003

		   HCO3-          5.434e-003  4.971e-003    -2.265    -2.304    -0.039     23.18

		   CO2            2.911e-003  2.916e-003    -2.536    -2.535     0.001     33.63

		   CaHCO3+        9.415e-005  8.624e-005    -4.026    -4.064    -0.038      8.97

		   CaCO3          2.040e-006  2.044e-006    -5.690    -5.690     0.001    -14.66

		   CO3-2          1.144e-006  8.011e-007    -5.942    -6.096    -0.155     -7.28

		Ca           2.764e-003

		   Ca+2           2.668e-003  1.867e-003    -2.574    -2.729    -0.155    -18.28

		   CaHCO3+        9.415e-005  8.624e-005    -4.026    -4.064    -0.038      8.97

		   CaCO3          2.040e-006  2.044e-006    -5.690    -5.690     0.001    -14.66

		   CaOH+          1.683e-009  1.535e-009    -8.774    -8.814    -0.040     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.445e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.535e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.434e-003  5.434e-003      1.00

				CaHCO3+          9.415e-005  9.415e-005      1.00

				CaCO3            4.080e-006  2.040e-006      2.00

				CO3-2            2.288e-006  1.144e-006      2.00

				H+              -2.190e-007  2.190e-007     -1.00

				OH-              1.600e-008  1.600e-008      1.00

				CaOH+            1.683e-009  1.683e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.57     -8.83   -8.26  CaCO3

				Calcite          -0.41     -8.83   -8.41  CaCO3

				CH4(g)         -149.04   -151.75   -2.71  CH4

				CO2(g)           -1.27     -2.54   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.02     -8.83   -7.80  CaCO3

		Reaction step 45.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 88 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.302e-005  9.992e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.455e-003  8.455e-003

				Ca               2.777e-003  2.777e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.699      Charge balance

		                                       pe  =  15.264      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 346

		                          Density (g/cm3)  =   1.00010

		                               Volume (L)  =   1.00089

		                        Activity of water  =   1.000

		                           Ionic strength  =  8.140e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.561e-003

		                       Total CO2 (mol/kg)  =  8.455e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552859e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.170e-007  2.000e-007    -6.663    -6.699    -0.036      0.00

		   OH-            1.615e-008  1.471e-008    -7.792    -7.833    -0.041     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.750  -151.750     0.001     32.22

		C(4)         8.455e-003

		   HCO3-          5.460e-003  4.993e-003    -2.263    -2.302    -0.039     23.18

		   CO2            2.898e-003  2.903e-003    -2.538    -2.537     0.001     33.63

		   CaHCO3+        9.495e-005  8.696e-005    -4.023    -4.061    -0.038      8.97

		   CaCO3          2.076e-006  2.079e-006    -5.683    -5.682     0.001    -14.66

		   CO3-2          1.160e-006  8.119e-007    -5.935    -6.091    -0.155     -7.28

		Ca           2.777e-003

		   Ca+2           2.680e-003  1.874e-003    -2.572    -2.727    -0.155    -18.28

		   CaHCO3+        9.495e-005  8.696e-005    -4.023    -4.061    -0.038      8.97

		   CaCO3          2.076e-006  2.079e-006    -5.683    -5.682     0.001    -14.66

		   CaOH+          1.705e-009  1.555e-009    -8.768    -8.808    -0.040     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.445e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.561e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.460e-003  5.460e-003      1.00

				CaHCO3+          9.495e-005  9.495e-005      1.00

				CaCO3            4.151e-006  2.076e-006      2.00

				CO3-2            2.320e-006  1.160e-006      2.00

				H+              -2.170e-007  2.170e-007     -1.00

				OH-              1.615e-008  1.615e-008      1.00

				CaOH+            1.705e-009  1.705e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.56     -8.82   -8.26  CaCO3

				Calcite          -0.41     -8.82   -8.41  CaCO3

				CH4(g)         -149.04   -151.75   -2.71  CH4

				CO2(g)           -1.27     -2.54   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.02     -8.82   -7.80  CaCO3

		Reaction step 46.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 90 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.283e-005  9.992e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.468e-003  8.468e-003

				Ca               2.790e-003  2.790e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.703      Charge balance

		                                       pe  =  15.260      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 347

		                          Density (g/cm3)  =   1.00010

		                               Volume (L)  =   1.00089

		                        Activity of water  =   1.000

		                           Ionic strength  =  8.176e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.586e-003

		                       Total CO2 (mol/kg)  =  8.468e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552863e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.152e-007  1.983e-007    -6.667    -6.703    -0.036      0.00

		   OH-            1.630e-008  1.483e-008    -7.788    -7.829    -0.041     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.752  -151.752     0.001     32.22

		C(4)         8.468e-003

		   HCO3-          5.484e-003  5.015e-003    -2.261    -2.300    -0.039     23.18

		   CO2            2.885e-003  2.890e-003    -2.540    -2.539     0.001     33.63

		   CaHCO3+        9.574e-005  8.767e-005    -4.019    -4.057    -0.038      8.97

		   CaCO3          2.111e-006  2.115e-006    -5.676    -5.675     0.001    -14.66

		   CO3-2          1.176e-006  8.226e-007    -5.929    -6.085    -0.155     -7.28

		Ca           2.790e-003

		   Ca+2           2.692e-003  1.881e-003    -2.570    -2.726    -0.156    -18.28

		   CaHCO3+        9.574e-005  8.767e-005    -4.019    -4.057    -0.038      8.97

		   CaCO3          2.111e-006  2.115e-006    -5.676    -5.675     0.001    -14.66

		   CaOH+          1.727e-009  1.575e-009    -8.763    -8.803    -0.040     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.445e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.586e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.484e-003  5.484e-003      1.00

				CaHCO3+          9.574e-005  9.574e-005      1.00

				CaCO3            4.222e-006  2.111e-006      2.00

				CO3-2            2.353e-006  1.176e-006      2.00

				H+              -2.152e-007  2.152e-007     -1.00

				OH-              1.630e-008  1.630e-008      1.00

				CaOH+            1.727e-009  1.727e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.56     -8.81   -8.26  CaCO3

				Calcite          -0.40     -8.81   -8.41  CaCO3

				CH4(g)         -149.05   -151.75   -2.71  CH4

				CO2(g)           -1.27     -2.54   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.01     -8.81   -7.80  CaCO3

		Reaction step 47.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 92 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.264e-005  9.992e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.481e-003  8.481e-003

				Ca               2.802e-003  2.802e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.707      Charge balance

		                                       pe  =  15.256      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 349

		                          Density (g/cm3)  =   1.00011

		                               Volume (L)  =   1.00089

		                        Activity of water  =   1.000

		                           Ionic strength  =  8.213e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.612e-003

		                       Total CO2 (mol/kg)  =  8.481e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552867e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.134e-007  1.966e-007    -6.671    -6.707    -0.036      0.00

		   OH-            1.644e-008  1.496e-008    -7.784    -7.825    -0.041     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.754  -151.753     0.001     32.22

		C(4)         8.481e-003

		   HCO3-          5.509e-003  5.037e-003    -2.259    -2.298    -0.039     23.18

		   CO2            2.872e-003  2.878e-003    -2.542    -2.541     0.001     33.63

		   CaHCO3+        9.652e-005  8.837e-005    -4.015    -4.054    -0.038      8.97

		   CaCO3          2.146e-006  2.150e-006    -5.668    -5.668     0.001    -14.66

		   CO3-2          1.192e-006  8.332e-007    -5.924    -6.079    -0.156     -7.28

		Ca           2.802e-003

		   Ca+2           2.704e-003  1.888e-003    -2.568    -2.724    -0.156    -18.28

		   CaHCO3+        9.652e-005  8.837e-005    -4.015    -4.054    -0.038      8.97

		   CaCO3          2.146e-006  2.150e-006    -5.668    -5.668     0.001    -14.66

		   CaOH+          1.748e-009  1.594e-009    -8.757    -8.797    -0.040     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.445e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.612e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.509e-003  5.509e-003      1.00

				CaHCO3+          9.652e-005  9.652e-005      1.00

				CaCO3            4.292e-006  2.146e-006      2.00

				CO3-2            2.385e-006  1.192e-006      2.00

				H+              -2.134e-007  2.134e-007     -1.00

				OH-              1.644e-008  1.644e-008      1.00

				CaOH+            1.748e-009  1.748e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.55     -8.80   -8.26  CaCO3

				Calcite          -0.39     -8.80   -8.41  CaCO3

				CH4(g)         -149.05   -151.75   -2.71  CH4

				CO2(g)           -1.27     -2.54   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -1.00     -8.80   -7.80  CaCO3

		Reaction step 48.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 94 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.245e-005  9.992e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.493e-003  8.493e-003

				Ca               2.815e-003  2.815e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.710      Charge balance

		                                       pe  =  15.253      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 350

		                          Density (g/cm3)  =   1.00011

		                               Volume (L)  =   1.00089

		                        Activity of water  =   1.000

		                           Ionic strength  =  8.248e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.637e-003

		                       Total CO2 (mol/kg)  =  8.493e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552871e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.116e-007  1.949e-007    -6.675    -6.710    -0.036      0.00

		   OH-            1.658e-008  1.509e-008    -7.780    -7.821    -0.041     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.756  -151.755     0.001     32.22

		C(4)         8.493e-003

		   HCO3-          5.533e-003  5.058e-003    -2.257    -2.296    -0.039     23.18

		   CO2            2.860e-003  2.865e-003    -2.544    -2.543     0.001     33.63

		   CaHCO3+        9.729e-005  8.906e-005    -4.012    -4.050    -0.038      8.97

		   CaCO3          2.181e-006  2.186e-006    -5.661    -5.660     0.001    -14.66

		   CO3-2          1.208e-006  8.439e-007    -5.918    -6.074    -0.156     -7.28

		Ca           2.815e-003

		   Ca+2           2.715e-003  1.895e-003    -2.566    -2.722    -0.156    -18.28

		   CaHCO3+        9.729e-005  8.906e-005    -4.012    -4.050    -0.038      8.97

		   CaCO3          2.181e-006  2.186e-006    -5.661    -5.660     0.001    -14.66

		   CaOH+          1.770e-009  1.614e-009    -8.752    -8.792    -0.040     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.445e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.637e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.533e-003  5.533e-003      1.00

				CaHCO3+          9.729e-005  9.729e-005      1.00

				CaCO3            4.363e-006  2.181e-006      2.00

				CO3-2            2.417e-006  1.208e-006      2.00

				H+              -2.116e-007  2.116e-007     -1.00

				OH-              1.658e-008  1.658e-008      1.00

				CaOH+            1.770e-009  1.770e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.54     -8.80   -8.26  CaCO3

				Calcite          -0.39     -8.80   -8.41  CaCO3

				CH4(g)         -149.05   -151.76   -2.71  CH4

				CO2(g)           -1.28     -2.54   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.99     -8.80   -7.80  CaCO3

		Reaction step 49.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 96 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.226e-005  9.992e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.506e-003  8.505e-003

				Ca               2.827e-003  2.827e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.714      Charge balance

		                                       pe  =  15.249      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 352

		                          Density (g/cm3)  =   1.00011

		                               Volume (L)  =   1.00089

		                        Activity of water  =   1.000

		                           Ionic strength  =  8.284e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.661e-003

		                       Total CO2 (mol/kg)  =  8.506e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552874e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.099e-007  1.933e-007    -6.678    -6.714    -0.036      0.00

		   OH-            1.673e-008  1.522e-008    -7.777    -7.818    -0.041     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.758  -151.757     0.001     32.22

		C(4)         8.506e-003

		   HCO3-          5.556e-003  5.079e-003    -2.255    -2.294    -0.039     23.18

		   CO2            2.848e-003  2.853e-003    -2.546    -2.545     0.001     33.63

		   CaHCO3+        9.806e-005  8.975e-005    -4.009    -4.047    -0.038      8.97

		   CaCO3          2.217e-006  2.221e-006    -5.654    -5.653     0.001    -14.66

		   CO3-2          1.224e-006  8.545e-007    -5.912    -6.068    -0.156     -7.28

		Ca           2.827e-003

		   Ca+2           2.727e-003  1.902e-003    -2.564    -2.721    -0.156    -18.28

		   CaHCO3+        9.806e-005  8.975e-005    -4.009    -4.047    -0.038      8.97

		   CaCO3          2.217e-006  2.221e-006    -5.654    -5.653     0.001    -14.66

		   CaOH+          1.792e-009  1.633e-009    -8.747    -8.787    -0.040     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.445e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.661e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.556e-003  5.556e-003      1.00

				CaHCO3+          9.806e-005  9.806e-005      1.00

				CaCO3            4.433e-006  2.217e-006      2.00

				CO3-2            2.449e-006  1.224e-006      2.00

				H+              -2.099e-007  2.099e-007     -1.00

				OH-              1.673e-008  1.673e-008      1.00

				CaOH+            1.792e-009  1.792e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.53     -8.79   -8.26  CaCO3

				Calcite          -0.38     -8.79   -8.41  CaCO3

				CH4(g)         -149.05   -151.76   -2.71  CH4

				CO2(g)           -1.28     -2.54   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.99     -8.79   -7.80  CaCO3

		Reaction step 50.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 98 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.208e-005  9.992e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.518e-003  8.517e-003

				Ca               2.839e-003  2.839e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.717      Charge balance

		                                       pe  =  15.245      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 353

		                          Density (g/cm3)  =   1.00011

		                               Volume (L)  =   1.00089

		                        Activity of water  =   1.000

		                           Ionic strength  =  8.318e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.685e-003

		                       Total CO2 (mol/kg)  =  8.518e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552878e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.082e-007  1.917e-007    -6.682    -6.717    -0.036      0.00

		   OH-            1.687e-008  1.534e-008    -7.773    -7.814    -0.041     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.760  -151.759     0.001     32.22

		C(4)         8.518e-003

		   HCO3-          5.580e-003  5.099e-003    -2.253    -2.293    -0.039     23.18

		   CO2            2.836e-003  2.841e-003    -2.547    -2.547     0.001     33.63

		   CaHCO3+        9.881e-005  9.042e-005    -4.005    -4.044    -0.039      8.97

		   CaCO3          2.252e-006  2.256e-006    -5.647    -5.647     0.001    -14.66

		   CO3-2          1.240e-006  8.650e-007    -5.906    -6.063    -0.156     -7.27

		Ca           2.839e-003

		   Ca+2           2.738e-003  1.909e-003    -2.563    -2.719    -0.157    -18.28

		   CaHCO3+        9.881e-005  9.042e-005    -4.005    -4.044    -0.039      8.97

		   CaCO3          2.252e-006  2.256e-006    -5.647    -5.647     0.001    -14.66

		   CaOH+          1.813e-009  1.652e-009    -8.742    -8.782    -0.040     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.445e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.685e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.580e-003  5.580e-003      1.00

				CaHCO3+          9.881e-005  9.881e-005      1.00

				CaCO3            4.504e-006  2.252e-006      2.00

				CO3-2            2.481e-006  1.240e-006      2.00

				H+              -2.082e-007  2.082e-007     -1.00

				OH-              1.687e-008  1.687e-008      1.00

				CaOH+            1.813e-009  1.813e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.53     -8.78   -8.26  CaCO3

				Calcite          -0.37     -8.78   -8.41  CaCO3

				CH4(g)         -149.05   -151.76   -2.71  CH4

				CO2(g)           -1.28     -2.55   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.98     -8.78   -7.80  CaCO3

		Reaction step 51.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 100 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.190e-005  9.991e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.529e-003  8.529e-003

				Ca               2.851e-003  2.851e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.721      Charge balance

		                                       pe  =  15.242      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 355

		                          Density (g/cm3)  =   1.00011

		                               Volume (L)  =   1.00089

		                        Activity of water  =   1.000

		                           Ionic strength  =  8.352e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.709e-003

		                       Total CO2 (mol/kg)  =  8.529e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552882e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.065e-007  1.901e-007    -6.685    -6.721    -0.036      0.00

		   OH-            1.701e-008  1.547e-008    -7.769    -7.811    -0.041     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.762  -151.761     0.001     32.22

		C(4)         8.529e-003

		   HCO3-          5.603e-003  5.119e-003    -2.252    -2.291    -0.039     23.18

		   CO2            2.824e-003  2.829e-003    -2.549    -2.548     0.001     33.63

		   CaHCO3+        9.956e-005  9.109e-005    -4.002    -4.041    -0.039      8.97

		   CaCO3          2.287e-006  2.291e-006    -5.641    -5.640     0.001    -14.66

		   CO3-2          1.256e-006  8.755e-007    -5.901    -6.058    -0.157     -7.27

		Ca           2.851e-003

		   Ca+2           2.749e-003  1.915e-003    -2.561    -2.718    -0.157    -18.28

		   CaHCO3+        9.956e-005  9.109e-005    -4.002    -4.041    -0.039      8.97

		   CaCO3          2.287e-006  2.291e-006    -5.641    -5.640     0.001    -14.66

		   CaOH+          1.835e-009  1.671e-009    -8.736    -8.777    -0.040     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.445e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.709e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.603e-003  5.603e-003      1.00

				CaHCO3+          9.956e-005  9.956e-005      1.00

				CaCO3            4.574e-006  2.287e-006      2.00

				CO3-2            2.512e-006  1.256e-006      2.00

				H+              -2.065e-007  2.065e-007     -1.00

				OH-              1.701e-008  1.701e-008      1.00

				CaOH+            1.835e-009  1.835e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.52     -8.78   -8.26  CaCO3

				Calcite          -0.37     -8.78   -8.41  CaCO3

				CH4(g)         -149.06   -151.76   -2.71  CH4

				CO2(g)           -1.28     -2.55   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.97     -8.78   -7.80  CaCO3

		Reaction step 52.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 102 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.172e-005  9.991e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.541e-003  8.541e-003

				Ca               2.863e-003  2.863e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.724      Charge balance

		                                       pe  =  15.238      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 356

		                          Density (g/cm3)  =   1.00011

		                               Volume (L)  =   1.00089

		                        Activity of water  =   1.000

		                           Ionic strength  =  8.386e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.732e-003

		                       Total CO2 (mol/kg)  =  8.541e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552885e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.049e-007  1.886e-007    -6.688    -6.724    -0.036      0.00

		   OH-            1.715e-008  1.559e-008    -7.766    -7.807    -0.041     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.764  -151.763     0.001     32.22

		C(4)         8.541e-003

		   HCO3-          5.625e-003  5.139e-003    -2.250    -2.289    -0.039     23.18

		   CO2            2.812e-003  2.818e-003    -2.551    -2.550     0.001     33.63

		   CaHCO3+        1.003e-004  9.175e-005    -3.999    -4.037    -0.039      8.97

		   CaCO3          2.322e-006  2.327e-006    -5.634    -5.633     0.001    -14.66

		   CO3-2          1.272e-006  8.860e-007    -5.896    -6.053    -0.157     -7.27

		Ca           2.863e-003

		   Ca+2           2.760e-003  1.922e-003    -2.559    -2.716    -0.157    -18.28

		   CaHCO3+        1.003e-004  9.175e-005    -3.999    -4.037    -0.039      8.97

		   CaCO3          2.322e-006  2.327e-006    -5.634    -5.633     0.001    -14.66

		   CaOH+          1.856e-009  1.690e-009    -8.731    -8.772    -0.041     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.445e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.732e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.625e-003  5.625e-003      1.00

				CaHCO3+          1.003e-004  1.003e-004      1.00

				CaCO3            4.644e-006  2.322e-006      2.00

				CO3-2            2.544e-006  1.272e-006      2.00

				H+              -2.049e-007  2.049e-007     -1.00

				OH-              1.715e-008  1.715e-008      1.00

				CaOH+            1.856e-009  1.856e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.51     -8.77   -8.26  CaCO3

				Calcite          -0.36     -8.77   -8.41  CaCO3

				CH4(g)         -149.06   -151.76   -2.71  CH4

				CO2(g)           -1.28     -2.55   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.97     -8.77   -7.80  CaCO3

		Reaction step 53.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 104 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.155e-005  9.991e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.553e-003  8.553e-003

				Ca               2.874e-003  2.874e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.728      Charge balance

		                                       pe  =  15.235      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 357

		                          Density (g/cm3)  =   1.00011

		                               Volume (L)  =   1.00089

		                        Activity of water  =   1.000

		                           Ionic strength  =  8.419e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.756e-003

		                       Total CO2 (mol/kg)  =  8.553e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552889e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.033e-007  1.871e-007    -6.692    -6.728    -0.036      0.00

		   OH-            1.729e-008  1.572e-008    -7.762    -7.804    -0.041     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.765  -151.764     0.001     32.22

		C(4)         8.553e-003

		   HCO3-          5.647e-003  5.159e-003    -2.248    -2.287    -0.039     23.18

		   CO2            2.801e-003  2.806e-003    -2.553    -2.552     0.001     33.63

		   CaHCO3+        1.010e-004  9.240e-005    -3.996    -4.034    -0.039      8.97

		   CaCO3          2.357e-006  2.362e-006    -5.628    -5.627     0.001    -14.66

		   CO3-2          1.288e-006  8.964e-007    -5.890    -6.047    -0.157     -7.27

		Ca           2.874e-003

		   Ca+2           2.771e-003  1.928e-003    -2.557    -2.715    -0.158    -18.28

		   CaHCO3+        1.010e-004  9.240e-005    -3.996    -4.034    -0.039      8.97

		   CaCO3          2.357e-006  2.362e-006    -5.628    -5.627     0.001    -14.66

		   CaOH+          1.877e-009  1.709e-009    -8.727    -8.767    -0.041     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.445e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.756e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.647e-003  5.647e-003      1.00

				CaHCO3+          1.010e-004  1.010e-004      1.00

				CaCO3            4.714e-006  2.357e-006      2.00

				CO3-2            2.575e-006  1.288e-006      2.00

				H+              -2.033e-007  2.033e-007     -1.00

				OH-              1.729e-008  1.729e-008      1.00

				CaOH+            1.877e-009  1.877e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.51     -8.76   -8.26  CaCO3

				Calcite          -0.35     -8.76   -8.41  CaCO3

				CH4(g)         -149.06   -151.76   -2.71  CH4

				CO2(g)           -1.28     -2.55   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.96     -8.76   -7.80  CaCO3

		Reaction step 54.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 106 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.137e-005  9.991e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.564e-003  8.564e-003

				Ca               2.886e-003  2.886e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.731      Charge balance

		                                       pe  =  15.232      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 359

		                          Density (g/cm3)  =   1.00012

		                               Volume (L)  =   1.00089

		                        Activity of water  =   1.000

		                           Ionic strength  =  8.452e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.778e-003

		                       Total CO2 (mol/kg)  =  8.564e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552892e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.018e-007  1.857e-007    -6.695    -6.731    -0.036      0.00

		   OH-            1.742e-008  1.584e-008    -7.759    -7.800    -0.041     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.767  -151.766     0.001     32.22

		C(4)         8.564e-003

		   HCO3-          5.669e-003  5.178e-003    -2.246    -2.286    -0.039     23.18

		   CO2            2.789e-003  2.795e-003    -2.555    -2.554     0.001     33.63

		   CaHCO3+        1.017e-004  9.305e-005    -3.993    -4.031    -0.039      8.97

		   CaCO3          2.392e-006  2.397e-006    -5.621    -5.620     0.001    -14.66

		   CO3-2          1.303e-006  9.068e-007    -5.885    -6.043    -0.158     -7.27

		Ca           2.886e-003

		   Ca+2           2.782e-003  1.934e-003    -2.556    -2.714    -0.158    -18.28

		   CaHCO3+        1.017e-004  9.305e-005    -3.993    -4.031    -0.039      8.97

		   CaCO3          2.392e-006  2.397e-006    -5.621    -5.620     0.001    -14.66

		   CaOH+          1.898e-009  1.728e-009    -8.722    -8.762    -0.041     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.445e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.778e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.669e-003  5.669e-003      1.00

				CaHCO3+          1.017e-004  1.017e-004      1.00

				CaCO3            4.784e-006  2.392e-006      2.00

				CO3-2            2.607e-006  1.303e-006      2.00

				H+              -2.018e-007  2.018e-007     -1.00

				OH-              1.742e-008  1.742e-008      1.00

				CaOH+            1.898e-009  1.898e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.50     -8.76   -8.26  CaCO3

				Calcite          -0.35     -8.76   -8.41  CaCO3

				CH4(g)         -149.06   -151.77   -2.71  CH4

				CO2(g)           -1.29     -2.55   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.95     -8.76   -7.80  CaCO3

		Reaction step 55.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 108 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.120e-005  9.991e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.575e-003  8.575e-003

				Ca               2.897e-003  2.897e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.735      Charge balance

		                                       pe  =  15.228      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 360

		                          Density (g/cm3)  =   1.00012

		                               Volume (L)  =   1.00089

		                        Activity of water  =   1.000

		                           Ionic strength  =  8.484e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.801e-003

		                       Total CO2 (mol/kg)  =  8.575e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552895e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             2.002e-007  1.843e-007    -6.698    -6.735    -0.036      0.00

		   OH-            1.756e-008  1.596e-008    -7.755    -7.797    -0.041     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.769  -151.768     0.001     32.22

		C(4)         8.575e-003

		   HCO3-          5.691e-003  5.197e-003    -2.245    -2.284    -0.039     23.18

		   CO2            2.778e-003  2.784e-003    -2.556    -2.555     0.001     33.63

		   CaHCO3+        1.025e-004  9.368e-005    -3.989    -4.028    -0.039      8.97

		   CaCO3          2.427e-006  2.432e-006    -5.615    -5.614     0.001    -14.66

		   CO3-2          1.319e-006  9.171e-007    -5.880    -6.038    -0.158     -7.27

		Ca           2.897e-003

		   Ca+2           2.792e-003  1.940e-003    -2.554    -2.712    -0.158    -18.27

		   CaHCO3+        1.025e-004  9.368e-005    -3.989    -4.028    -0.039      8.97

		   CaCO3          2.427e-006  2.432e-006    -5.615    -5.614     0.001    -14.66

		   CaOH+          1.919e-009  1.747e-009    -8.717    -8.758    -0.041     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.445e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.801e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.691e-003  5.691e-003      1.00

				CaHCO3+          1.025e-004  1.025e-004      1.00

				CaCO3            4.854e-006  2.427e-006      2.00

				CO3-2            2.638e-006  1.319e-006      2.00

				H+              -2.002e-007  2.002e-007     -1.00

				OH-              1.756e-008  1.756e-008      1.00

				CaOH+            1.919e-009  1.919e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.49     -8.75   -8.26  CaCO3

				Calcite          -0.34     -8.75   -8.41  CaCO3

				CH4(g)         -149.06   -151.77   -2.71  CH4

				CO2(g)           -1.29     -2.56   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.95     -8.75   -7.80  CaCO3

		Reaction step 56.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 110 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.103e-005  9.991e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.586e-003  8.586e-003

				Ca               2.908e-003  2.908e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.738      Charge balance

		                                       pe  =  15.225      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 361

		                          Density (g/cm3)  =   1.00012

		                               Volume (L)  =   1.00089

		                        Activity of water  =   1.000

		                           Ionic strength  =  8.515e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.823e-003

		                       Total CO2 (mol/kg)  =  8.586e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552899e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.988e-007  1.829e-007    -6.702    -6.738    -0.036      0.00

		   OH-            1.770e-008  1.608e-008    -7.752    -7.794    -0.042     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.771  -151.770     0.001     32.22

		C(4)         8.586e-003

		   HCO3-          5.712e-003  5.215e-003    -2.243    -2.283    -0.040     23.18

		   CO2            2.767e-003  2.773e-003    -2.558    -2.557     0.001     33.63

		   CaHCO3+        1.032e-004  9.431e-005    -3.987    -4.025    -0.039      8.97

		   CaCO3          2.462e-006  2.466e-006    -5.609    -5.608     0.001    -14.66

		   CO3-2          1.334e-006  9.273e-007    -5.875    -6.033    -0.158     -7.27

		Ca           2.908e-003

		   Ca+2           2.802e-003  1.946e-003    -2.552    -2.711    -0.158    -18.27

		   CaHCO3+        1.032e-004  9.431e-005    -3.987    -4.025    -0.039      8.97

		   CaCO3          2.462e-006  2.466e-006    -5.609    -5.608     0.001    -14.66

		   CaOH+          1.940e-009  1.766e-009    -8.712    -8.753    -0.041     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.445e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.823e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.712e-003  5.712e-003      1.00

				CaHCO3+          1.032e-004  1.032e-004      1.00

				CaCO3            4.923e-006  2.462e-006      2.00

				CO3-2            2.669e-006  1.334e-006      2.00

				H+              -1.988e-007  1.988e-007     -1.00

				OH-              1.770e-008  1.770e-008      1.00

				CaOH+            1.940e-009  1.940e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.49     -8.74   -8.26  CaCO3

				Calcite          -0.33     -8.74   -8.41  CaCO3

				CH4(g)         -149.06   -151.77   -2.71  CH4

				CO2(g)           -1.29     -2.56   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.94     -8.74   -7.80  CaCO3

		Reaction step 57.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 112 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.086e-005  9.991e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.597e-003  8.597e-003

				Ca               2.919e-003  2.919e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.741      Charge balance

		                                       pe  =  15.222      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 362

		                          Density (g/cm3)  =   1.00012

		                               Volume (L)  =   1.00089

		                        Activity of water  =   1.000

		                           Ionic strength  =  8.546e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.844e-003

		                       Total CO2 (mol/kg)  =  8.597e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552902e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.973e-007  1.815e-007    -6.705    -6.741    -0.036      0.00

		   OH-            1.783e-008  1.620e-008    -7.749    -7.790    -0.042     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.772  -151.771     0.001     32.22

		C(4)         8.597e-003

		   HCO3-          5.733e-003  5.234e-003    -2.242    -2.281    -0.040     23.18

		   CO2            2.756e-003  2.762e-003    -2.560    -2.559     0.001     33.63

		   CaHCO3+        1.038e-004  9.493e-005    -3.984    -4.023    -0.039      8.97

		   CaCO3          2.496e-006  2.501e-006    -5.603    -5.602     0.001    -14.66

		   CO3-2          1.350e-006  9.375e-007    -5.870    -6.028    -0.158     -7.27

		Ca           2.919e-003

		   Ca+2           2.813e-003  1.952e-003    -2.551    -2.709    -0.159    -18.27

		   CaHCO3+        1.038e-004  9.493e-005    -3.984    -4.023    -0.039      8.97

		   CaCO3          2.496e-006  2.501e-006    -5.603    -5.602     0.001    -14.66

		   CaOH+          1.960e-009  1.784e-009    -8.708    -8.749    -0.041     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.445e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.844e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.733e-003  5.733e-003      1.00

				CaHCO3+          1.038e-004  1.038e-004      1.00

				CaCO3            4.992e-006  2.496e-006      2.00

				CO3-2            2.700e-006  1.350e-006      2.00

				H+              -1.973e-007  1.973e-007     -1.00

				OH-              1.783e-008  1.783e-008      1.00

				CaOH+            1.960e-009  1.960e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.48     -8.74   -8.26  CaCO3

				Calcite          -0.33     -8.74   -8.41  CaCO3

				CH4(g)         -149.07   -151.77   -2.71  CH4

				CO2(g)           -1.29     -2.56   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.94     -8.74   -7.80  CaCO3

		Reaction step 58.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 114 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.069e-005  9.991e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.608e-003  8.608e-003

				Ca               2.930e-003  2.930e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.744      Charge balance

		                                       pe  =  15.219      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 364

		                          Density (g/cm3)  =   1.00012

		                               Volume (L)  =   1.00089

		                        Activity of water  =   1.000

		                           Ionic strength  =  8.577e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.866e-003

		                       Total CO2 (mol/kg)  =  8.608e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552905e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.959e-007  1.802e-007    -6.708    -6.744    -0.036      0.00

		   OH-            1.796e-008  1.632e-008    -7.746    -7.787    -0.042     -4.96

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.774  -151.773     0.001     32.22

		C(4)         8.608e-003

		   HCO3-          5.754e-003  5.252e-003    -2.240    -2.280    -0.040     23.18

		   CO2            2.746e-003  2.751e-003    -2.561    -2.560     0.001     33.63

		   CaHCO3+        1.045e-004  9.554e-005    -3.981    -4.020    -0.039      8.97

		   CaCO3          2.531e-006  2.536e-006    -5.597    -5.596     0.001    -14.66

		   CO3-2          1.365e-006  9.476e-007    -5.865    -6.023    -0.159     -7.27

		Ca           2.930e-003

		   Ca+2           2.823e-003  1.958e-003    -2.549    -2.708    -0.159    -18.27

		   CaHCO3+        1.045e-004  9.554e-005    -3.981    -4.020    -0.039      8.97

		   CaCO3          2.531e-006  2.536e-006    -5.597    -5.596     0.001    -14.66

		   CaOH+          1.981e-009  1.803e-009    -8.703    -8.744    -0.041     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.866e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.754e-003  5.754e-003      1.00

				CaHCO3+          1.045e-004  1.045e-004      1.00

				CaCO3            5.061e-006  2.531e-006      2.00

				CO3-2            2.731e-006  1.365e-006      2.00

				H+              -1.959e-007  1.959e-007     -1.00

				OH-              1.796e-008  1.796e-008      1.00

				CaOH+            1.981e-009  1.981e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.48     -8.73   -8.26  CaCO3

				Calcite          -0.32     -8.73   -8.41  CaCO3

				CH4(g)         -149.07   -151.77   -2.71  CH4

				CO2(g)           -1.29     -2.56   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.93     -8.73   -7.80  CaCO3

		Reaction step 59.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 116 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.052e-005  9.991e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.618e-003  8.618e-003

				Ca               2.940e-003  2.940e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.747      Charge balance

		                                       pe  =  15.215      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 365

		                          Density (g/cm3)  =   1.00012

		                               Volume (L)  =   1.00089

		                        Activity of water  =   1.000

		                           Ionic strength  =  8.607e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.887e-003

		                       Total CO2 (mol/kg)  =  8.618e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552908e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.945e-007  1.789e-007    -6.711    -6.747    -0.036      0.00

		   OH-            1.810e-008  1.644e-008    -7.742    -7.784    -0.042     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.776  -151.775     0.001     32.22

		C(4)         8.618e-003

		   HCO3-          5.774e-003  5.270e-003    -2.239    -2.278    -0.040     23.18

		   CO2            2.735e-003  2.741e-003    -2.563    -2.562     0.001     33.63

		   CaHCO3+        1.052e-004  9.615e-005    -3.978    -4.017    -0.039      8.97

		   CaCO3          2.565e-006  2.570e-006    -5.591    -5.590     0.001    -14.66

		   CO3-2          1.381e-006  9.577e-007    -5.860    -6.019    -0.159     -7.27

		Ca           2.940e-003

		   Ca+2           2.832e-003  1.964e-003    -2.548    -2.707    -0.159    -18.27

		   CaHCO3+        1.052e-004  9.615e-005    -3.978    -4.017    -0.039      8.97

		   CaCO3          2.565e-006  2.570e-006    -5.591    -5.590     0.001    -14.66

		   CaOH+          2.001e-009  1.821e-009    -8.699    -8.740    -0.041     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.887e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.774e-003  5.774e-003      1.00

				CaHCO3+          1.052e-004  1.052e-004      1.00

				CaCO3            5.130e-006  2.565e-006      2.00

				CO3-2            2.761e-006  1.381e-006      2.00

				H+              -1.945e-007  1.945e-007     -1.00

				OH-              1.810e-008  1.810e-008      1.00

				CaOH+            2.001e-009  2.001e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.47     -8.73   -8.26  CaCO3

				Calcite          -0.32     -8.73   -8.41  CaCO3

				CH4(g)         -149.07   -151.77   -2.71  CH4

				CO2(g)           -1.30     -2.56   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.92     -8.73   -7.80  CaCO3

		Reaction step 60.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 118 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.036e-005  9.990e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.629e-003  8.629e-003

				Ca               2.950e-003  2.950e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.750      Charge balance

		                                       pe  =  15.212      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 366

		                          Density (g/cm3)  =   1.00012

		                               Volume (L)  =   1.00089

		                        Activity of water  =   1.000

		                           Ionic strength  =  8.637e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.908e-003

		                       Total CO2 (mol/kg)  =  8.629e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552911e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.932e-007  1.777e-007    -6.714    -6.750    -0.036      0.00

		   OH-            1.823e-008  1.655e-008    -7.739    -7.781    -0.042     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.777  -151.776     0.001     32.22

		C(4)         8.629e-003

		   HCO3-          5.794e-003  5.287e-003    -2.237    -2.277    -0.040     23.18

		   CO2            2.725e-003  2.730e-003    -2.565    -2.564     0.001     33.63

		   CaHCO3+        1.059e-004  9.674e-005    -3.975    -4.014    -0.039      8.97

		   CaCO3          2.599e-006  2.604e-006    -5.585    -5.584     0.001    -14.66

		   CO3-2          1.396e-006  9.677e-007    -5.855    -6.014    -0.159     -7.27

		Ca           2.950e-003

		   Ca+2           2.842e-003  1.969e-003    -2.546    -2.706    -0.159    -18.27

		   CaHCO3+        1.059e-004  9.674e-005    -3.975    -4.014    -0.039      8.97

		   CaCO3          2.599e-006  2.604e-006    -5.585    -5.584     0.001    -14.66

		   CaOH+          2.022e-009  1.839e-009    -8.694    -8.735    -0.041     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.908e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.794e-003  5.794e-003      1.00

				CaHCO3+          1.059e-004  1.059e-004      1.00

				CaCO3            5.198e-006  2.599e-006      2.00

				CO3-2            2.791e-006  1.396e-006      2.00

				H+              -1.932e-007  1.932e-007     -1.00

				OH-              1.823e-008  1.823e-008      1.00

				CaOH+            2.022e-009  2.022e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.46     -8.72   -8.26  CaCO3

				Calcite          -0.31     -8.72   -8.41  CaCO3

				CH4(g)         -149.07   -151.78   -2.71  CH4

				CO2(g)           -1.30     -2.56   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.92     -8.72   -7.80  CaCO3

		Reaction step 61.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 120 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.020e-005  9.990e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.639e-003  8.639e-003

				Ca               2.961e-003  2.961e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.753      Charge balance

		                                       pe  =  15.209      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 367

		                          Density (g/cm3)  =   1.00012

		                               Volume (L)  =   1.00089

		                        Activity of water  =   1.000

		                           Ionic strength  =  8.666e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.928e-003

		                       Total CO2 (mol/kg)  =  8.639e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552915e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.918e-007  1.764e-007    -6.717    -6.753    -0.036      0.00

		   OH-            1.836e-008  1.667e-008    -7.736    -7.778    -0.042     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.779  -151.778     0.001     32.22

		C(4)         8.639e-003

		   HCO3-          5.814e-003  5.304e-003    -2.236    -2.275    -0.040     23.19

		   CO2            2.715e-003  2.720e-003    -2.566    -2.565     0.001     33.63

		   CaHCO3+        1.065e-004  9.733e-005    -3.973    -4.012    -0.039      8.97

		   CaCO3          2.633e-006  2.639e-006    -5.580    -5.579     0.001    -14.66

		   CO3-2          1.411e-006  9.777e-007    -5.851    -6.010    -0.159     -7.27

		Ca           2.961e-003

		   Ca+2           2.851e-003  1.975e-003    -2.545    -2.704    -0.160    -18.27

		   CaHCO3+        1.065e-004  9.733e-005    -3.973    -4.012    -0.039      8.97

		   CaCO3          2.633e-006  2.639e-006    -5.580    -5.579     0.001    -14.66

		   CaOH+          2.042e-009  1.857e-009    -8.690    -8.731    -0.041     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.928e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.814e-003  5.814e-003      1.00

				CaHCO3+          1.065e-004  1.065e-004      1.00

				CaCO3            5.267e-006  2.633e-006      2.00

				CO3-2            2.822e-006  1.411e-006      2.00

				H+              -1.918e-007  1.918e-007     -1.00

				OH-              1.836e-008  1.836e-008      1.00

				CaOH+            2.042e-009  2.042e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.46     -8.71   -8.26  CaCO3

				Calcite          -0.30     -8.71   -8.41  CaCO3

				CH4(g)         -149.07   -151.78   -2.71  CH4

				CO2(g)           -1.30     -2.57   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.91     -8.71   -7.80  CaCO3

		Reaction step 62.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 122 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.004e-005  9.990e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.649e-003  8.649e-003

				Ca               2.971e-003  2.971e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.756      Charge balance

		                                       pe  =  15.206      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 368

		                          Density (g/cm3)  =   1.00013

		                               Volume (L)  =   1.00089

		                        Activity of water  =   1.000

		                           Ionic strength  =  8.695e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.948e-003

		                       Total CO2 (mol/kg)  =  8.649e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552918e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.906e-007  1.752e-007    -6.720    -6.756    -0.036      0.00

		   OH-            1.849e-008  1.679e-008    -7.733    -7.775    -0.042     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.780  -151.780     0.001     32.22

		C(4)         8.649e-003

		   HCO3-          5.833e-003  5.321e-003    -2.234    -2.274    -0.040     23.19

		   CO2            2.705e-003  2.710e-003    -2.568    -2.567     0.001     33.63

		   CaHCO3+        1.072e-004  9.791e-005    -3.970    -4.009    -0.039      8.97

		   CaCO3          2.667e-006  2.673e-006    -5.574    -5.573     0.001    -14.66

		   CO3-2          1.426e-006  9.876e-007    -5.846    -6.005    -0.160     -7.27

		Ca           2.971e-003

		   Ca+2           2.861e-003  1.980e-003    -2.544    -2.703    -0.160    -18.27

		   CaHCO3+        1.072e-004  9.791e-005    -3.970    -4.009    -0.039      8.97

		   CaCO3          2.667e-006  2.673e-006    -5.574    -5.573     0.001    -14.66

		   CaOH+          2.062e-009  1.875e-009    -8.686    -8.727    -0.041     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.948e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.833e-003  5.833e-003      1.00

				CaHCO3+          1.072e-004  1.072e-004      1.00

				CaCO3            5.334e-006  2.667e-006      2.00

				CO3-2            2.852e-006  1.426e-006      2.00

				H+              -1.906e-007  1.906e-007     -1.00

				OH-              1.849e-008  1.849e-008      1.00

				CaOH+            2.062e-009  2.062e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.45     -8.71   -8.26  CaCO3

				Calcite          -0.30     -8.71   -8.41  CaCO3

				CH4(g)         -149.07   -151.78   -2.71  CH4

				CO2(g)           -1.30     -2.57   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.91     -8.71   -7.80  CaCO3

		Reaction step 63.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 124 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -9.880e-006  9.990e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.659e-003  8.659e-003

				Ca               2.981e-003  2.981e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.759      Charge balance

		                                       pe  =  15.203      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 370

		                          Density (g/cm3)  =   1.00013

		                               Volume (L)  =   1.00089

		                        Activity of water  =   1.000

		                           Ionic strength  =  8.723e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.968e-003

		                       Total CO2 (mol/kg)  =  8.659e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552921e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.893e-007  1.740e-007    -6.723    -6.759    -0.036      0.00

		   OH-            1.862e-008  1.690e-008    -7.730    -7.772    -0.042     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.782  -151.781     0.001     32.22

		C(4)         8.659e-003

		   HCO3-          5.852e-003  5.338e-003    -2.233    -2.273    -0.040     23.19

		   CO2            2.695e-003  2.700e-003    -2.569    -2.569     0.001     33.63

		   CaHCO3+        1.078e-004  9.848e-005    -3.967    -4.007    -0.039      8.97

		   CaCO3          2.701e-006  2.706e-006    -5.568    -5.568     0.001    -14.66

		   CO3-2          1.441e-006  9.974e-007    -5.841    -6.001    -0.160     -7.27

		Ca           2.981e-003

		   Ca+2           2.870e-003  1.986e-003    -2.542    -2.702    -0.160    -18.27

		   CaHCO3+        1.078e-004  9.848e-005    -3.967    -4.007    -0.039      8.97

		   CaCO3          2.701e-006  2.706e-006    -5.568    -5.568     0.001    -14.66

		   CaOH+          2.082e-009  1.893e-009    -8.682    -8.723    -0.041     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.968e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.852e-003  5.852e-003      1.00

				CaHCO3+          1.078e-004  1.078e-004      1.00

				CaCO3            5.402e-006  2.701e-006      2.00

				CO3-2            2.881e-006  1.441e-006      2.00

				H+              -1.893e-007  1.893e-007     -1.00

				OH-              1.862e-008  1.862e-008      1.00

				CaOH+            2.082e-009  2.082e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.45     -8.70   -8.26  CaCO3

				Calcite          -0.29     -8.70   -8.41  CaCO3

				CH4(g)         -149.08   -151.78   -2.71  CH4

				CO2(g)           -1.30     -2.57   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.90     -8.70   -7.80  CaCO3

		Reaction step 64.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 126 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -9.724e-006  9.990e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.669e-003  8.668e-003

				Ca               2.990e-003  2.990e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.762      Charge balance

		                                       pe  =  15.201      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 371

		                          Density (g/cm3)  =   1.00013

		                               Volume (L)  =   1.00089

		                        Activity of water  =   1.000

		                           Ionic strength  =  8.751e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  5.987e-003

		                       Total CO2 (mol/kg)  =  8.669e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552923e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.881e-007  1.729e-007    -6.726    -6.762    -0.037      0.00

		   OH-            1.874e-008  1.701e-008    -7.727    -7.769    -0.042     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.784  -151.783     0.001     32.22

		C(4)         8.669e-003

		   HCO3-          5.871e-003  5.354e-003    -2.231    -2.271    -0.040     23.19

		   CO2            2.685e-003  2.691e-003    -2.571    -2.570     0.001     33.63

		   CaHCO3+        1.084e-004  9.905e-005    -3.965    -4.004    -0.039      8.97

		   CaCO3          2.735e-006  2.740e-006    -5.563    -5.562     0.001    -14.66

		   CO3-2          1.456e-006  1.007e-006    -5.837    -5.997    -0.160     -7.27

		Ca           2.990e-003

		   Ca+2           2.879e-003  1.991e-003    -2.541    -2.701    -0.160    -18.27

		   CaHCO3+        1.084e-004  9.905e-005    -3.965    -4.004    -0.039      8.97

		   CaCO3          2.735e-006  2.740e-006    -5.563    -5.562     0.001    -14.66

		   CaOH+          2.101e-009  1.911e-009    -8.677    -8.719    -0.041     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  5.987e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.871e-003  5.871e-003      1.00

				CaHCO3+          1.084e-004  1.084e-004      1.00

				CaCO3            5.469e-006  2.735e-006      2.00

				CO3-2            2.911e-006  1.456e-006      2.00

				H+              -1.881e-007  1.881e-007     -1.00

				OH-              1.874e-008  1.874e-008      1.00

				CaOH+            2.101e-009  2.101e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.44     -8.70   -8.26  CaCO3

				Calcite          -0.29     -8.70   -8.41  CaCO3

				CH4(g)         -149.08   -151.78   -2.71  CH4

				CO2(g)           -1.30     -2.57   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.90     -8.70   -7.80  CaCO3

		Reaction step 65.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 128 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -9.570e-006  9.990e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.678e-003  8.678e-003

				Ca               3.000e-003  3.000e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.765      Charge balance

		                                       pe  =  15.198      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 372

		                          Density (g/cm3)  =   1.00013

		                               Volume (L)  =   1.00089

		                        Activity of water  =   1.000

		                           Ionic strength  =  8.778e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.006e-003

		                       Total CO2 (mol/kg)  =  8.678e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552926e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.868e-007  1.717e-007    -6.729    -6.765    -0.037      0.00

		   OH-            1.887e-008  1.712e-008    -7.724    -7.766    -0.042     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.785  -151.784     0.001     32.22

		C(4)         8.678e-003

		   HCO3-          5.889e-003  5.370e-003    -2.230    -2.270    -0.040     23.19

		   CO2            2.676e-003  2.681e-003    -2.573    -2.572     0.001     33.63

		   CaHCO3+        1.091e-004  9.960e-005    -3.962    -4.002    -0.039      8.97

		   CaCO3          2.768e-006  2.774e-006    -5.558    -5.557     0.001    -14.66

		   CO3-2          1.470e-006  1.017e-006    -5.833    -5.993    -0.160     -7.27

		Ca           3.000e-003

		   Ca+2           2.888e-003  1.996e-003    -2.539    -2.700    -0.160    -18.27

		   CaHCO3+        1.091e-004  9.960e-005    -3.962    -4.002    -0.039      8.97

		   CaCO3          2.768e-006  2.774e-006    -5.558    -5.557     0.001    -14.66

		   CaOH+          2.121e-009  1.928e-009    -8.673    -8.715    -0.041     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.006e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.889e-003  5.889e-003      1.00

				CaHCO3+          1.091e-004  1.091e-004      1.00

				CaCO3            5.536e-006  2.768e-006      2.00

				CO3-2            2.941e-006  1.470e-006      2.00

				H+              -1.868e-007  1.868e-007     -1.00

				OH-              1.887e-008  1.887e-008      1.00

				CaOH+            2.121e-009  2.121e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.44     -8.69   -8.26  CaCO3

				Calcite          -0.28     -8.69   -8.41  CaCO3

				CH4(g)         -149.08   -151.78   -2.71  CH4

				CO2(g)           -1.30     -2.57   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.89     -8.69   -7.80  CaCO3

		Reaction step 66.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 130 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -9.417e-006  9.990e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.688e-003  8.687e-003

				Ca               3.009e-003  3.009e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.768      Charge balance

		                                       pe  =  15.195      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 373

		                          Density (g/cm3)  =   1.00013

		                               Volume (L)  =   1.00089

		                        Activity of water  =   1.000

		                           Ionic strength  =  8.805e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.025e-003

		                       Total CO2 (mol/kg)  =  8.688e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552929e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.857e-007  1.706e-007    -6.731    -6.768    -0.037      0.00

		   OH-            1.899e-008  1.723e-008    -7.721    -7.764    -0.042     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.787  -151.786     0.001     32.22

		C(4)         8.688e-003

		   HCO3-          5.907e-003  5.386e-003    -2.229    -2.269    -0.040     23.19

		   CO2            2.666e-003  2.672e-003    -2.574    -2.573     0.001     33.63

		   CaHCO3+        1.097e-004  1.002e-004    -3.960    -3.999    -0.039      8.97

		   CaCO3          2.801e-006  2.807e-006    -5.553    -5.552     0.001    -14.66

		   CO3-2          1.485e-006  1.026e-006    -5.828    -5.989    -0.160     -7.27

		Ca           3.009e-003

		   Ca+2           2.897e-003  2.001e-003    -2.538    -2.699    -0.161    -18.27

		   CaHCO3+        1.097e-004  1.002e-004    -3.960    -3.999    -0.039      8.97

		   CaCO3          2.801e-006  2.807e-006    -5.553    -5.552     0.001    -14.66

		   CaOH+          2.140e-009  1.946e-009    -8.669    -8.711    -0.041     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.025e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.907e-003  5.907e-003      1.00

				CaHCO3+          1.097e-004  1.097e-004      1.00

				CaCO3            5.603e-006  2.801e-006      2.00

				CO3-2            2.970e-006  1.485e-006      2.00

				H+              -1.857e-007  1.857e-007     -1.00

				OH-              1.899e-008  1.899e-008      1.00

				CaOH+            2.140e-009  2.140e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.43     -8.69   -8.26  CaCO3

				Calcite          -0.28     -8.69   -8.41  CaCO3

				CH4(g)         -149.08   -151.79   -2.71  CH4

				CO2(g)           -1.31     -2.57   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.89     -8.69   -7.80  CaCO3

		Reaction step 67.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 132 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -9.267e-006  9.990e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.697e-003  8.697e-003

				Ca               3.019e-003  3.018e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.771      Charge balance

		                                       pe  =  15.192      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 374

		                          Density (g/cm3)  =   1.00013

		                               Volume (L)  =   1.00089

		                        Activity of water  =   1.000

		                           Ionic strength  =  8.832e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.044e-003

		                       Total CO2 (mol/kg)  =  8.697e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552932e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.845e-007  1.696e-007    -6.734    -6.771    -0.037      0.00

		   OH-            1.912e-008  1.734e-008    -7.719    -7.761    -0.042     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.788  -151.787     0.001     32.22

		C(4)         8.697e-003

		   HCO3-          5.925e-003  5.402e-003    -2.227    -2.267    -0.040     23.19

		   CO2            2.657e-003  2.663e-003    -2.576    -2.575     0.001     33.63

		   CaHCO3+        1.103e-004  1.007e-004    -3.957    -3.997    -0.040      8.97

		   CaCO3          2.834e-006  2.840e-006    -5.548    -5.547     0.001    -14.66

		   CO3-2          1.499e-006  1.036e-006    -5.824    -5.985    -0.161     -7.26

		Ca           3.019e-003

		   Ca+2           2.905e-003  2.006e-003    -2.537    -2.698    -0.161    -18.27

		   CaHCO3+        1.103e-004  1.007e-004    -3.957    -3.997    -0.040      8.97

		   CaCO3          2.834e-006  2.840e-006    -5.548    -5.547     0.001    -14.66

		   CaOH+          2.160e-009  1.963e-009    -8.666    -8.707    -0.041     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.044e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.925e-003  5.925e-003      1.00

				CaHCO3+          1.103e-004  1.103e-004      1.00

				CaCO3            5.669e-006  2.834e-006      2.00

				CO3-2            2.999e-006  1.499e-006      2.00

				H+              -1.845e-007  1.845e-007     -1.00

				OH-              1.912e-008  1.912e-008      1.00

				CaOH+            2.160e-009  2.160e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.43     -8.68   -8.26  CaCO3

				Calcite          -0.27     -8.68   -8.41  CaCO3

				CH4(g)         -149.08   -151.79   -2.71  CH4

				CO2(g)           -1.31     -2.57   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.88     -8.68   -7.80  CaCO3

		Reaction step 68.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 134 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -9.118e-006  9.990e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.706e-003  8.706e-003

				Ca               3.028e-003  3.028e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.773      Charge balance

		                                       pe  =  15.189      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 375

		                          Density (g/cm3)  =   1.00013

		                               Volume (L)  =   1.00089

		                        Activity of water  =   1.000

		                           Ionic strength  =  8.858e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.062e-003

		                       Total CO2 (mol/kg)  =  8.706e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552935e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.834e-007  1.685e-007    -6.737    -6.773    -0.037      0.00

		   OH-            1.924e-008  1.745e-008    -7.716    -7.758    -0.042     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.790  -151.789     0.001     32.22

		C(4)         8.706e-003

		   HCO3-          5.943e-003  5.417e-003    -2.226    -2.266    -0.040     23.19

		   CO2            2.648e-003  2.654e-003    -2.577    -2.576     0.001     33.63

		   CaHCO3+        1.109e-004  1.012e-004    -3.955    -3.995    -0.040      8.97

		   CaCO3          2.867e-006  2.873e-006    -5.543    -5.542     0.001    -14.66

		   CO3-2          1.514e-006  1.045e-006    -5.820    -5.981    -0.161     -7.26

		Ca           3.028e-003

		   Ca+2           2.914e-003  2.011e-003    -2.536    -2.697    -0.161    -18.27

		   CaHCO3+        1.109e-004  1.012e-004    -3.955    -3.995    -0.040      8.97

		   CaCO3          2.867e-006  2.873e-006    -5.543    -5.542     0.001    -14.66

		   CaOH+          2.179e-009  1.980e-009    -8.662    -8.703    -0.042     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.062e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.943e-003  5.943e-003      1.00

				CaHCO3+          1.109e-004  1.109e-004      1.00

				CaCO3            5.735e-006  2.867e-006      2.00

				CO3-2            3.028e-006  1.514e-006      2.00

				H+              -1.834e-007  1.834e-007     -1.00

				OH-              1.924e-008  1.924e-008      1.00

				CaOH+            2.179e-009  2.179e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.42     -8.68   -8.26  CaCO3

				Calcite          -0.27     -8.68   -8.41  CaCO3

				CH4(g)         -149.08   -151.79   -2.71  CH4

				CO2(g)           -1.31     -2.58   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.88     -8.68   -7.80  CaCO3

		Reaction step 69.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 136 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -8.972e-006  9.990e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.715e-003  8.715e-003

				Ca               3.037e-003  3.037e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.776      Charge balance

		                                       pe  =  15.187      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 376

		                          Density (g/cm3)  =   1.00013

		                               Volume (L)  =   1.00089

		                        Activity of water  =   1.000

		                           Ionic strength  =  8.883e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.080e-003

		                       Total CO2 (mol/kg)  =  8.715e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552937e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.823e-007  1.675e-007    -6.739    -6.776    -0.037      0.00

		   OH-            1.936e-008  1.756e-008    -7.713    -7.755    -0.042     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.791  -151.790     0.001     32.22

		C(4)         8.715e-003

		   HCO3-          5.960e-003  5.432e-003    -2.225    -2.265    -0.040     23.19

		   CO2            2.639e-003  2.645e-003    -2.579    -2.578     0.001     33.63

		   CaHCO3+        1.115e-004  1.018e-004    -3.953    -3.992    -0.040      8.97

		   CaCO3          2.900e-006  2.906e-006    -5.538    -5.537     0.001    -14.66

		   CO3-2          1.528e-006  1.055e-006    -5.816    -5.977    -0.161     -7.26

		Ca           3.037e-003

		   Ca+2           2.922e-003  2.016e-003    -2.534    -2.696    -0.161    -18.27

		   CaHCO3+        1.115e-004  1.018e-004    -3.953    -3.992    -0.040      8.97

		   CaCO3          2.900e-006  2.906e-006    -5.538    -5.537     0.001    -14.66

		   CaOH+          2.198e-009  1.997e-009    -8.658    -8.700    -0.042     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.080e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.960e-003  5.960e-003      1.00

				CaHCO3+          1.115e-004  1.115e-004      1.00

				CaCO3            5.800e-006  2.900e-006      2.00

				CO3-2            3.056e-006  1.528e-006      2.00

				H+              -1.823e-007  1.823e-007     -1.00

				OH-              1.936e-008  1.936e-008      1.00

				CaOH+            2.198e-009  2.198e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.42     -8.67   -8.26  CaCO3

				Calcite          -0.26     -8.67   -8.41  CaCO3

				CH4(g)         -149.08   -151.79   -2.71  CH4

				CO2(g)           -1.31     -2.58   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.87     -8.67   -7.80  CaCO3

		Reaction step 70.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 138 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -8.827e-006  9.990e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.724e-003  8.724e-003

				Ca               3.045e-003  3.045e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.779      Charge balance

		                                       pe  =  15.184      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 377

		                          Density (g/cm3)  =   1.00014

		                               Volume (L)  =   1.00089

		                        Activity of water  =   1.000

		                           Ionic strength  =  8.909e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.098e-003

		                       Total CO2 (mol/kg)  =  8.724e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552940e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.812e-007  1.665e-007    -6.742    -6.779    -0.037      0.00

		   OH-            1.948e-008  1.767e-008    -7.710    -7.753    -0.042     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.793  -151.792     0.001     32.22

		C(4)         8.724e-003

		   HCO3-          5.977e-003  5.447e-003    -2.224    -2.264    -0.040     23.19

		   CO2            2.630e-003  2.636e-003    -2.580    -2.579     0.001     33.63

		   CaHCO3+        1.121e-004  1.023e-004    -3.951    -3.990    -0.040      8.97

		   CaCO3          2.932e-006  2.938e-006    -5.533    -5.532     0.001    -14.66

		   CO3-2          1.542e-006  1.064e-006    -5.812    -5.973    -0.161     -7.26

		Ca           3.045e-003

		   Ca+2           2.930e-003  2.021e-003    -2.533    -2.694    -0.161    -18.27

		   CaHCO3+        1.121e-004  1.023e-004    -3.951    -3.990    -0.040      8.97

		   CaCO3          2.932e-006  2.938e-006    -5.533    -5.532     0.001    -14.66

		   CaOH+          2.217e-009  2.014e-009    -8.654    -8.696    -0.042     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.098e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.977e-003  5.977e-003      1.00

				CaHCO3+          1.121e-004  1.121e-004      1.00

				CaCO3            5.865e-006  2.932e-006      2.00

				CO3-2            3.085e-006  1.542e-006      2.00

				H+              -1.812e-007  1.812e-007     -1.00

				OH-              1.948e-008  1.948e-008      1.00

				CaOH+            2.217e-009  2.217e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.41     -8.67   -8.26  CaCO3

				Calcite          -0.26     -8.67   -8.41  CaCO3

				CH4(g)         -149.09   -151.79   -2.71  CH4

				CO2(g)           -1.31     -2.58   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.87     -8.67   -7.80  CaCO3

		Reaction step 71.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 140 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -8.684e-006  9.989e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.733e-003  8.732e-003

				Ca               3.054e-003  3.054e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.781      Charge balance

		                                       pe  =  15.182      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 378

		                          Density (g/cm3)  =   1.00014

		                               Volume (L)  =   1.00089

		                        Activity of water  =   1.000

		                           Ionic strength  =  8.933e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.115e-003

		                       Total CO2 (mol/kg)  =  8.733e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552943e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.801e-007  1.655e-007    -6.744    -6.781    -0.037      0.00

		   OH-            1.960e-008  1.777e-008    -7.708    -7.750    -0.042     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.794  -151.793     0.001     32.22

		C(4)         8.733e-003

		   HCO3-          5.994e-003  5.462e-003    -2.222    -2.263    -0.040     23.19

		   CO2            2.622e-003  2.627e-003    -2.581    -2.581     0.001     33.63

		   CaHCO3+        1.126e-004  1.028e-004    -3.948    -3.988    -0.040      8.97

		   CaCO3          2.965e-006  2.971e-006    -5.528    -5.527     0.001    -14.66

		   CO3-2          1.556e-006  1.073e-006    -5.808    -5.969    -0.161     -7.26

		Ca           3.054e-003

		   Ca+2           2.939e-003  2.025e-003    -2.532    -2.693    -0.162    -18.27

		   CaHCO3+        1.126e-004  1.028e-004    -3.948    -3.988    -0.040      8.97

		   CaCO3          2.965e-006  2.971e-006    -5.528    -5.527     0.001    -14.66

		   CaOH+          2.235e-009  2.031e-009    -8.651    -8.692    -0.042     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.115e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            5.994e-003  5.994e-003      1.00

				CaHCO3+          1.126e-004  1.126e-004      1.00

				CaCO3            5.929e-006  2.965e-006      2.00

				CO3-2            3.113e-006  1.556e-006      2.00

				H+              -1.801e-007  1.801e-007     -1.00

				OH-              1.960e-008  1.960e-008      1.00

				CaOH+            2.235e-009  2.235e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.41     -8.66   -8.26  CaCO3

				Calcite          -0.25     -8.66   -8.41  CaCO3

				CH4(g)         -149.09   -151.79   -2.71  CH4

				CO2(g)           -1.31     -2.58   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.86     -8.66   -7.80  CaCO3

		Reaction step 72.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 142 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -8.542e-006  9.989e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.741e-003  8.741e-003

				Ca               3.063e-003  3.063e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.784      Charge balance

		                                       pe  =  15.179      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 379

		                          Density (g/cm3)  =   1.00014

		                               Volume (L)  =   1.00089

		                        Activity of water  =   1.000

		                           Ionic strength  =  8.958e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.132e-003

		                       Total CO2 (mol/kg)  =  8.741e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552945e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.791e-007  1.645e-007    -6.747    -6.784    -0.037      0.00

		   OH-            1.972e-008  1.788e-008    -7.705    -7.748    -0.043     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.795  -151.795     0.001     32.22

		C(4)         8.741e-003

		   HCO3-          6.010e-003  5.476e-003    -2.221    -2.262    -0.040     23.19

		   CO2            2.613e-003  2.619e-003    -2.583    -2.582     0.001     33.63

		   CaHCO3+        1.132e-004  1.033e-004    -3.946    -3.986    -0.040      8.97

		   CaCO3          2.997e-006  3.003e-006    -5.523    -5.522     0.001    -14.66

		   CO3-2          1.570e-006  1.083e-006    -5.804    -5.966    -0.162     -7.26

		Ca           3.063e-003

		   Ca+2           2.947e-003  2.030e-003    -2.531    -2.692    -0.162    -18.27

		   CaHCO3+        1.132e-004  1.033e-004    -3.946    -3.986    -0.040      8.97

		   CaCO3          2.997e-006  3.003e-006    -5.523    -5.522     0.001    -14.66

		   CaOH+          2.254e-009  2.048e-009    -8.647    -8.689    -0.042     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.132e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.010e-003  6.010e-003      1.00

				CaHCO3+          1.132e-004  1.132e-004      1.00

				CaCO3            5.994e-006  2.997e-006      2.00

				CO3-2            3.141e-006  1.570e-006      2.00

				H+              -1.791e-007  1.791e-007     -1.00

				OH-              1.972e-008  1.972e-008      1.00

				CaOH+            2.254e-009  2.254e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.40     -8.66   -8.26  CaCO3

				Calcite          -0.25     -8.66   -8.41  CaCO3

				CH4(g)         -149.09   -151.79   -2.71  CH4

				CO2(g)           -1.31     -2.58   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.86     -8.66   -7.80  CaCO3

		Reaction step 73.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 144 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -8.403e-006  9.989e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.749e-003  8.749e-003

				Ca               3.071e-003  3.071e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.786      Charge balance

		                                       pe  =  15.177      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 380

		                          Density (g/cm3)  =   1.00014

		                               Volume (L)  =   1.00089

		                        Activity of water  =   1.000

		                           Ionic strength  =  8.982e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.149e-003

		                       Total CO2 (mol/kg)  =  8.749e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552948e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.781e-007  1.636e-007    -6.749    -6.786    -0.037      0.00

		   OH-            1.983e-008  1.798e-008    -7.703    -7.745    -0.043     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.797  -151.796     0.001     32.22

		C(4)         8.749e-003

		   HCO3-          6.026e-003  5.490e-003    -2.220    -2.260    -0.040     23.19

		   CO2            2.605e-003  2.610e-003    -2.584    -2.583     0.001     33.63

		   CaHCO3+        1.137e-004  1.038e-004    -3.944    -3.984    -0.040      8.97

		   CaCO3          3.029e-006  3.035e-006    -5.519    -5.518     0.001    -14.66

		   CO3-2          1.584e-006  1.092e-006    -5.800    -5.962    -0.162     -7.26

		Ca           3.071e-003

		   Ca+2           2.954e-003  2.035e-003    -2.530    -2.692    -0.162    -18.27

		   CaHCO3+        1.137e-004  1.038e-004    -3.944    -3.984    -0.040      8.97

		   CaCO3          3.029e-006  3.035e-006    -5.519    -5.518     0.001    -14.66

		   CaOH+          2.272e-009  2.064e-009    -8.644    -8.685    -0.042     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.149e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.026e-003  6.026e-003      1.00

				CaHCO3+          1.137e-004  1.137e-004      1.00

				CaCO3            6.057e-006  3.029e-006      2.00

				CO3-2            3.168e-006  1.584e-006      2.00

				H+              -1.781e-007  1.781e-007     -1.00

				OH-              1.983e-008  1.983e-008      1.00

				CaOH+            2.272e-009  2.272e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.40     -8.65   -8.26  CaCO3

				Calcite          -0.24     -8.65   -8.41  CaCO3

				CH4(g)         -149.09   -151.80   -2.71  CH4

				CO2(g)           -1.32     -2.58   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.85     -8.65   -7.80  CaCO3

		Reaction step 74.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 146 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -8.265e-006  9.989e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.758e-003  8.758e-003

				Ca               3.079e-003  3.079e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.789      Charge balance

		                                       pe  =  15.174      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 381

		                          Density (g/cm3)  =   1.00014

		                               Volume (L)  =   1.00089

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.005e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.165e-003

		                       Total CO2 (mol/kg)  =  8.758e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552950e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.771e-007  1.626e-007    -6.752    -6.789    -0.037      0.00

		   OH-            1.995e-008  1.808e-008    -7.700    -7.743    -0.043     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.798  -151.797     0.001     32.22

		C(4)         8.758e-003

		   HCO3-          6.042e-003  5.504e-003    -2.219    -2.259    -0.040     23.19

		   CO2            2.597e-003  2.602e-003    -2.586    -2.585     0.001     33.63

		   CaHCO3+        1.143e-004  1.043e-004    -3.942    -3.982    -0.040      8.97

		   CaCO3          3.060e-006  3.067e-006    -5.514    -5.513     0.001    -14.66

		   CO3-2          1.598e-006  1.101e-006    -5.796    -5.958    -0.162     -7.26

		Ca           3.079e-003

		   Ca+2           2.962e-003  2.039e-003    -2.528    -2.691    -0.162    -18.27

		   CaHCO3+        1.143e-004  1.043e-004    -3.942    -3.982    -0.040      8.97

		   CaCO3          3.060e-006  3.067e-006    -5.514    -5.513     0.001    -14.66

		   CaOH+          2.291e-009  2.080e-009    -8.640    -8.682    -0.042     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.165e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.042e-003  6.042e-003      1.00

				CaHCO3+          1.143e-004  1.143e-004      1.00

				CaCO3            6.121e-006  3.060e-006      2.00

				CO3-2            3.196e-006  1.598e-006      2.00

				H+              -1.771e-007  1.771e-007     -1.00

				OH-              1.995e-008  1.995e-008      1.00

				CaOH+            2.291e-009  2.291e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.39     -8.65   -8.26  CaCO3

				Calcite          -0.24     -8.65   -8.41  CaCO3

				CH4(g)         -149.09   -151.80   -2.71  CH4

				CO2(g)           -1.32     -2.58   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.85     -8.65   -7.80  CaCO3

		Reaction step 75.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 148 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -8.129e-006  9.989e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.766e-003  8.766e-003

				Ca               3.087e-003  3.087e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.791      Charge balance

		                                       pe  =  15.172      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 382

		                          Density (g/cm3)  =   1.00014

		                               Volume (L)  =   1.00089

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.029e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.182e-003

		                       Total CO2 (mol/kg)  =  8.766e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552953e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.761e-007  1.617e-007    -6.754    -6.791    -0.037      0.00

		   OH-            2.006e-008  1.819e-008    -7.698    -7.740    -0.043     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.800  -151.799     0.001     32.22

		C(4)         8.766e-003

		   HCO3-          6.058e-003  5.518e-003    -2.218    -2.258    -0.041     23.19

		   CO2            2.589e-003  2.594e-003    -2.587    -2.586     0.001     33.63

		   CaHCO3+        1.148e-004  1.048e-004    -3.940    -3.980    -0.040      8.97

		   CaCO3          3.092e-006  3.098e-006    -5.510    -5.509     0.001    -14.66

		   CO3-2          1.611e-006  1.110e-006    -5.793    -5.955    -0.162     -7.26

		Ca           3.087e-003

		   Ca+2           2.970e-003  2.043e-003    -2.527    -2.690    -0.162    -18.27

		   CaHCO3+        1.148e-004  1.048e-004    -3.940    -3.980    -0.040      8.97

		   CaCO3          3.092e-006  3.098e-006    -5.510    -5.509     0.001    -14.66

		   CaOH+          2.309e-009  2.096e-009    -8.637    -8.679    -0.042     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.182e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.058e-003  6.058e-003      1.00

				CaHCO3+          1.148e-004  1.148e-004      1.00

				CaCO3            6.183e-006  3.092e-006      2.00

				CO3-2            3.223e-006  1.611e-006      2.00

				H+              -1.761e-007  1.761e-007     -1.00

				OH-              2.006e-008  2.006e-008      1.00

				CaOH+            2.309e-009  2.309e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.39     -8.64   -8.26  CaCO3

				Calcite          -0.23     -8.64   -8.41  CaCO3

				CH4(g)         -149.09   -151.80   -2.71  CH4

				CO2(g)           -1.32     -2.59   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.84     -8.64   -7.80  CaCO3

		Reaction step 76.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 150 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -7.995e-006  9.989e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.774e-003  8.774e-003

				Ca               3.095e-003  3.095e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.794      Charge balance

		                                       pe  =  15.169      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 383

		                          Density (g/cm3)  =   1.00014

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.052e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.198e-003

		                       Total CO2 (mol/kg)  =  8.774e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552955e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.751e-007  1.608e-007    -6.757    -6.794    -0.037      0.00

		   OH-            2.018e-008  1.829e-008    -7.695    -7.738    -0.043     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.801  -151.800     0.001     32.22

		C(4)         8.774e-003

		   HCO3-          6.073e-003  5.531e-003    -2.217    -2.257    -0.041     23.19

		   CO2            2.581e-003  2.586e-003    -2.588    -2.587     0.001     33.63

		   CaHCO3+        1.154e-004  1.052e-004    -3.938    -3.978    -0.040      8.98

		   CaCO3          3.123e-006  3.129e-006    -5.505    -5.505     0.001    -14.66

		   CO3-2          1.625e-006  1.118e-006    -5.789    -5.951    -0.162     -7.26

		Ca           3.095e-003

		   Ca+2           2.977e-003  2.048e-003    -2.526    -2.689    -0.163    -18.27

		   CaHCO3+        1.154e-004  1.052e-004    -3.938    -3.978    -0.040      8.98

		   CaCO3          3.123e-006  3.129e-006    -5.505    -5.505     0.001    -14.66

		   CaOH+          2.326e-009  2.112e-009    -8.633    -8.675    -0.042     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.198e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.073e-003  6.073e-003      1.00

				CaHCO3+          1.154e-004  1.154e-004      1.00

				CaCO3            6.246e-006  3.123e-006      2.00

				CO3-2            3.250e-006  1.625e-006      2.00

				H+              -1.751e-007  1.751e-007     -1.00

				OH-              2.018e-008  2.018e-008      1.00

				CaOH+            2.326e-009  2.326e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.38     -8.64   -8.26  CaCO3

				Calcite          -0.23     -8.64   -8.41  CaCO3

				CH4(g)         -149.09   -151.80   -2.71  CH4

				CO2(g)           -1.32     -2.59   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.84     -8.64   -7.80  CaCO3

		Reaction step 77.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 152 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -7.863e-006  9.989e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.782e-003  8.782e-003

				Ca               3.103e-003  3.103e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.796      Charge balance

		                                       pe  =  15.167      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 384

		                          Density (g/cm3)  =   1.00014

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.074e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.213e-003

		                       Total CO2 (mol/kg)  =  8.782e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552957e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.742e-007  1.600e-007    -6.759    -6.796    -0.037      0.00

		   OH-            2.029e-008  1.839e-008    -7.693    -7.736    -0.043     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.802  -151.801     0.001     32.22

		C(4)         8.782e-003

		   HCO3-          6.088e-003  5.545e-003    -2.216    -2.256    -0.041     23.19

		   CO2            2.573e-003  2.578e-003    -2.590    -2.589     0.001     33.63

		   CaHCO3+        1.159e-004  1.057e-004    -3.936    -3.976    -0.040      8.98

		   CaCO3          3.154e-006  3.160e-006    -5.501    -5.500     0.001    -14.66

		   CO3-2          1.638e-006  1.127e-006    -5.786    -5.948    -0.162     -7.26

		Ca           3.103e-003

		   Ca+2           2.984e-003  2.052e-003    -2.525    -2.688    -0.163    -18.27

		   CaHCO3+        1.159e-004  1.057e-004    -3.936    -3.976    -0.040      8.98

		   CaCO3          3.154e-006  3.160e-006    -5.501    -5.500     0.001    -14.66

		   CaOH+          2.344e-009  2.128e-009    -8.630    -8.672    -0.042     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.213e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.088e-003  6.088e-003      1.00

				CaHCO3+          1.159e-004  1.159e-004      1.00

				CaCO3            6.307e-006  3.154e-006      2.00

				CO3-2            3.277e-006  1.638e-006      2.00

				H+              -1.742e-007  1.742e-007     -1.00

				OH-              2.029e-008  2.029e-008      1.00

				CaOH+            2.344e-009  2.344e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.38     -8.64   -8.26  CaCO3

				Calcite          -0.23     -8.64   -8.41  CaCO3

				CH4(g)         -149.10   -151.80   -2.71  CH4

				CO2(g)           -1.32     -2.59   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.83     -8.64   -7.80  CaCO3

		Reaction step 78.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 154 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -7.732e-006  9.989e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.789e-003  8.789e-003

				Ca               3.111e-003  3.111e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.798      Charge balance

		                                       pe  =  15.165      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 385

		                          Density (g/cm3)  =   1.00014

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.096e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.229e-003

		                       Total CO2 (mol/kg)  =  8.789e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552960e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.733e-007  1.591e-007    -6.761    -6.798    -0.037      0.00

		   OH-            2.040e-008  1.848e-008    -7.690    -7.733    -0.043     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.804  -151.803     0.001     32.22

		C(4)         8.789e-003

		   HCO3-          6.103e-003  5.558e-003    -2.214    -2.255    -0.041     23.19

		   CO2            2.565e-003  2.571e-003    -2.591    -2.590     0.001     33.63

		   CaHCO3+        1.164e-004  1.062e-004    -3.934    -3.974    -0.040      8.98

		   CaCO3          3.184e-006  3.191e-006    -5.497    -5.496     0.001    -14.66

		   CO3-2          1.652e-006  1.136e-006    -5.782    -5.945    -0.163     -7.26

		Ca           3.111e-003

		   Ca+2           2.991e-003  2.056e-003    -2.524    -2.687    -0.163    -18.27

		   CaHCO3+        1.164e-004  1.062e-004    -3.934    -3.974    -0.040      8.98

		   CaCO3          3.184e-006  3.191e-006    -5.497    -5.496     0.001    -14.66

		   CaOH+          2.362e-009  2.144e-009    -8.627    -8.669    -0.042     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.229e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.103e-003  6.103e-003      1.00

				CaHCO3+          1.164e-004  1.164e-004      1.00

				CaCO3            6.369e-006  3.184e-006      2.00

				CO3-2            3.303e-006  1.652e-006      2.00

				H+              -1.733e-007  1.733e-007     -1.00

				OH-              2.040e-008  2.040e-008      1.00

				CaOH+            2.362e-009  2.362e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.38     -8.63   -8.26  CaCO3

				Calcite          -0.22     -8.63   -8.41  CaCO3

				CH4(g)         -149.10   -151.80   -2.71  CH4

				CO2(g)           -1.32     -2.59   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.83     -8.63   -7.80  CaCO3

		Reaction step 79.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 156 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -7.603e-006  9.989e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.797e-003  8.797e-003

				Ca               3.119e-003  3.119e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.801      Charge balance

		                                       pe  =  15.162      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 386

		                          Density (g/cm3)  =   1.00014

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.118e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.244e-003

		                       Total CO2 (mol/kg)  =  8.797e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.06

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552962e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.724e-007  1.583e-007    -6.763    -6.801    -0.037      0.00

		   OH-            2.051e-008  1.858e-008    -7.688    -7.731    -0.043     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.805  -151.804     0.001     32.22

		C(4)         8.797e-003

		   HCO3-          6.118e-003  5.570e-003    -2.213    -2.254    -0.041     23.19

		   CO2            2.558e-003  2.563e-003    -2.592    -2.591     0.001     33.63

		   CaHCO3+        1.169e-004  1.066e-004    -3.932    -3.972    -0.040      8.98

		   CaCO3          3.215e-006  3.222e-006    -5.493    -5.492     0.001    -14.66

		   CO3-2          1.665e-006  1.144e-006    -5.779    -5.941    -0.163     -7.26

		Ca           3.119e-003

		   Ca+2           2.999e-003  2.060e-003    -2.523    -2.686    -0.163    -18.27

		   CaHCO3+        1.169e-004  1.066e-004    -3.932    -3.972    -0.040      8.98

		   CaCO3          3.215e-006  3.222e-006    -5.493    -5.492     0.001    -14.66

		   CaOH+          2.379e-009  2.159e-009    -8.624    -8.666    -0.042     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.244e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.118e-003  6.118e-003      1.00

				CaHCO3+          1.169e-004  1.169e-004      1.00

				CaCO3            6.430e-006  3.215e-006      2.00

				CO3-2            3.330e-006  1.665e-006      2.00

				H+              -1.724e-007  1.724e-007     -1.00

				OH-              2.051e-008  2.051e-008      1.00

				CaOH+            2.379e-009  2.379e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.37     -8.63   -8.26  CaCO3

				Calcite          -0.22     -8.63   -8.41  CaCO3

				CH4(g)         -149.10   -151.80   -2.71  CH4

				CO2(g)           -1.32     -2.59   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.83     -8.63   -7.80  CaCO3

		Reaction step 80.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 158 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -7.476e-006  9.989e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.805e-003  8.804e-003

				Ca               3.126e-003  3.126e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.803      Charge balance

		                                       pe  =  15.160      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 386

		                          Density (g/cm3)  =   1.00015

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.139e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.259e-003

		                       Total CO2 (mol/kg)  =  8.805e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552964e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.715e-007  1.575e-007    -6.766    -6.803    -0.037      0.00

		   OH-            2.062e-008  1.868e-008    -7.686    -7.729    -0.043     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.806  -151.805     0.001     32.22

		C(4)         8.805e-003

		   HCO3-          6.132e-003  5.583e-003    -2.212    -2.253    -0.041     23.19

		   CO2            2.550e-003  2.556e-003    -2.593    -2.593     0.001     33.63

		   CaHCO3+        1.174e-004  1.071e-004    -3.930    -3.970    -0.040      8.98

		   CaCO3          3.245e-006  3.252e-006    -5.489    -5.488     0.001    -14.66

		   CO3-2          1.678e-006  1.153e-006    -5.775    -5.938    -0.163     -7.26

		Ca           3.126e-003

		   Ca+2           3.005e-003  2.064e-003    -2.522    -2.685    -0.163    -18.27

		   CaHCO3+        1.174e-004  1.071e-004    -3.930    -3.970    -0.040      8.98

		   CaCO3          3.245e-006  3.252e-006    -5.489    -5.488     0.001    -14.66

		   CaOH+          2.396e-009  2.175e-009    -8.620    -8.663    -0.042     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.259e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.132e-003  6.132e-003      1.00

				CaHCO3+          1.174e-004  1.174e-004      1.00

				CaCO3            6.490e-006  3.245e-006      2.00

				CO3-2            3.356e-006  1.678e-006      2.00

				H+              -1.715e-007  1.715e-007     -1.00

				OH-              2.062e-008  2.062e-008      1.00

				CaOH+            2.396e-009  2.396e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.37     -8.62   -8.26  CaCO3

				Calcite          -0.21     -8.62   -8.41  CaCO3

				CH4(g)         -149.10   -151.81   -2.71  CH4

				CO2(g)           -1.33     -2.59   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.82     -8.62   -7.80  CaCO3

		Reaction step 81.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 160 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -7.351e-006  9.989e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.812e-003  8.812e-003

				Ca               3.134e-003  3.133e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.805      Charge balance

		                                       pe  =  15.158      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 387

		                          Density (g/cm3)  =   1.00015

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.160e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.274e-003

		                       Total CO2 (mol/kg)  =  8.812e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552966e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.707e-007  1.567e-007    -6.768    -6.805    -0.037      0.00

		   OH-            2.072e-008  1.877e-008    -7.684    -7.726    -0.043     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.807  -151.806     0.001     32.22

		C(4)         8.812e-003

		   HCO3-          6.146e-003  5.595e-003    -2.211    -2.252    -0.041     23.19

		   CO2            2.543e-003  2.548e-003    -2.595    -2.594     0.001     33.63

		   CaHCO3+        1.179e-004  1.075e-004    -3.928    -3.969    -0.040      8.98

		   CaCO3          3.275e-006  3.282e-006    -5.485    -5.484     0.001    -14.66

		   CO3-2          1.691e-006  1.161e-006    -5.772    -5.935    -0.163     -7.26

		Ca           3.134e-003

		   Ca+2           3.012e-003  2.068e-003    -2.521    -2.684    -0.163    -18.27

		   CaHCO3+        1.179e-004  1.075e-004    -3.928    -3.969    -0.040      8.98

		   CaCO3          3.275e-006  3.282e-006    -5.485    -5.484     0.001    -14.66

		   CaOH+          2.413e-009  2.190e-009    -8.617    -8.660    -0.042     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.274e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.146e-003  6.146e-003      1.00

				CaHCO3+          1.179e-004  1.179e-004      1.00

				CaCO3            6.550e-006  3.275e-006      2.00

				CO3-2            3.381e-006  1.691e-006      2.00

				H+              -1.707e-007  1.707e-007     -1.00

				OH-              2.072e-008  2.072e-008      1.00

				CaOH+            2.413e-009  2.413e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.36     -8.62   -8.26  CaCO3

				Calcite          -0.21     -8.62   -8.41  CaCO3

				CH4(g)         -149.10   -151.81   -2.71  CH4

				CO2(g)           -1.33     -2.59   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.82     -8.62   -7.80  CaCO3

		Reaction step 82.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 162 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -7.227e-006  9.989e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.819e-003  8.819e-003

				Ca               3.141e-003  3.141e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.807      Charge balance

		                                       pe  =  15.156      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 388

		                          Density (g/cm3)  =   1.00015

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.181e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.288e-003

		                       Total CO2 (mol/kg)  =  8.819e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552969e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.698e-007  1.559e-007    -6.770    -6.807    -0.037      0.00

		   OH-            2.083e-008  1.887e-008    -7.681    -7.724    -0.043     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.809  -151.808     0.001     32.22

		C(4)         8.819e-003

		   HCO3-          6.160e-003  5.607e-003    -2.210    -2.251    -0.041     23.19

		   CO2            2.536e-003  2.541e-003    -2.596    -2.595     0.001     33.63

		   CaHCO3+        1.184e-004  1.079e-004    -3.927    -3.967    -0.040      8.98

		   CaCO3          3.305e-006  3.312e-006    -5.481    -5.480     0.001    -14.66

		   CO3-2          1.703e-006  1.170e-006    -5.769    -5.932    -0.163     -7.26

		Ca           3.141e-003

		   Ca+2           3.019e-003  2.072e-003    -2.520    -2.684    -0.164    -18.27

		   CaHCO3+        1.184e-004  1.079e-004    -3.927    -3.967    -0.040      8.98

		   CaCO3          3.305e-006  3.312e-006    -5.481    -5.480     0.001    -14.66

		   CaOH+          2.430e-009  2.205e-009    -8.614    -8.657    -0.042     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.288e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.160e-003  6.160e-003      1.00

				CaHCO3+          1.184e-004  1.184e-004      1.00

				CaCO3            6.609e-006  3.305e-006      2.00

				CO3-2            3.407e-006  1.703e-006      2.00

				H+              -1.698e-007  1.698e-007     -1.00

				OH-              2.083e-008  2.083e-008      1.00

				CaOH+            2.430e-009  2.430e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.36     -8.62   -8.26  CaCO3

				Calcite          -0.21     -8.62   -8.41  CaCO3

				CH4(g)         -149.10   -151.81   -2.71  CH4

				CO2(g)           -1.33     -2.59   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.81     -8.62   -7.80  CaCO3

		Reaction step 83.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 164 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -7.105e-006  9.988e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.826e-003  8.826e-003

				Ca               3.148e-003  3.148e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.809      Charge balance

		                                       pe  =  15.154      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 389

		                          Density (g/cm3)  =   1.00015

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.201e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.302e-003

		                       Total CO2 (mol/kg)  =  8.826e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552971e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.690e-007  1.551e-007    -6.772    -6.809    -0.037      0.00

		   OH-            2.093e-008  1.896e-008    -7.679    -7.722    -0.043     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.810  -151.809     0.001     32.22

		C(4)         8.826e-003

		   HCO3-          6.174e-003  5.619e-003    -2.209    -2.250    -0.041     23.19

		   CO2            2.529e-003  2.534e-003    -2.597    -2.596     0.001     33.63

		   CaHCO3+        1.189e-004  1.084e-004    -3.925    -3.965    -0.040      8.98

		   CaCO3          3.334e-006  3.341e-006    -5.477    -5.476     0.001    -14.66

		   CO3-2          1.716e-006  1.178e-006    -5.765    -5.929    -0.163     -7.26

		Ca           3.148e-003

		   Ca+2           3.026e-003  2.076e-003    -2.519    -2.683    -0.164    -18.27

		   CaHCO3+        1.189e-004  1.084e-004    -3.925    -3.965    -0.040      8.98

		   CaCO3          3.334e-006  3.341e-006    -5.477    -5.476     0.001    -14.66

		   CaOH+          2.447e-009  2.220e-009    -8.611    -8.654    -0.042     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.302e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.174e-003  6.174e-003      1.00

				CaHCO3+          1.189e-004  1.189e-004      1.00

				CaCO3            6.668e-006  3.334e-006      2.00

				CO3-2            3.432e-006  1.716e-006      2.00

				H+              -1.690e-007  1.690e-007     -1.00

				OH-              2.093e-008  2.093e-008      1.00

				CaOH+            2.447e-009  2.447e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.36     -8.61   -8.26  CaCO3

				Calcite          -0.20     -8.61   -8.41  CaCO3

				CH4(g)         -149.10   -151.81   -2.71  CH4

				CO2(g)           -1.33     -2.60   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.81     -8.61   -7.80  CaCO3

		Reaction step 84.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 166 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -6.985e-006  9.988e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.833e-003  8.833e-003

				Ca               3.155e-003  3.155e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.811      Charge balance

		                                       pe  =  15.151      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 390

		                          Density (g/cm3)  =   1.00015

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.221e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.316e-003

		                       Total CO2 (mol/kg)  =  8.833e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552973e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.682e-007  1.544e-007    -6.774    -6.811    -0.037      0.00

		   OH-            2.104e-008  1.905e-008    -7.677    -7.720    -0.043     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.811  -151.810     0.001     32.22

		C(4)         8.833e-003

		   HCO3-          6.187e-003  5.631e-003    -2.209    -2.249    -0.041     23.19

		   CO2            2.522e-003  2.527e-003    -2.598    -2.597     0.001     33.63

		   CaHCO3+        1.194e-004  1.088e-004    -3.923    -3.963    -0.040      8.98

		   CaCO3          3.363e-006  3.370e-006    -5.473    -5.472     0.001    -14.66

		   CO3-2          1.729e-006  1.186e-006    -5.762    -5.926    -0.164     -7.26

		Ca           3.155e-003

		   Ca+2           3.032e-003  2.079e-003    -2.518    -2.682    -0.164    -18.26

		   CaHCO3+        1.194e-004  1.088e-004    -3.923    -3.963    -0.040      8.98

		   CaCO3          3.363e-006  3.370e-006    -5.473    -5.472     0.001    -14.66

		   CaOH+          2.463e-009  2.235e-009    -8.609    -8.651    -0.042     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.316e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.187e-003  6.187e-003      1.00

				CaHCO3+          1.194e-004  1.194e-004      1.00

				CaCO3            6.726e-006  3.363e-006      2.00

				CO3-2            3.457e-006  1.729e-006      2.00

				H+              -1.682e-007  1.682e-007     -1.00

				OH-              2.104e-008  2.104e-008      1.00

				CaOH+            2.463e-009  2.463e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.35     -8.61   -8.26  CaCO3

				Calcite          -0.20     -8.61   -8.41  CaCO3

				CH4(g)         -149.10   -151.81   -2.71  CH4

				CO2(g)           -1.33     -2.60   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.81     -8.61   -7.80  CaCO3

		Reaction step 85.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 168 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -6.866e-006  9.988e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.840e-003  8.840e-003

				Ca               3.162e-003  3.162e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.813      Charge balance

		                                       pe  =  15.149      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 390

		                          Density (g/cm3)  =   1.00015

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.241e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.330e-003

		                       Total CO2 (mol/kg)  =  8.840e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552975e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.674e-007  1.537e-007    -6.776    -6.813    -0.037      0.00

		   OH-            2.114e-008  1.914e-008    -7.675    -7.718    -0.043     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.812  -151.811     0.001     32.22

		C(4)         8.840e-003

		   HCO3-          6.200e-003  5.643e-003    -2.208    -2.249    -0.041     23.19

		   CO2            2.515e-003  2.520e-003    -2.599    -2.599     0.001     33.63

		   CaHCO3+        1.198e-004  1.092e-004    -3.921    -3.962    -0.040      8.98

		   CaCO3          3.392e-006  3.399e-006    -5.470    -5.469     0.001    -14.66

		   CO3-2          1.741e-006  1.194e-006    -5.759    -5.923    -0.164     -7.26

		Ca           3.162e-003

		   Ca+2           3.038e-003  2.083e-003    -2.517    -2.681    -0.164    -18.26

		   CaHCO3+        1.198e-004  1.092e-004    -3.921    -3.962    -0.040      8.98

		   CaCO3          3.392e-006  3.399e-006    -5.470    -5.469     0.001    -14.66

		   CaOH+          2.479e-009  2.249e-009    -8.606    -8.648    -0.042     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.330e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.200e-003  6.200e-003      1.00

				CaHCO3+          1.198e-004  1.198e-004      1.00

				CaCO3            6.784e-006  3.392e-006      2.00

				CO3-2            3.482e-006  1.741e-006      2.00

				H+              -1.674e-007  1.674e-007     -1.00

				OH-              2.114e-008  2.114e-008      1.00

				CaOH+            2.479e-009  2.479e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.35     -8.60   -8.26  CaCO3

				Calcite          -0.19     -8.60   -8.41  CaCO3

				CH4(g)         -149.11   -151.81   -2.71  CH4

				CO2(g)           -1.33     -2.60   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.80     -8.60   -7.80  CaCO3

		Reaction step 86.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 170 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -6.749e-006  9.988e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.847e-003  8.847e-003

				Ca               3.168e-003  3.168e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.815      Charge balance

		                                       pe  =  15.147      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 391

		                          Density (g/cm3)  =   1.00015

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.260e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.344e-003

		                       Total CO2 (mol/kg)  =  8.847e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552977e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.667e-007  1.529e-007    -6.778    -6.815    -0.037      0.00

		   OH-            2.124e-008  1.923e-008    -7.673    -7.716    -0.043     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.813  -151.812     0.001     32.22

		C(4)         8.847e-003

		   HCO3-          6.213e-003  5.654e-003    -2.207    -2.248    -0.041     23.19

		   CO2            2.508e-003  2.514e-003    -2.601    -2.600     0.001     33.63

		   CaHCO3+        1.203e-004  1.096e-004    -3.920    -3.960    -0.040      8.98

		   CaCO3          3.421e-006  3.428e-006    -5.466    -5.465     0.001    -14.66

		   CO3-2          1.753e-006  1.202e-006    -5.756    -5.920    -0.164     -7.26

		Ca           3.168e-003

		   Ca+2           3.045e-003  2.087e-003    -2.516    -2.681    -0.164    -18.26

		   CaHCO3+        1.203e-004  1.096e-004    -3.920    -3.960    -0.040      8.98

		   CaCO3          3.421e-006  3.428e-006    -5.466    -5.465     0.001    -14.66

		   CaOH+          2.496e-009  2.264e-009    -8.603    -8.645    -0.042     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.344e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.213e-003  6.213e-003      1.00

				CaHCO3+          1.203e-004  1.203e-004      1.00

				CaCO3            6.841e-006  3.421e-006      2.00

				CO3-2            3.506e-006  1.753e-006      2.00

				H+              -1.667e-007  1.667e-007     -1.00

				OH-              2.124e-008  2.124e-008      1.00

				CaOH+            2.496e-009  2.496e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.35     -8.60   -8.26  CaCO3

				Calcite          -0.19     -8.60   -8.41  CaCO3

				CH4(g)         -149.11   -151.81   -2.71  CH4

				CO2(g)           -1.33     -2.60   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.80     -8.60   -7.80  CaCO3

		Reaction step 87.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 172 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -6.634e-006  9.988e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.853e-003  8.853e-003

				Ca               3.175e-003  3.175e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.817      Charge balance

		                                       pe  =  15.145      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 392

		                          Density (g/cm3)  =   1.00015

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.279e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.357e-003

		                       Total CO2 (mol/kg)  =  8.853e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552979e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.659e-007  1.522e-007    -6.780    -6.817    -0.037      0.00

		   OH-            2.134e-008  1.932e-008    -7.671    -7.714    -0.043     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.815  -151.814     0.001     32.22

		C(4)         8.853e-003

		   HCO3-          6.226e-003  5.665e-003    -2.206    -2.247    -0.041     23.19

		   CO2            2.502e-003  2.507e-003    -2.602    -2.601     0.001     33.63

		   CaHCO3+        1.207e-004  1.100e-004    -3.918    -3.959    -0.040      8.98

		   CaCO3          3.449e-006  3.456e-006    -5.462    -5.461     0.001    -14.66

		   CO3-2          1.765e-006  1.210e-006    -5.753    -5.917    -0.164     -7.26

		Ca           3.175e-003

		   Ca+2           3.051e-003  2.090e-003    -2.516    -2.680    -0.164    -18.26

		   CaHCO3+        1.207e-004  1.100e-004    -3.918    -3.959    -0.040      8.98

		   CaCO3          3.449e-006  3.456e-006    -5.462    -5.461     0.001    -14.66

		   CaOH+          2.511e-009  2.278e-009    -8.600    -8.642    -0.042     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.357e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.226e-003  6.226e-003      1.00

				CaHCO3+          1.207e-004  1.207e-004      1.00

				CaCO3            6.898e-006  3.449e-006      2.00

				CO3-2            3.531e-006  1.765e-006      2.00

				H+              -1.659e-007  1.659e-007     -1.00

				OH-              2.134e-008  2.134e-008      1.00

				CaOH+            2.511e-009  2.511e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.34     -8.60   -8.26  CaCO3

				Calcite          -0.19     -8.60   -8.41  CaCO3

				CH4(g)         -149.11   -151.81   -2.71  CH4

				CO2(g)           -1.33     -2.60   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.79     -8.60   -7.80  CaCO3

		Reaction step 88.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 174 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -6.521e-006  9.988e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.860e-003  8.860e-003

				Ca               3.182e-003  3.182e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.819      Charge balance

		                                       pe  =  15.143      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 393

		                          Density (g/cm3)  =   1.00015

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.297e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.370e-003

		                       Total CO2 (mol/kg)  =  8.860e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552981e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.652e-007  1.515e-007    -6.782    -6.819    -0.037      0.00

		   OH-            2.144e-008  1.941e-008    -7.669    -7.712    -0.043     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.816  -151.815     0.001     32.22

		C(4)         8.860e-003

		   HCO3-          6.238e-003  5.676e-003    -2.205    -2.246    -0.041     23.19

		   CO2            2.495e-003  2.500e-003    -2.603    -2.602     0.001     33.63

		   CaHCO3+        1.212e-004  1.104e-004    -3.917    -3.957    -0.040      8.98

		   CaCO3          3.477e-006  3.484e-006    -5.459    -5.458     0.001    -14.66

		   CO3-2          1.777e-006  1.218e-006    -5.750    -5.914    -0.164     -7.26

		Ca           3.182e-003

		   Ca+2           3.057e-003  2.094e-003    -2.515    -2.679    -0.164    -18.26

		   CaHCO3+        1.212e-004  1.104e-004    -3.917    -3.957    -0.040      8.98

		   CaCO3          3.477e-006  3.484e-006    -5.459    -5.458     0.001    -14.66

		   CaOH+          2.527e-009  2.292e-009    -8.597    -8.640    -0.042     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.370e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.238e-003  6.238e-003      1.00

				CaHCO3+          1.212e-004  1.212e-004      1.00

				CaCO3            6.954e-006  3.477e-006      2.00

				CO3-2            3.555e-006  1.777e-006      2.00

				H+              -1.652e-007  1.652e-007     -1.00

				OH-              2.144e-008  2.144e-008      1.00

				CaOH+            2.527e-009  2.527e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.34     -8.59   -8.26  CaCO3

				Calcite          -0.18     -8.59   -8.41  CaCO3

				CH4(g)         -149.11   -151.81   -2.71  CH4

				CO2(g)           -1.33     -2.60   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.79     -8.59   -7.80  CaCO3

		Reaction step 89.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 176 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -6.409e-006  9.988e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.866e-003  8.866e-003

				Ca               3.188e-003  3.188e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.821      Charge balance

		                                       pe  =  15.141      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 394

		                          Density (g/cm3)  =   1.00015

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.316e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.383e-003

		                       Total CO2 (mol/kg)  =  8.866e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552983e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.645e-007  1.509e-007    -6.784    -6.821    -0.037      0.00

		   OH-            2.154e-008  1.949e-008    -7.667    -7.710    -0.043     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.817  -151.816     0.001     32.22

		C(4)         8.866e-003

		   HCO3-          6.251e-003  5.687e-003    -2.204    -2.245    -0.041     23.19

		   CO2            2.489e-003  2.494e-003    -2.604    -2.603     0.001     33.63

		   CaHCO3+        1.216e-004  1.108e-004    -3.915    -3.955    -0.040      8.98

		   CaCO3          3.505e-006  3.512e-006    -5.455    -5.454     0.001    -14.66

		   CO3-2          1.789e-006  1.226e-006    -5.747    -5.912    -0.164     -7.26

		Ca           3.188e-003

		   Ca+2           3.063e-003  2.097e-003    -2.514    -2.678    -0.165    -18.26

		   CaHCO3+        1.216e-004  1.108e-004    -3.915    -3.955    -0.040      8.98

		   CaCO3          3.505e-006  3.512e-006    -5.455    -5.454     0.001    -14.66

		   CaOH+          2.543e-009  2.306e-009    -8.595    -8.637    -0.042     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.383e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.251e-003  6.251e-003      1.00

				CaHCO3+          1.216e-004  1.216e-004      1.00

				CaCO3            7.009e-006  3.505e-006      2.00

				CO3-2            3.578e-006  1.789e-006      2.00

				H+              -1.645e-007  1.645e-007     -1.00

				OH-              2.154e-008  2.154e-008      1.00

				CaOH+            2.543e-009  2.543e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.33     -8.59   -8.26  CaCO3

				Calcite          -0.18     -8.59   -8.41  CaCO3

				CH4(g)         -149.11   -151.82   -2.71  CH4

				CO2(g)           -1.34     -2.60   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.79     -8.59   -7.80  CaCO3

		Reaction step 90.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 178 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -6.298e-006  9.988e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.873e-003  8.872e-003

				Ca               3.194e-003  3.194e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.823      Charge balance

		                                       pe  =  15.140      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 394

		                          Density (g/cm3)  =   1.00015

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.334e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.395e-003

		                       Total CO2 (mol/kg)  =  8.873e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552985e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.638e-007  1.502e-007    -6.786    -6.823    -0.037      0.00

		   OH-            2.163e-008  1.958e-008    -7.665    -7.708    -0.043     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.818  -151.817     0.001     32.22

		C(4)         8.873e-003

		   HCO3-          6.263e-003  5.697e-003    -2.203    -2.244    -0.041     23.19

		   CO2            2.483e-003  2.488e-003    -2.605    -2.604     0.001     33.63

		   CaHCO3+        1.220e-004  1.112e-004    -3.914    -3.954    -0.040      8.98

		   CaCO3          3.532e-006  3.540e-006    -5.452    -5.451     0.001    -14.66

		   CO3-2          1.801e-006  1.233e-006    -5.745    -5.909    -0.164     -7.26

		Ca           3.194e-003

		   Ca+2           3.069e-003  2.100e-003    -2.513    -2.678    -0.165    -18.26

		   CaHCO3+        1.220e-004  1.112e-004    -3.914    -3.954    -0.040      8.98

		   CaCO3          3.532e-006  3.540e-006    -5.452    -5.451     0.001    -14.66

		   CaOH+          2.558e-009  2.320e-009    -8.592    -8.635    -0.042     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.395e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.263e-003  6.263e-003      1.00

				CaHCO3+          1.220e-004  1.220e-004      1.00

				CaCO3            7.064e-006  3.532e-006      2.00

				CO3-2            3.602e-006  1.801e-006      2.00

				H+              -1.638e-007  1.638e-007     -1.00

				OH-              2.163e-008  2.163e-008      1.00

				CaOH+            2.558e-009  2.558e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.33     -8.59   -8.26  CaCO3

				Calcite          -0.18     -8.59   -8.41  CaCO3

				CH4(g)         -149.11   -151.82   -2.71  CH4

				CO2(g)           -1.34     -2.60   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.78     -8.59   -7.80  CaCO3

		Reaction step 91.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 180 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -6.189e-006  9.988e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.879e-003  8.879e-003

				Ca               3.201e-003  3.200e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.825      Charge balance

		                                       pe  =  15.138      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 395

		                          Density (g/cm3)  =   1.00015

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.351e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.408e-003

		                       Total CO2 (mol/kg)  =  8.879e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552986e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.631e-007  1.496e-007    -6.788    -6.825    -0.037      0.00

		   OH-            2.173e-008  1.966e-008    -7.663    -7.706    -0.043     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.819  -151.818     0.001     32.22

		C(4)         8.879e-003

		   HCO3-          6.275e-003  5.708e-003    -2.202    -2.244    -0.041     23.19

		   CO2            2.476e-003  2.482e-003    -2.606    -2.605     0.001     33.63

		   CaHCO3+        1.225e-004  1.116e-004    -3.912    -3.953    -0.040      8.98

		   CaCO3          3.559e-006  3.567e-006    -5.449    -5.448     0.001    -14.66

		   CO3-2          1.812e-006  1.241e-006    -5.742    -5.906    -0.165     -7.25

		Ca           3.201e-003

		   Ca+2           3.074e-003  2.104e-003    -2.512    -2.677    -0.165    -18.26

		   CaHCO3+        1.225e-004  1.116e-004    -3.912    -3.953    -0.040      8.98

		   CaCO3          3.559e-006  3.567e-006    -5.449    -5.448     0.001    -14.66

		   CaOH+          2.573e-009  2.334e-009    -8.589    -8.632    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.408e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.275e-003  6.275e-003      1.00

				CaHCO3+          1.225e-004  1.225e-004      1.00

				CaCO3            7.119e-006  3.559e-006      2.00

				CO3-2            3.625e-006  1.812e-006      2.00

				H+              -1.631e-007  1.631e-007     -1.00

				OH-              2.173e-008  2.173e-008      1.00

				CaOH+            2.573e-009  2.573e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.33     -8.58   -8.26  CaCO3

				Calcite          -0.17     -8.58   -8.41  CaCO3

				CH4(g)         -149.11   -151.82   -2.71  CH4

				CO2(g)           -1.34     -2.61   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.78     -8.58   -7.80  CaCO3

		Reaction step 92.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 182 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -6.082e-006  9.988e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.885e-003  8.885e-003

				Ca               3.207e-003  3.207e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.827      Charge balance

		                                       pe  =  15.136      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 396

		                          Density (g/cm3)  =   1.00016

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.369e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.420e-003

		                       Total CO2 (mol/kg)  =  8.885e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552988e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.624e-007  1.489e-007    -6.789    -6.827    -0.038      0.00

		   OH-            2.182e-008  1.975e-008    -7.661    -7.705    -0.043     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.820  -151.819     0.001     32.22

		C(4)         8.885e-003

		   HCO3-          6.286e-003  5.718e-003    -2.202    -2.243    -0.041     23.19

		   CO2            2.470e-003  2.476e-003    -2.607    -2.606     0.001     33.63

		   CaHCO3+        1.229e-004  1.119e-004    -3.911    -3.951    -0.041      8.98

		   CaCO3          3.586e-006  3.594e-006    -5.445    -5.444     0.001    -14.66

		   CO3-2          1.824e-006  1.248e-006    -5.739    -5.904    -0.165     -7.25

		Ca           3.207e-003

		   Ca+2           3.080e-003  2.107e-003    -2.511    -2.676    -0.165    -18.26

		   CaHCO3+        1.229e-004  1.119e-004    -3.911    -3.951    -0.041      8.98

		   CaCO3          3.586e-006  3.594e-006    -5.445    -5.444     0.001    -14.66

		   CaOH+          2.589e-009  2.347e-009    -8.587    -8.629    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.420e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.286e-003  6.286e-003      1.00

				CaHCO3+          1.229e-004  1.229e-004      1.00

				CaCO3            7.173e-006  3.586e-006      2.00

				CO3-2            3.648e-006  1.824e-006      2.00

				H+              -1.624e-007  1.624e-007     -1.00

				OH-              2.182e-008  2.182e-008      1.00

				CaOH+            2.589e-009  2.589e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.32     -8.58   -8.26  CaCO3

				Calcite          -0.17     -8.58   -8.41  CaCO3

				CH4(g)         -149.11   -151.82   -2.71  CH4

				CO2(g)           -1.34     -2.61   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.78     -8.58   -7.80  CaCO3

		Reaction step 93.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 184 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -5.977e-006  9.988e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.891e-003  8.891e-003

				Ca               3.213e-003  3.212e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.829      Charge balance

		                                       pe  =  15.134      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 396

		                          Density (g/cm3)  =   1.00016

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.386e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.432e-003

		                       Total CO2 (mol/kg)  =  8.891e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552990e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.617e-007  1.483e-007    -6.791    -6.829    -0.038      0.00

		   OH-            2.191e-008  1.983e-008    -7.659    -7.703    -0.043     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.821  -151.820     0.001     32.22

		C(4)         8.891e-003

		   HCO3-          6.298e-003  5.728e-003    -2.201    -2.242    -0.041     23.19

		   CO2            2.464e-003  2.470e-003    -2.608    -2.607     0.001     33.63

		   CaHCO3+        1.233e-004  1.123e-004    -3.909    -3.950    -0.041      8.98

		   CaCO3          3.613e-006  3.621e-006    -5.442    -5.441     0.001    -14.66

		   CO3-2          1.835e-006  1.256e-006    -5.736    -5.901    -0.165     -7.25

		Ca           3.213e-003

		   Ca+2           3.086e-003  2.110e-003    -2.511    -2.676    -0.165    -18.26

		   CaHCO3+        1.233e-004  1.123e-004    -3.909    -3.950    -0.041      8.98

		   CaCO3          3.613e-006  3.621e-006    -5.442    -5.441     0.001    -14.66

		   CaOH+          2.603e-009  2.360e-009    -8.584    -8.627    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.432e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.298e-003  6.298e-003      1.00

				CaHCO3+          1.233e-004  1.233e-004      1.00

				CaCO3            7.226e-006  3.613e-006      2.00

				CO3-2            3.671e-006  1.835e-006      2.00

				H+              -1.617e-007  1.617e-007     -1.00

				OH-              2.191e-008  2.191e-008      1.00

				CaOH+            2.603e-009  2.603e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.32     -8.58   -8.26  CaCO3

				Calcite          -0.17     -8.58   -8.41  CaCO3

				CH4(g)         -149.11   -151.82   -2.71  CH4

				CO2(g)           -1.34     -2.61   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.77     -8.58   -7.80  CaCO3

		Reaction step 94.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 186 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -5.872e-006  9.988e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.897e-003  8.897e-003

				Ca               3.218e-003  3.218e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.831      Charge balance

		                                       pe  =  15.132      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 397

		                          Density (g/cm3)  =   1.00016

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.402e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.444e-003

		                       Total CO2 (mol/kg)  =  8.897e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552992e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.611e-007  1.477e-007    -6.793    -6.831    -0.038      0.00

		   OH-            2.200e-008  1.991e-008    -7.657    -7.701    -0.043     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.822  -151.821     0.001     32.22

		C(4)         8.897e-003

		   HCO3-          6.309e-003  5.738e-003    -2.200    -2.241    -0.041     23.19

		   CO2            2.459e-003  2.464e-003    -2.609    -2.608     0.001     33.63

		   CaHCO3+        1.237e-004  1.127e-004    -3.908    -3.948    -0.041      8.98

		   CaCO3          3.639e-006  3.647e-006    -5.439    -5.438     0.001    -14.66

		   CO3-2          1.846e-006  1.263e-006    -5.734    -5.899    -0.165     -7.25

		Ca           3.218e-003

		   Ca+2           3.091e-003  2.113e-003    -2.510    -2.675    -0.165    -18.26

		   CaHCO3+        1.237e-004  1.127e-004    -3.908    -3.948    -0.041      8.98

		   CaCO3          3.639e-006  3.647e-006    -5.439    -5.438     0.001    -14.66

		   CaOH+          2.618e-009  2.373e-009    -8.582    -8.625    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.444e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.309e-003  6.309e-003      1.00

				CaHCO3+          1.237e-004  1.237e-004      1.00

				CaCO3            7.278e-006  3.639e-006      2.00

				CO3-2            3.693e-006  1.846e-006      2.00

				H+              -1.611e-007  1.611e-007     -1.00

				OH-              2.200e-008  2.200e-008      1.00

				CaOH+            2.618e-009  2.618e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.32     -8.57   -8.26  CaCO3

				Calcite          -0.16     -8.57   -8.41  CaCO3

				CH4(g)         -149.12   -151.82   -2.71  CH4

				CO2(g)           -1.34     -2.61   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.77     -8.57   -7.80  CaCO3

		Reaction step 95.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 188 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -5.770e-006  9.988e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.903e-003  8.902e-003

				Ca               3.224e-003  3.224e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.832      Charge balance

		                                       pe  =  15.131      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 398

		                          Density (g/cm3)  =   1.00016

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.419e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.455e-003

		                       Total CO2 (mol/kg)  =  8.903e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552994e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.604e-007  1.471e-007    -6.795    -6.832    -0.038      0.00

		   OH-            2.209e-008  1.999e-008    -7.656    -7.699    -0.043     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.823  -151.822     0.001     32.22

		C(4)         8.903e-003

		   HCO3-          6.320e-003  5.747e-003    -2.199    -2.241    -0.041     23.19

		   CO2            2.453e-003  2.458e-003    -2.610    -2.609     0.001     33.63

		   CaHCO3+        1.241e-004  1.130e-004    -3.906    -3.947    -0.041      8.98

		   CaCO3          3.665e-006  3.673e-006    -5.436    -5.435     0.001    -14.66

		   CO3-2          1.858e-006  1.270e-006    -5.731    -5.896    -0.165     -7.25

		Ca           3.224e-003

		   Ca+2           3.096e-003  2.116e-003    -2.509    -2.674    -0.165    -18.26

		   CaHCO3+        1.241e-004  1.130e-004    -3.906    -3.947    -0.041      8.98

		   CaCO3          3.665e-006  3.673e-006    -5.436    -5.435     0.001    -14.66

		   CaOH+          2.633e-009  2.386e-009    -8.580    -8.622    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.455e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.320e-003  6.320e-003      1.00

				CaHCO3+          1.241e-004  1.241e-004      1.00

				CaCO3            7.331e-006  3.665e-006      2.00

				CO3-2            3.715e-006  1.858e-006      2.00

				H+              -1.604e-007  1.604e-007     -1.00

				OH-              2.209e-008  2.209e-008      1.00

				CaOH+            2.633e-009  2.633e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.32     -8.57   -8.26  CaCO3

				Calcite          -0.16     -8.57   -8.41  CaCO3

				CH4(g)         -149.12   -151.82   -2.71  CH4

				CO2(g)           -1.34     -2.61   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.77     -8.57   -7.80  CaCO3

		Reaction step 96.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 190 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -5.669e-006  9.988e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.908e-003  8.908e-003

				Ca               3.230e-003  3.230e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.834      Charge balance

		                                       pe  =  15.129      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 398

		                          Density (g/cm3)  =   1.00016

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.435e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.466e-003

		                       Total CO2 (mol/kg)  =  8.908e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552995e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.598e-007  1.466e-007    -6.796    -6.834    -0.038      0.00

		   OH-            2.218e-008  2.007e-008    -7.654    -7.697    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.824  -151.823     0.001     32.22

		C(4)         8.908e-003

		   HCO3-          6.331e-003  5.757e-003    -2.199    -2.240    -0.041     23.19

		   CO2            2.447e-003  2.453e-003    -2.611    -2.610     0.001     33.63

		   CaHCO3+        1.245e-004  1.134e-004    -3.905    -3.946    -0.041      8.98

		   CaCO3          3.691e-006  3.699e-006    -5.433    -5.432     0.001    -14.66

		   CO3-2          1.868e-006  1.277e-006    -5.729    -5.894    -0.165     -7.25

		Ca           3.230e-003

		   Ca+2           3.102e-003  2.119e-003    -2.508    -2.674    -0.165    -18.26

		   CaHCO3+        1.245e-004  1.134e-004    -3.905    -3.946    -0.041      8.98

		   CaCO3          3.691e-006  3.699e-006    -5.433    -5.432     0.001    -14.66

		   CaOH+          2.647e-009  2.399e-009    -8.577    -8.620    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.466e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.331e-003  6.331e-003      1.00

				CaHCO3+          1.245e-004  1.245e-004      1.00

				CaCO3            7.382e-006  3.691e-006      2.00

				CO3-2            3.737e-006  1.868e-006      2.00

				H+              -1.598e-007  1.598e-007     -1.00

				OH-              2.218e-008  2.218e-008      1.00

				CaOH+            2.647e-009  2.647e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.31     -8.57   -8.26  CaCO3

				Calcite          -0.16     -8.57   -8.41  CaCO3

				CH4(g)         -149.12   -151.82   -2.71  CH4

				CO2(g)           -1.34     -2.61   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.77     -8.57   -7.80  CaCO3

		Reaction step 97.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 192 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -5.569e-006  9.988e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.914e-003  8.914e-003

				Ca               3.235e-003  3.235e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.836      Charge balance

		                                       pe  =  15.127      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 399

		                          Density (g/cm3)  =   1.00016

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.451e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.478e-003

		                       Total CO2 (mol/kg)  =  8.914e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552997e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.592e-007  1.460e-007    -6.798    -6.836    -0.038      0.00

		   OH-            2.227e-008  2.015e-008    -7.652    -7.696    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.825  -151.824     0.001     32.22

		C(4)         8.914e-003

		   HCO3-          6.342e-003  5.766e-003    -2.198    -2.239    -0.041     23.19

		   CO2            2.442e-003  2.447e-003    -2.612    -2.611     0.001     33.63

		   CaHCO3+        1.249e-004  1.137e-004    -3.904    -3.944    -0.041      8.98

		   CaCO3          3.717e-006  3.725e-006    -5.430    -5.429     0.001    -14.66

		   CO3-2          1.879e-006  1.284e-006    -5.726    -5.891    -0.165     -7.25

		Ca           3.235e-003

		   Ca+2           3.107e-003  2.122e-003    -2.508    -2.673    -0.166    -18.26

		   CaHCO3+        1.249e-004  1.137e-004    -3.904    -3.944    -0.041      8.98

		   CaCO3          3.717e-006  3.725e-006    -5.430    -5.429     0.001    -14.66

		   CaOH+          2.661e-009  2.412e-009    -8.575    -8.618    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.478e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.342e-003  6.342e-003      1.00

				CaHCO3+          1.249e-004  1.249e-004      1.00

				CaCO3            7.433e-006  3.717e-006      2.00

				CO3-2            3.759e-006  1.879e-006      2.00

				H+              -1.592e-007  1.592e-007     -1.00

				OH-              2.227e-008  2.227e-008      1.00

				CaOH+            2.661e-009  2.661e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.31     -8.56   -8.26  CaCO3

				Calcite          -0.15     -8.56   -8.41  CaCO3

				CH4(g)         -149.12   -151.82   -2.71  CH4

				CO2(g)           -1.34     -2.61   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.76     -8.56   -7.80  CaCO3

		Reaction step 98.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 194 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -5.471e-006  9.988e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.919e-003  8.919e-003

				Ca               3.241e-003  3.241e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.837      Charge balance

		                                       pe  =  15.126      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 400

		                          Density (g/cm3)  =   1.00016

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.466e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.489e-003

		                       Total CO2 (mol/kg)  =  8.919e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.552999e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.586e-007  1.454e-007    -6.800    -6.837    -0.038      0.00

		   OH-            2.236e-008  2.022e-008    -7.651    -7.694    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.826  -151.825     0.001     32.22

		C(4)         8.919e-003

		   HCO3-          6.352e-003  5.775e-003    -2.197    -2.238    -0.041     23.19

		   CO2            2.436e-003  2.442e-003    -2.613    -2.612     0.001     33.63

		   CaHCO3+        1.252e-004  1.140e-004    -3.902    -3.943    -0.041      8.98

		   CaCO3          3.742e-006  3.750e-006    -5.427    -5.426     0.001    -14.66

		   CO3-2          1.890e-006  1.291e-006    -5.724    -5.889    -0.165     -7.25

		Ca           3.241e-003

		   Ca+2           3.112e-003  2.125e-003    -2.507    -2.673    -0.166    -18.26

		   CaHCO3+        1.252e-004  1.140e-004    -3.902    -3.943    -0.041      8.98

		   CaCO3          3.742e-006  3.750e-006    -5.427    -5.426     0.001    -14.66

		   CaOH+          2.675e-009  2.424e-009    -8.573    -8.615    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.489e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.352e-003  6.352e-003      1.00

				CaHCO3+          1.252e-004  1.252e-004      1.00

				CaCO3            7.484e-006  3.742e-006      2.00

				CO3-2            3.780e-006  1.890e-006      2.00

				H+              -1.586e-007  1.586e-007     -1.00

				OH-              2.236e-008  2.236e-008      1.00

				CaOH+            2.675e-009  2.675e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.31     -8.56   -8.26  CaCO3

				Calcite          -0.15     -8.56   -8.41  CaCO3

				CH4(g)         -149.12   -151.83   -2.71  CH4

				CO2(g)           -1.35     -2.61   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.76     -8.56   -7.80  CaCO3

		Reaction step 99.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 196 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -5.375e-006  9.988e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.925e-003  8.924e-003

				Ca               3.246e-003  3.246e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.839      Charge balance

		                                       pe  =  15.124      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 400

		                          Density (g/cm3)  =   1.00016

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.482e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.499e-003

		                       Total CO2 (mol/kg)  =  8.925e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553000e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.580e-007  1.449e-007    -6.801    -6.839    -0.038      0.00

		   OH-            2.244e-008  2.030e-008    -7.649    -7.693    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.827  -151.826     0.001     32.22

		C(4)         8.925e-003

		   HCO3-          6.363e-003  5.784e-003    -2.196    -2.238    -0.041     23.19

		   CO2            2.431e-003  2.436e-003    -2.614    -2.613     0.001     33.63

		   CaHCO3+        1.256e-004  1.144e-004    -3.901    -3.942    -0.041      8.98

		   CaCO3          3.767e-006  3.775e-006    -5.424    -5.423     0.001    -14.66

		   CO3-2          1.901e-006  1.298e-006    -5.721    -5.887    -0.166     -7.25

		Ca           3.246e-003

		   Ca+2           3.117e-003  2.128e-003    -2.506    -2.672    -0.166    -18.26

		   CaHCO3+        1.256e-004  1.144e-004    -3.901    -3.942    -0.041      8.98

		   CaCO3          3.767e-006  3.775e-006    -5.424    -5.423     0.001    -14.66

		   CaOH+          2.689e-009  2.437e-009    -8.570    -8.613    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.499e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.363e-003  6.363e-003      1.00

				CaHCO3+          1.256e-004  1.256e-004      1.00

				CaCO3            7.533e-006  3.767e-006      2.00

				CO3-2            3.801e-006  1.901e-006      2.00

				H+              -1.580e-007  1.580e-007     -1.00

				OH-              2.244e-008  2.244e-008      1.00

				CaOH+            2.689e-009  2.689e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.30     -8.56   -8.26  CaCO3

				Calcite          -0.15     -8.56   -8.41  CaCO3

				CH4(g)         -149.12   -151.83   -2.71  CH4

				CO2(g)           -1.35     -2.61   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.76     -8.56   -7.80  CaCO3

		Reaction step 100.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 198 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -5.280e-006  9.987e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.930e-003  8.930e-003

				Ca               3.252e-003  3.252e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.841      Charge balance

		                                       pe  =  15.122      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 401

		                          Density (g/cm3)  =   1.00016

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.497e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.510e-003

		                       Total CO2 (mol/kg)  =  8.930e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553002e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.575e-007  1.444e-007    -6.803    -6.841    -0.038      0.00

		   OH-            2.253e-008  2.037e-008    -7.647    -7.691    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.828  -151.827     0.001     32.22

		C(4)         8.930e-003

		   HCO3-          6.373e-003  5.793e-003    -2.196    -2.237    -0.041     23.19

		   CO2            2.426e-003  2.431e-003    -2.615    -2.614     0.001     33.63

		   CaHCO3+        1.260e-004  1.147e-004    -3.900    -3.941    -0.041      8.98

		   CaCO3          3.791e-006  3.800e-006    -5.421    -5.420     0.001    -14.66

		   CO3-2          1.911e-006  1.305e-006    -5.719    -5.884    -0.166     -7.25

		Ca           3.252e-003

		   Ca+2           3.122e-003  2.131e-003    -2.506    -2.671    -0.166    -18.26

		   CaHCO3+        1.260e-004  1.147e-004    -3.900    -3.941    -0.041      8.98

		   CaCO3          3.791e-006  3.800e-006    -5.421    -5.420     0.001    -14.66

		   CaOH+          2.703e-009  2.449e-009    -8.568    -8.611    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.510e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.373e-003  6.373e-003      1.00

				CaHCO3+          1.260e-004  1.260e-004      1.00

				CaCO3            7.583e-006  3.791e-006      2.00

				CO3-2            3.822e-006  1.911e-006      2.00

				H+              -1.575e-007  1.575e-007     -1.00

				OH-              2.253e-008  2.253e-008      1.00

				CaOH+            2.703e-009  2.703e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.30     -8.56   -8.26  CaCO3

				Calcite          -0.15     -8.56   -8.41  CaCO3

				CH4(g)         -149.12   -151.83   -2.71  CH4

				CO2(g)           -1.35     -2.61   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.75     -8.56   -7.80  CaCO3

		Reaction step 101.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 200 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -5.186e-006  9.987e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.935e-003  8.935e-003

				Ca               3.257e-003  3.257e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.842      Charge balance

		                                       pe  =  15.121      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 401

		                          Density (g/cm3)  =   1.00016

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.512e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.520e-003

		                       Total CO2 (mol/kg)  =  8.935e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553003e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.569e-007  1.438e-007    -6.804    -6.842    -0.038      0.00

		   OH-            2.261e-008  2.045e-008    -7.646    -7.689    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.829  -151.828     0.001     32.22

		C(4)         8.935e-003

		   HCO3-          6.383e-003  5.802e-003    -2.195    -2.236    -0.041     23.19

		   CO2            2.420e-003  2.426e-003    -2.616    -2.615     0.001     33.63

		   CaHCO3+        1.263e-004  1.150e-004    -3.899    -3.939    -0.041      8.98

		   CaCO3          3.816e-006  3.824e-006    -5.418    -5.417     0.001    -14.66

		   CO3-2          1.921e-006  1.312e-006    -5.716    -5.882    -0.166     -7.25

		Ca           3.257e-003

		   Ca+2           3.127e-003  2.133e-003    -2.505    -2.671    -0.166    -18.26

		   CaHCO3+        1.263e-004  1.150e-004    -3.899    -3.939    -0.041      8.98

		   CaCO3          3.816e-006  3.824e-006    -5.418    -5.417     0.001    -14.66

		   CaOH+          2.716e-009  2.461e-009    -8.566    -8.609    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.520e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.383e-003  6.383e-003      1.00

				CaHCO3+          1.263e-004  1.263e-004      1.00

				CaCO3            7.631e-006  3.816e-006      2.00

				CO3-2            3.842e-006  1.921e-006      2.00

				H+              -1.569e-007  1.569e-007     -1.00

				OH-              2.261e-008  2.261e-008      1.00

				CaOH+            2.716e-009  2.716e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.30     -8.55   -8.26  CaCO3

				Calcite          -0.14     -8.55   -8.41  CaCO3

				CH4(g)         -149.12   -151.83   -2.71  CH4

				CO2(g)           -1.35     -2.62   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.75     -8.55   -7.80  CaCO3

		Reaction step 102.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 202 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -5.094e-006  9.987e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.940e-003  8.940e-003

				Ca               3.262e-003  3.262e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.844      Charge balance

		                                       pe  =  15.119      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 402

		                          Density (g/cm3)  =   1.00016

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.526e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.530e-003

		                       Total CO2 (mol/kg)  =  8.940e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553005e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.563e-007  1.433e-007    -6.806    -6.844    -0.038      0.00

		   OH-            2.269e-008  2.052e-008    -7.644    -7.688    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.830  -151.829     0.001     32.22

		C(4)         8.940e-003

		   HCO3-          6.392e-003  5.810e-003    -2.194    -2.236    -0.041     23.19

		   CO2            2.415e-003  2.421e-003    -2.617    -2.616     0.001     33.63

		   CaHCO3+        1.267e-004  1.153e-004    -3.897    -3.938    -0.041      8.98

		   CaCO3          3.840e-006  3.848e-006    -5.416    -5.415     0.001    -14.66

		   CO3-2          1.931e-006  1.318e-006    -5.714    -5.880    -0.166     -7.25

		Ca           3.262e-003

		   Ca+2           3.131e-003  2.136e-003    -2.504    -2.670    -0.166    -18.26

		   CaHCO3+        1.267e-004  1.153e-004    -3.897    -3.938    -0.041      8.98

		   CaCO3          3.840e-006  3.848e-006    -5.416    -5.415     0.001    -14.66

		   CaOH+          2.729e-009  2.473e-009    -8.564    -8.607    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.530e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.392e-003  6.392e-003      1.00

				CaHCO3+          1.267e-004  1.267e-004      1.00

				CaCO3            7.679e-006  3.840e-006      2.00

				CO3-2            3.863e-006  1.931e-006      2.00

				H+              -1.563e-007  1.563e-007     -1.00

				OH-              2.269e-008  2.269e-008      1.00

				CaOH+            2.729e-009  2.729e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.30     -8.55   -8.26  CaCO3

				Calcite          -0.14     -8.55   -8.41  CaCO3

				CH4(g)         -149.12   -151.83   -2.71  CH4

				CO2(g)           -1.35     -2.62   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.75     -8.55   -7.80  CaCO3

		Reaction step 103.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 204 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -5.004e-006  9.987e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.945e-003  8.945e-003

				Ca               3.267e-003  3.267e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.845      Charge balance

		                                       pe  =  15.118      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 403

		                          Density (g/cm3)  =   1.00016

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.540e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.540e-003

		                       Total CO2 (mol/kg)  =  8.945e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553006e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.558e-007  1.428e-007    -6.807    -6.845    -0.038      0.00

		   OH-            2.277e-008  2.059e-008    -7.643    -7.686    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.831  -151.830     0.001     32.22

		C(4)         8.945e-003

		   HCO3-          6.402e-003  5.819e-003    -2.194    -2.235    -0.041     23.19

		   CO2            2.410e-003  2.416e-003    -2.618    -2.617     0.001     33.63

		   CaHCO3+        1.270e-004  1.156e-004    -3.896    -3.937    -0.041      8.98

		   CaCO3          3.863e-006  3.872e-006    -5.413    -5.412     0.001    -14.66

		   CO3-2          1.941e-006  1.325e-006    -5.712    -5.878    -0.166     -7.25

		Ca           3.267e-003

		   Ca+2           3.136e-003  2.139e-003    -2.504    -2.670    -0.166    -18.26

		   CaHCO3+        1.270e-004  1.156e-004    -3.896    -3.937    -0.041      8.98

		   CaCO3          3.863e-006  3.872e-006    -5.413    -5.412     0.001    -14.66

		   CaOH+          2.742e-009  2.485e-009    -8.562    -8.605    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.540e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.402e-003  6.402e-003      1.00

				CaHCO3+          1.270e-004  1.270e-004      1.00

				CaCO3            7.727e-006  3.863e-006      2.00

				CO3-2            3.883e-006  1.941e-006      2.00

				H+              -1.558e-007  1.558e-007     -1.00

				OH-              2.277e-008  2.277e-008      1.00

				CaOH+            2.742e-009  2.742e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.29     -8.55   -8.26  CaCO3

				Calcite          -0.14     -8.55   -8.41  CaCO3

				CH4(g)         -149.12   -151.83   -2.71  CH4

				CO2(g)           -1.35     -2.62   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.75     -8.55   -7.80  CaCO3

		Reaction step 104.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 206 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -4.914e-006  9.987e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.950e-003  8.950e-003

				Ca               3.272e-003  3.272e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.847      Charge balance

		                                       pe  =  15.116      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 403

		                          Density (g/cm3)  =   1.00016

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.554e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.550e-003

		                       Total CO2 (mol/kg)  =  8.950e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553008e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.553e-007  1.423e-007    -6.809    -6.847    -0.038      0.00

		   OH-            2.285e-008  2.066e-008    -7.641    -7.685    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.832  -151.831     0.001     32.22

		C(4)         8.950e-003

		   HCO3-          6.411e-003  5.827e-003    -2.193    -2.235    -0.042     23.19

		   CO2            2.406e-003  2.411e-003    -2.619    -2.618     0.001     33.63

		   CaHCO3+        1.274e-004  1.159e-004    -3.895    -3.936    -0.041      8.98

		   CaCO3          3.887e-006  3.895e-006    -5.410    -5.409     0.001    -14.66

		   CO3-2          1.951e-006  1.331e-006    -5.710    -5.876    -0.166     -7.25

		Ca           3.272e-003

		   Ca+2           3.141e-003  2.141e-003    -2.503    -2.669    -0.166    -18.26

		   CaHCO3+        1.274e-004  1.159e-004    -3.895    -3.936    -0.041      8.98

		   CaCO3          3.887e-006  3.895e-006    -5.410    -5.409     0.001    -14.66

		   CaOH+          2.755e-009  2.496e-009    -8.560    -8.603    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.550e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.411e-003  6.411e-003      1.00

				CaHCO3+          1.274e-004  1.274e-004      1.00

				CaCO3            7.774e-006  3.887e-006      2.00

				CO3-2            3.903e-006  1.951e-006      2.00

				H+              -1.553e-007  1.553e-007     -1.00

				OH-              2.285e-008  2.285e-008      1.00

				CaOH+            2.755e-009  2.755e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.29     -8.55   -8.26  CaCO3

				Calcite          -0.13     -8.55   -8.41  CaCO3

				CH4(g)         -149.12   -151.83   -2.71  CH4

				CO2(g)           -1.35     -2.62   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.74     -8.55   -7.80  CaCO3

		Reaction step 105.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 208 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -4.826e-006  9.987e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.955e-003  8.955e-003

				Ca               3.277e-003  3.277e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.848      Charge balance

		                                       pe  =  15.115      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 404

		                          Density (g/cm3)  =   1.00016

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.568e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.560e-003

		                       Total CO2 (mol/kg)  =  8.955e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553009e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.548e-007  1.419e-007    -6.810    -6.848    -0.038      0.00

		   OH-            2.293e-008  2.073e-008    -7.640    -7.683    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.832  -151.831     0.001     32.22

		C(4)         8.955e-003

		   HCO3-          6.421e-003  5.835e-003    -2.192    -2.234    -0.042     23.19

		   CO2            2.401e-003  2.406e-003    -2.620    -2.619     0.001     33.63

		   CaHCO3+        1.277e-004  1.162e-004    -3.894    -3.935    -0.041      8.98

		   CaCO3          3.910e-006  3.919e-006    -5.408    -5.407     0.001    -14.66

		   CO3-2          1.961e-006  1.338e-006    -5.708    -5.874    -0.166     -7.25

		Ca           3.277e-003

		   Ca+2           3.145e-003  2.144e-003    -2.502    -2.669    -0.166    -18.26

		   CaHCO3+        1.277e-004  1.162e-004    -3.894    -3.935    -0.041      8.98

		   CaCO3          3.910e-006  3.919e-006    -5.408    -5.407     0.001    -14.66

		   CaOH+          2.768e-009  2.508e-009    -8.558    -8.601    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.560e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.421e-003  6.421e-003      1.00

				CaHCO3+          1.277e-004  1.277e-004      1.00

				CaCO3            7.820e-006  3.910e-006      2.00

				CO3-2            3.922e-006  1.961e-006      2.00

				H+              -1.548e-007  1.548e-007     -1.00

				OH-              2.293e-008  2.293e-008      1.00

				CaOH+            2.768e-009  2.768e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.29     -8.54   -8.26  CaCO3

				Calcite          -0.13     -8.54   -8.41  CaCO3

				CH4(g)         -149.13   -151.83   -2.71  CH4

				CO2(g)           -1.35     -2.62   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.74     -8.54   -7.80  CaCO3

		Reaction step 106.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 210 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -4.740e-006  9.987e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.960e-003  8.960e-003

				Ca               3.281e-003  3.281e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.850      Charge balance

		                                       pe  =  15.113      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 404

		                          Density (g/cm3)  =   1.00016

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.582e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.569e-003

		                       Total CO2 (mol/kg)  =  8.960e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553011e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.543e-007  1.414e-007    -6.812    -6.850    -0.038      0.00

		   OH-            2.301e-008  2.080e-008    -7.638    -7.682    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.833  -151.832     0.001     32.22

		C(4)         8.960e-003

		   HCO3-          6.430e-003  5.843e-003    -2.192    -2.233    -0.042     23.19

		   CO2            2.396e-003  2.401e-003    -2.620    -2.620     0.001     33.63

		   CaHCO3+        1.280e-004  1.165e-004    -3.893    -3.934    -0.041      8.98

		   CaCO3          3.933e-006  3.942e-006    -5.405    -5.404     0.001    -14.66

		   CO3-2          1.971e-006  1.344e-006    -5.705    -5.872    -0.166     -7.25

		Ca           3.281e-003

		   Ca+2           3.149e-003  2.146e-003    -2.502    -2.668    -0.167    -18.26

		   CaHCO3+        1.280e-004  1.165e-004    -3.893    -3.934    -0.041      8.98

		   CaCO3          3.933e-006  3.942e-006    -5.405    -5.404     0.001    -14.66

		   CaOH+          2.781e-009  2.519e-009    -8.556    -8.599    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.569e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.430e-003  6.430e-003      1.00

				CaHCO3+          1.280e-004  1.280e-004      1.00

				CaCO3            7.866e-006  3.933e-006      2.00

				CO3-2            3.941e-006  1.971e-006      2.00

				H+              -1.543e-007  1.543e-007     -1.00

				OH-              2.301e-008  2.301e-008      1.00

				CaOH+            2.781e-009  2.781e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.28     -8.54   -8.26  CaCO3

				Calcite          -0.13     -8.54   -8.41  CaCO3

				CH4(g)         -149.13   -151.83   -2.71  CH4

				CO2(g)           -1.35     -2.62   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.74     -8.54   -7.80  CaCO3

		Reaction step 107.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 212 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -4.655e-006  9.987e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.964e-003  8.964e-003

				Ca               3.286e-003  3.286e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.851      Charge balance

		                                       pe  =  15.112      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 405

		                          Density (g/cm3)  =   1.00016

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.595e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.579e-003

		                       Total CO2 (mol/kg)  =  8.964e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553012e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.538e-007  1.409e-007    -6.813    -6.851    -0.038      0.00

		   OH-            2.309e-008  2.087e-008    -7.637    -7.680    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.834  -151.833     0.001     32.22

		C(4)         8.964e-003

		   HCO3-          6.439e-003  5.851e-003    -2.191    -2.233    -0.042     23.19

		   CO2            2.391e-003  2.397e-003    -2.621    -2.620     0.001     33.63

		   CaHCO3+        1.284e-004  1.168e-004    -3.892    -3.933    -0.041      8.98

		   CaCO3          3.955e-006  3.964e-006    -5.403    -5.402     0.001    -14.66

		   CO3-2          1.980e-006  1.350e-006    -5.703    -5.870    -0.166     -7.25

		Ca           3.286e-003

		   Ca+2           3.154e-003  2.149e-003    -2.501    -2.668    -0.167    -18.26

		   CaHCO3+        1.284e-004  1.168e-004    -3.892    -3.933    -0.041      8.98

		   CaCO3          3.955e-006  3.964e-006    -5.403    -5.402     0.001    -14.66

		   CaOH+          2.793e-009  2.530e-009    -8.554    -8.597    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.579e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.439e-003  6.439e-003      1.00

				CaHCO3+          1.284e-004  1.284e-004      1.00

				CaCO3            7.911e-006  3.955e-006      2.00

				CO3-2            3.960e-006  1.980e-006      2.00

				H+              -1.538e-007  1.538e-007     -1.00

				OH-              2.309e-008  2.309e-008      1.00

				CaOH+            2.793e-009  2.793e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.28     -8.54   -8.26  CaCO3

				Calcite          -0.13     -8.54   -8.41  CaCO3

				CH4(g)         -149.13   -151.83   -2.71  CH4

				CO2(g)           -1.35     -2.62   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.74     -8.54   -7.80  CaCO3

		Reaction step 108.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 214 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -4.571e-006  9.987e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.969e-003  8.969e-003

				Ca               3.291e-003  3.290e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.852      Charge balance

		                                       pe  =  15.110      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 405

		                          Density (g/cm3)  =   1.00017

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.608e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.588e-003

		                       Total CO2 (mol/kg)  =  8.969e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553014e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.533e-007  1.405e-007    -6.815    -6.852    -0.038      0.00

		   OH-            2.316e-008  2.094e-008    -7.635    -7.679    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.835  -151.834     0.001     32.22

		C(4)         8.969e-003

		   HCO3-          6.447e-003  5.858e-003    -2.191    -2.232    -0.042     23.19

		   CO2            2.387e-003  2.392e-003    -2.622    -2.621     0.001     33.63

		   CaHCO3+        1.287e-004  1.171e-004    -3.891    -3.931    -0.041      8.98

		   CaCO3          3.978e-006  3.987e-006    -5.400    -5.399     0.001    -14.66

		   CO3-2          1.990e-006  1.356e-006    -5.701    -5.868    -0.166     -7.25

		Ca           3.291e-003

		   Ca+2           3.158e-003  2.151e-003    -2.501    -2.667    -0.167    -18.26

		   CaHCO3+        1.287e-004  1.171e-004    -3.891    -3.931    -0.041      8.98

		   CaCO3          3.978e-006  3.987e-006    -5.400    -5.399     0.001    -14.66

		   CaOH+          2.805e-009  2.541e-009    -8.552    -8.595    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.588e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.447e-003  6.447e-003      1.00

				CaHCO3+          1.287e-004  1.287e-004      1.00

				CaCO3            7.956e-006  3.978e-006      2.00

				CO3-2            3.979e-006  1.990e-006      2.00

				H+              -1.533e-007  1.533e-007     -1.00

				OH-              2.316e-008  2.316e-008      1.00

				CaOH+            2.805e-009  2.805e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.28     -8.54   -8.26  CaCO3

				Calcite          -0.12     -8.54   -8.41  CaCO3

				CH4(g)         -149.13   -151.83   -2.71  CH4

				CO2(g)           -1.35     -2.62   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.73     -8.54   -7.80  CaCO3

		Reaction step 109.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 216 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -4.488e-006  9.987e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.973e-003  8.973e-003

				Ca               3.295e-003  3.295e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.854      Charge balance

		                                       pe  =  15.109      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 406

		                          Density (g/cm3)  =   1.00017

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.621e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.597e-003

		                       Total CO2 (mol/kg)  =  8.973e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553015e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.528e-007  1.400e-007    -6.816    -6.854    -0.038      0.00

		   OH-            2.324e-008  2.100e-008    -7.634    -7.678    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.836  -151.835     0.001     32.22

		C(4)         8.973e-003

		   HCO3-          6.456e-003  5.866e-003    -2.190    -2.232    -0.042     23.19

		   CO2            2.382e-003  2.388e-003    -2.623    -2.622     0.001     33.63

		   CaHCO3+        1.290e-004  1.174e-004    -3.889    -3.930    -0.041      8.98

		   CaCO3          4.000e-006  4.009e-006    -5.398    -5.397     0.001    -14.66

		   CO3-2          1.999e-006  1.362e-006    -5.699    -5.866    -0.167     -7.25

		Ca           3.295e-003

		   Ca+2           3.162e-003  2.154e-003    -2.500    -2.667    -0.167    -18.26

		   CaHCO3+        1.290e-004  1.174e-004    -3.889    -3.930    -0.041      8.98

		   CaCO3          4.000e-006  4.009e-006    -5.398    -5.397     0.001    -14.66

		   CaOH+          2.818e-009  2.552e-009    -8.550    -8.593    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.597e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.456e-003  6.456e-003      1.00

				CaHCO3+          1.290e-004  1.290e-004      1.00

				CaCO3            8.000e-006  4.000e-006      2.00

				CO3-2            3.998e-006  1.999e-006      2.00

				H+              -1.528e-007  1.528e-007     -1.00

				OH-              2.324e-008  2.324e-008      1.00

				CaOH+            2.818e-009  2.818e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.28     -8.53   -8.26  CaCO3

				Calcite          -0.12     -8.53   -8.41  CaCO3

				CH4(g)         -149.13   -151.83   -2.71  CH4

				CO2(g)           -1.35     -2.62   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.73     -8.53   -7.80  CaCO3

		Reaction step 110.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 218 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -4.407e-006  9.987e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.978e-003  8.978e-003

				Ca               3.299e-003  3.299e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.855      Charge balance

		                                       pe  =  15.108      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 406

		                          Density (g/cm3)  =   1.00017

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.633e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.606e-003

		                       Total CO2 (mol/kg)  =  8.978e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553016e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.523e-007  1.396e-007    -6.817    -6.855    -0.038      0.00

		   OH-            2.331e-008  2.107e-008    -7.632    -7.676    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.837  -151.836     0.001     32.22

		C(4)         8.978e-003

		   HCO3-          6.464e-003  5.873e-003    -2.189    -2.231    -0.042     23.19

		   CO2            2.378e-003  2.383e-003    -2.624    -2.623     0.001     33.63

		   CaHCO3+        1.293e-004  1.176e-004    -3.888    -3.929    -0.041      8.98

		   CaCO3          4.022e-006  4.030e-006    -5.396    -5.395     0.001    -14.66

		   CO3-2          2.008e-006  1.368e-006    -5.697    -5.864    -0.167     -7.25

		Ca           3.299e-003

		   Ca+2           3.166e-003  2.156e-003    -2.499    -2.666    -0.167    -18.26

		   CaHCO3+        1.293e-004  1.176e-004    -3.888    -3.929    -0.041      8.98

		   CaCO3          4.022e-006  4.030e-006    -5.396    -5.395     0.001    -14.66

		   CaOH+          2.829e-009  2.562e-009    -8.548    -8.591    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.606e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.464e-003  6.464e-003      1.00

				CaHCO3+          1.293e-004  1.293e-004      1.00

				CaCO3            8.043e-006  4.022e-006      2.00

				CO3-2            4.016e-006  2.008e-006      2.00

				H+              -1.523e-007  1.523e-007     -1.00

				OH-              2.331e-008  2.331e-008      1.00

				CaOH+            2.829e-009  2.829e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.27     -8.53   -8.26  CaCO3

				Calcite          -0.12     -8.53   -8.41  CaCO3

				CH4(g)         -149.13   -151.84   -2.71  CH4

				CO2(g)           -1.36     -2.62   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.73     -8.53   -7.80  CaCO3

		Reaction step 111.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 220 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -4.327e-006  9.987e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.982e-003  8.982e-003

				Ca               3.304e-003  3.304e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.856      Charge balance

		                                       pe  =  15.106      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 407

		                          Density (g/cm3)  =   1.00017

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.646e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.614e-003

		                       Total CO2 (mol/kg)  =  8.982e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553017e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.519e-007  1.392e-007    -6.818    -6.856    -0.038      0.00

		   OH-            2.338e-008  2.113e-008    -7.631    -7.675    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.837  -151.836     0.001     32.22

		C(4)         8.982e-003

		   HCO3-          6.473e-003  5.880e-003    -2.189    -2.231    -0.042     23.19

		   CO2            2.374e-003  2.379e-003    -2.625    -2.624     0.001     33.63

		   CaHCO3+        1.296e-004  1.179e-004    -3.887    -3.928    -0.041      8.98

		   CaCO3          4.043e-006  4.052e-006    -5.393    -5.392     0.001    -14.66

		   CO3-2          2.017e-006  1.374e-006    -5.695    -5.862    -0.167     -7.25

		Ca           3.304e-003

		   Ca+2           3.170e-003  2.158e-003    -2.499    -2.666    -0.167    -18.26

		   CaHCO3+        1.296e-004  1.179e-004    -3.887    -3.928    -0.041      8.98

		   CaCO3          4.043e-006  4.052e-006    -5.393    -5.392     0.001    -14.66

		   CaOH+          2.841e-009  2.573e-009    -8.546    -8.590    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.614e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.473e-003  6.473e-003      1.00

				CaHCO3+          1.296e-004  1.296e-004      1.00

				CaCO3            8.086e-006  4.043e-006      2.00

				CO3-2            4.034e-006  2.017e-006      2.00

				H+              -1.519e-007  1.519e-007     -1.00

				OH-              2.338e-008  2.338e-008      1.00

				CaOH+            2.841e-009  2.841e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.27     -8.53   -8.26  CaCO3

				Calcite          -0.12     -8.53   -8.41  CaCO3

				CH4(g)         -149.13   -151.84   -2.71  CH4

				CO2(g)           -1.36     -2.62   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.73     -8.53   -7.80  CaCO3

		Reaction step 112.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 222 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -4.249e-006  9.987e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.986e-003  8.986e-003

				Ca               3.308e-003  3.308e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.858      Charge balance

		                                       pe  =  15.105      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 407

		                          Density (g/cm3)  =   1.00017

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.658e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.623e-003

		                       Total CO2 (mol/kg)  =  8.986e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553019e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.514e-007  1.388e-007    -6.820    -6.858    -0.038      0.00

		   OH-            2.345e-008  2.119e-008    -7.630    -7.674    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.838  -151.837     0.001     32.22

		C(4)         8.986e-003

		   HCO3-          6.481e-003  5.887e-003    -2.188    -2.230    -0.042     23.19

		   CO2            2.370e-003  2.375e-003    -2.625    -2.624     0.001     33.63

		   CaHCO3+        1.299e-004  1.182e-004    -3.886    -3.927    -0.041      8.98

		   CaCO3          4.064e-006  4.073e-006    -5.391    -5.390     0.001    -14.66

		   CO3-2          2.026e-006  1.380e-006    -5.693    -5.860    -0.167     -7.25

		Ca           3.308e-003

		   Ca+2           3.174e-003  2.160e-003    -2.498    -2.665    -0.167    -18.26

		   CaHCO3+        1.299e-004  1.182e-004    -3.886    -3.927    -0.041      8.98

		   CaCO3          4.064e-006  4.073e-006    -5.391    -5.390     0.001    -14.66

		   CaOH+          2.853e-009  2.583e-009    -8.545    -8.588    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.623e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.481e-003  6.481e-003      1.00

				CaHCO3+          1.299e-004  1.299e-004      1.00

				CaCO3            8.128e-006  4.064e-006      2.00

				CO3-2            4.052e-006  2.026e-006      2.00

				H+              -1.514e-007  1.514e-007     -1.00

				OH-              2.345e-008  2.345e-008      1.00

				CaOH+            2.853e-009  2.853e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.27     -8.53   -8.26  CaCO3

				Calcite          -0.12     -8.53   -8.41  CaCO3

				CH4(g)         -149.13   -151.84   -2.71  CH4

				CO2(g)           -1.36     -2.62   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.72     -8.53   -7.80  CaCO3

		Reaction step 113.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 224 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -4.171e-006  9.987e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.991e-003  8.990e-003

				Ca               3.312e-003  3.312e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.859      Charge balance

		                                       pe  =  15.104      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 408

		                          Density (g/cm3)  =   1.00017

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.670e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.631e-003

		                       Total CO2 (mol/kg)  =  8.991e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553020e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.510e-007  1.384e-007    -6.821    -6.859    -0.038      0.00

		   OH-            2.352e-008  2.126e-008    -7.628    -7.673    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.839  -151.838     0.001     32.22

		C(4)         8.991e-003

		   HCO3-          6.489e-003  5.894e-003    -2.188    -2.230    -0.042     23.19

		   CO2            2.365e-003  2.371e-003    -2.626    -2.625     0.001     33.63

		   CaHCO3+        1.302e-004  1.184e-004    -3.885    -3.927    -0.041      8.98

		   CaCO3          4.085e-006  4.094e-006    -5.389    -5.388     0.001    -14.66

		   CO3-2          2.035e-006  1.385e-006    -5.692    -5.858    -0.167     -7.25

		Ca           3.312e-003

		   Ca+2           3.178e-003  2.163e-003    -2.498    -2.665    -0.167    -18.26

		   CaHCO3+        1.302e-004  1.184e-004    -3.885    -3.927    -0.041      8.98

		   CaCO3          4.085e-006  4.094e-006    -5.389    -5.388     0.001    -14.66

		   CaOH+          2.864e-009  2.593e-009    -8.543    -8.586    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.631e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.489e-003  6.489e-003      1.00

				CaHCO3+          1.302e-004  1.302e-004      1.00

				CaCO3            8.170e-006  4.085e-006      2.00

				CO3-2            4.069e-006  2.035e-006      2.00

				H+              -1.510e-007  1.510e-007     -1.00

				OH-              2.352e-008  2.352e-008      1.00

				CaOH+            2.864e-009  2.864e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.27     -8.52   -8.26  CaCO3

				Calcite          -0.11     -8.52   -8.41  CaCO3

				CH4(g)         -149.13   -151.84   -2.71  CH4

				CO2(g)           -1.36     -2.63   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.72     -8.52   -7.80  CaCO3

		Reaction step 114.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 226 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -4.095e-006  9.987e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.995e-003  8.994e-003

				Ca               3.316e-003  3.316e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.860      Charge balance

		                                       pe  =  15.103      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 408

		                          Density (g/cm3)  =   1.00017

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.681e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.639e-003

		                       Total CO2 (mol/kg)  =  8.995e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553021e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.506e-007  1.380e-007    -6.822    -6.860    -0.038      0.00

		   OH-            2.359e-008  2.132e-008    -7.627    -7.671    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.840  -151.839     0.001     32.22

		C(4)         8.995e-003

		   HCO3-          6.497e-003  5.901e-003    -2.187    -2.229    -0.042     23.19

		   CO2            2.361e-003  2.367e-003    -2.627    -2.626     0.001     33.63

		   CaHCO3+        1.305e-004  1.187e-004    -3.885    -3.926    -0.041      8.98

		   CaCO3          4.106e-006  4.115e-006    -5.387    -5.386     0.001    -14.66

		   CO3-2          2.043e-006  1.391e-006    -5.690    -5.857    -0.167     -7.25

		Ca           3.316e-003

		   Ca+2           3.182e-003  2.165e-003    -2.497    -2.665    -0.167    -18.26

		   CaHCO3+        1.305e-004  1.187e-004    -3.885    -3.926    -0.041      8.98

		   CaCO3          4.106e-006  4.115e-006    -5.387    -5.386     0.001    -14.66

		   CaOH+          2.876e-009  2.604e-009    -8.541    -8.584    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.639e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.497e-003  6.497e-003      1.00

				CaHCO3+          1.305e-004  1.305e-004      1.00

				CaCO3            8.211e-006  4.106e-006      2.00

				CO3-2            4.086e-006  2.043e-006      2.00

				H+              -1.506e-007  1.506e-007     -1.00

				OH-              2.359e-008  2.359e-008      1.00

				CaOH+            2.876e-009  2.876e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.27     -8.52   -8.26  CaCO3

				Calcite          -0.11     -8.52   -8.41  CaCO3

				CH4(g)         -149.13   -151.84   -2.71  CH4

				CO2(g)           -1.36     -2.63   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.72     -8.52   -7.80  CaCO3

		Reaction step 115.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 228 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -4.021e-006  9.987e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                8.999e-003  8.999e-003

				Ca               3.320e-003  3.320e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.861      Charge balance

		                                       pe  =  15.101      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 409

		                          Density (g/cm3)  =   1.00017

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.693e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.647e-003

		                       Total CO2 (mol/kg)  =  8.999e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553022e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.502e-007  1.376e-007    -6.823    -6.861    -0.038      0.00

		   OH-            2.366e-008  2.138e-008    -7.626    -7.670    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.840  -151.839     0.001     32.22

		C(4)         8.999e-003

		   HCO3-          6.504e-003  5.908e-003    -2.187    -2.229    -0.042     23.19

		   CO2            2.357e-003  2.363e-003    -2.628    -2.627     0.001     33.63

		   CaHCO3+        1.307e-004  1.189e-004    -3.884    -3.925    -0.041      8.98

		   CaCO3          4.126e-006  4.135e-006    -5.384    -5.384     0.001    -14.66

		   CO3-2          2.052e-006  1.396e-006    -5.688    -5.855    -0.167     -7.25

		Ca           3.320e-003

		   Ca+2           3.185e-003  2.167e-003    -2.497    -2.664    -0.167    -18.26

		   CaHCO3+        1.307e-004  1.189e-004    -3.884    -3.925    -0.041      8.98

		   CaCO3          4.126e-006  4.135e-006    -5.384    -5.384     0.001    -14.66

		   CaOH+          2.887e-009  2.613e-009    -8.540    -8.583    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.647e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.504e-003  6.504e-003      1.00

				CaHCO3+          1.307e-004  1.307e-004      1.00

				CaCO3            8.252e-006  4.126e-006      2.00

				CO3-2            4.103e-006  2.052e-006      2.00

				H+              -1.502e-007  1.502e-007     -1.00

				OH-              2.366e-008  2.366e-008      1.00

				CaOH+            2.887e-009  2.887e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.26     -8.52   -8.26  CaCO3

				Calcite          -0.11     -8.52   -8.41  CaCO3

				CH4(g)         -149.13   -151.84   -2.71  CH4

				CO2(g)           -1.36     -2.63   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.72     -8.52   -7.80  CaCO3

		Reaction step 116.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 230 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -3.947e-006  9.987e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.003e-003  9.002e-003

				Ca               3.324e-003  3.324e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.863      Charge balance

		                                       pe  =  15.100      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 409

		                          Density (g/cm3)  =   1.00017

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.704e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.655e-003

		                       Total CO2 (mol/kg)  =  9.003e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553024e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.497e-007  1.372e-007    -6.825    -6.863    -0.038      0.00

		   OH-            2.373e-008  2.144e-008    -7.625    -7.669    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.841  -151.840     0.001     32.22

		C(4)         9.003e-003

		   HCO3-          6.512e-003  5.915e-003    -2.186    -2.228    -0.042     23.19

		   CO2            2.353e-003  2.359e-003    -2.628    -2.627     0.001     33.63

		   CaHCO3+        1.310e-004  1.192e-004    -3.883    -3.924    -0.041      8.98

		   CaCO3          4.146e-006  4.155e-006    -5.382    -5.381     0.001    -14.66

		   CO3-2          2.060e-006  1.402e-006    -5.686    -5.853    -0.167     -7.25

		Ca           3.324e-003

		   Ca+2           3.189e-003  2.169e-003    -2.496    -2.664    -0.167    -18.26

		   CaHCO3+        1.310e-004  1.192e-004    -3.883    -3.924    -0.041      8.98

		   CaCO3          4.146e-006  4.155e-006    -5.382    -5.381     0.001    -14.66

		   CaOH+          2.898e-009  2.623e-009    -8.538    -8.581    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.655e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.512e-003  6.512e-003      1.00

				CaHCO3+          1.310e-004  1.310e-004      1.00

				CaCO3            8.292e-006  4.146e-006      2.00

				CO3-2            4.120e-006  2.060e-006      2.00

				H+              -1.497e-007  1.497e-007     -1.00

				OH-              2.373e-008  2.373e-008      1.00

				CaOH+            2.898e-009  2.898e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.26     -8.52   -8.26  CaCO3

				Calcite          -0.11     -8.52   -8.41  CaCO3

				CH4(g)         -149.13   -151.84   -2.71  CH4

				CO2(g)           -1.36     -2.63   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.71     -8.52   -7.80  CaCO3

		Reaction step 117.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 232 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -3.875e-006  9.987e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.007e-003  9.006e-003

				Ca               3.328e-003  3.328e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.864      Charge balance

		                                       pe  =  15.099      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 410

		                          Density (g/cm3)  =   1.00017

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.715e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.663e-003

		                       Total CO2 (mol/kg)  =  9.007e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553025e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.493e-007  1.368e-007    -6.826    -6.864    -0.038      0.00

		   OH-            2.379e-008  2.150e-008    -7.624    -7.668    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.842  -151.841     0.001     32.22

		C(4)         9.007e-003

		   HCO3-          6.519e-003  5.921e-003    -2.186    -2.228    -0.042     23.19

		   CO2            2.350e-003  2.355e-003    -2.629    -2.628     0.001     33.63

		   CaHCO3+        1.313e-004  1.194e-004    -3.882    -3.923    -0.041      8.98

		   CaCO3          4.166e-006  4.175e-006    -5.380    -5.379     0.001    -14.66

		   CO3-2          2.068e-006  1.407e-006    -5.684    -5.852    -0.167     -7.25

		Ca           3.328e-003

		   Ca+2           3.193e-003  2.171e-003    -2.496    -2.663    -0.168    -18.26

		   CaHCO3+        1.313e-004  1.194e-004    -3.882    -3.923    -0.041      8.98

		   CaCO3          4.166e-006  4.175e-006    -5.380    -5.379     0.001    -14.66

		   CaOH+          2.908e-009  2.633e-009    -8.536    -8.580    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.663e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.519e-003  6.519e-003      1.00

				CaHCO3+          1.313e-004  1.313e-004      1.00

				CaCO3            8.331e-006  4.166e-006      2.00

				CO3-2            4.137e-006  2.068e-006      2.00

				H+              -1.493e-007  1.493e-007     -1.00

				OH-              2.379e-008  2.379e-008      1.00

				CaOH+            2.908e-009  2.908e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.26     -8.51   -8.26  CaCO3

				Calcite          -0.10     -8.51   -8.41  CaCO3

				CH4(g)         -149.14   -151.84   -2.71  CH4

				CO2(g)           -1.36     -2.63   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.71     -8.51   -7.80  CaCO3

		Reaction step 118.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 234 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -3.804e-006  9.987e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.010e-003  9.010e-003

				Ca               3.332e-003  3.332e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.865      Charge balance

		                                       pe  =  15.098      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 410

		                          Density (g/cm3)  =   1.00017

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.726e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.671e-003

		                       Total CO2 (mol/kg)  =  9.010e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553026e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.490e-007  1.365e-007    -6.827    -6.865    -0.038      0.00

		   OH-            2.386e-008  2.155e-008    -7.622    -7.666    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.843  -151.842     0.001     32.22

		C(4)         9.010e-003

		   HCO3-          6.527e-003  5.927e-003    -2.185    -2.227    -0.042     23.19

		   CO2            2.346e-003  2.351e-003    -2.630    -2.629     0.001     33.63

		   CaHCO3+        1.316e-004  1.197e-004    -3.881    -3.922    -0.041      8.98

		   CaCO3          4.185e-006  4.194e-006    -5.378    -5.377     0.001    -14.66

		   CO3-2          2.077e-006  1.413e-006    -5.683    -5.850    -0.167     -7.25

		Ca           3.332e-003

		   Ca+2           3.196e-003  2.173e-003    -2.495    -2.663    -0.168    -18.26

		   CaHCO3+        1.316e-004  1.197e-004    -3.881    -3.922    -0.041      8.98

		   CaCO3          4.185e-006  4.194e-006    -5.378    -5.377     0.001    -14.66

		   CaOH+          2.919e-009  2.642e-009    -8.535    -8.578    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.671e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.527e-003  6.527e-003      1.00

				CaHCO3+          1.316e-004  1.316e-004      1.00

				CaCO3            8.370e-006  4.185e-006      2.00

				CO3-2            4.153e-006  2.077e-006      2.00

				H+              -1.490e-007  1.490e-007     -1.00

				OH-              2.386e-008  2.386e-008      1.00

				CaOH+            2.919e-009  2.919e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.26     -8.51   -8.26  CaCO3

				Calcite          -0.10     -8.51   -8.41  CaCO3

				CH4(g)         -149.14   -151.84   -2.71  CH4

				CO2(g)           -1.36     -2.63   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.71     -8.51   -7.80  CaCO3

		Reaction step 119.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 236 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -3.734e-006  9.987e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.014e-003  9.014e-003

				Ca               3.336e-003  3.336e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.866      Charge balance

		                                       pe  =  15.097      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 410

		                          Density (g/cm3)  =   1.00017

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.736e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.678e-003

		                       Total CO2 (mol/kg)  =  9.014e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553027e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.486e-007  1.361e-007    -6.828    -6.866    -0.038      0.00

		   OH-            2.392e-008  2.161e-008    -7.621    -7.665    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.843  -151.842     0.001     32.22

		C(4)         9.014e-003

		   HCO3-          6.534e-003  5.934e-003    -2.185    -2.227    -0.042     23.19

		   CO2            2.342e-003  2.347e-003    -2.630    -2.629     0.001     33.63

		   CaHCO3+        1.318e-004  1.199e-004    -3.880    -3.921    -0.041      8.98

		   CaCO3          4.204e-006  4.214e-006    -5.376    -5.375     0.001    -14.66

		   CO3-2          2.085e-006  1.418e-006    -5.681    -5.848    -0.167     -7.25

		Ca           3.336e-003

		   Ca+2           3.200e-003  2.175e-003    -2.495    -2.663    -0.168    -18.26

		   CaHCO3+        1.318e-004  1.199e-004    -3.880    -3.921    -0.041      8.98

		   CaCO3          4.204e-006  4.214e-006    -5.376    -5.375     0.001    -14.66

		   CaOH+          2.929e-009  2.652e-009    -8.533    -8.576    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.678e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.534e-003  6.534e-003      1.00

				CaHCO3+          1.318e-004  1.318e-004      1.00

				CaCO3            8.409e-006  4.204e-006      2.00

				CO3-2            4.169e-006  2.085e-006      2.00

				H+              -1.486e-007  1.486e-007     -1.00

				OH-              2.392e-008  2.392e-008      1.00

				CaOH+            2.929e-009  2.929e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.26     -8.51   -8.26  CaCO3

				Calcite          -0.10     -8.51   -8.41  CaCO3

				CH4(g)         -149.14   -151.84   -2.71  CH4

				CO2(g)           -1.36     -2.63   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.71     -8.51   -7.80  CaCO3

		Reaction step 120.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 238 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -3.665e-006  9.987e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.018e-003  9.018e-003

				Ca               3.339e-003  3.339e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.867      Charge balance

		                                       pe  =  15.096      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 411

		                          Density (g/cm3)  =   1.00017

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.747e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.685e-003

		                       Total CO2 (mol/kg)  =  9.018e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553028e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.482e-007  1.357e-007    -6.829    -6.867    -0.038      0.00

		   OH-            2.399e-008  2.167e-008    -7.620    -7.664    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.844  -151.843     0.001     32.22

		C(4)         9.018e-003

		   HCO3-          6.541e-003  5.940e-003    -2.184    -2.226    -0.042     23.19

		   CO2            2.338e-003  2.344e-003    -2.631    -2.630     0.001     33.63

		   CaHCO3+        1.321e-004  1.201e-004    -3.879    -3.920    -0.041      8.98

		   CaCO3          4.223e-006  4.233e-006    -5.374    -5.373     0.001    -14.66

		   CO3-2          2.092e-006  1.423e-006    -5.679    -5.847    -0.167     -7.25

		Ca           3.339e-003

		   Ca+2           3.203e-003  2.177e-003    -2.494    -2.662    -0.168    -18.26

		   CaHCO3+        1.321e-004  1.201e-004    -3.879    -3.920    -0.041      8.98

		   CaCO3          4.223e-006  4.233e-006    -5.374    -5.373     0.001    -14.66

		   CaOH+          2.940e-009  2.661e-009    -8.532    -8.575    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.685e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.541e-003  6.541e-003      1.00

				CaHCO3+          1.321e-004  1.321e-004      1.00

				CaCO3            8.446e-006  4.223e-006      2.00

				CO3-2            4.185e-006  2.092e-006      2.00

				H+              -1.482e-007  1.482e-007     -1.00

				OH-              2.399e-008  2.399e-008      1.00

				CaOH+            2.940e-009  2.940e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.25     -8.51   -8.26  CaCO3

				Calcite          -0.10     -8.51   -8.41  CaCO3

				CH4(g)         -149.14   -151.84   -2.71  CH4

				CO2(g)           -1.36     -2.63   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.71     -8.51   -7.80  CaCO3

		Reaction step 121.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 240 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -3.597e-006  9.987e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.021e-003  9.021e-003

				Ca               3.343e-003  3.343e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.868      Charge balance

		                                       pe  =  15.094      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 411

		                          Density (g/cm3)  =   1.00017

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.757e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.693e-003

		                       Total CO2 (mol/kg)  =  9.021e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553029e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.478e-007  1.354e-007    -6.830    -6.868    -0.038      0.00

		   OH-            2.405e-008  2.172e-008    -7.619    -7.663    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.845  -151.844     0.001     32.22

		C(4)         9.021e-003

		   HCO3-          6.548e-003  5.946e-003    -2.184    -2.226    -0.042     23.19

		   CO2            2.335e-003  2.340e-003    -2.632    -2.631     0.001     33.63

		   CaHCO3+        1.323e-004  1.204e-004    -3.878    -3.920    -0.041      8.98

		   CaCO3          4.242e-006  4.251e-006    -5.372    -5.371     0.001    -14.66

		   CO3-2          2.100e-006  1.428e-006    -5.678    -5.845    -0.168     -7.25

		Ca           3.343e-003

		   Ca+2           3.206e-003  2.179e-003    -2.494    -2.662    -0.168    -18.26

		   CaHCO3+        1.323e-004  1.204e-004    -3.878    -3.920    -0.041      8.98

		   CaCO3          4.242e-006  4.251e-006    -5.372    -5.371     0.001    -14.66

		   CaOH+          2.950e-009  2.670e-009    -8.530    -8.574    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.693e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.548e-003  6.548e-003      1.00

				CaHCO3+          1.323e-004  1.323e-004      1.00

				CaCO3            8.484e-006  4.242e-006      2.00

				CO3-2            4.201e-006  2.100e-006      2.00

				H+              -1.478e-007  1.478e-007     -1.00

				OH-              2.405e-008  2.405e-008      1.00

				CaOH+            2.950e-009  2.950e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.25     -8.51   -8.26  CaCO3

				Calcite          -0.10     -8.51   -8.41  CaCO3

				CH4(g)         -149.14   -151.84   -2.71  CH4

				CO2(g)           -1.36     -2.63   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.70     -8.51   -7.80  CaCO3

		Reaction step 122.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 242 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -3.531e-006  9.987e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.025e-003  9.025e-003

				Ca               3.346e-003  3.346e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.869      Charge balance

		                                       pe  =  15.093      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 412

		                          Density (g/cm3)  =   1.00017

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.767e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.700e-003

		                       Total CO2 (mol/kg)  =  9.025e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553030e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.475e-007  1.351e-007    -6.831    -6.869    -0.038      0.00

		   OH-            2.411e-008  2.178e-008    -7.618    -7.662    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.845  -151.844     0.001     32.22

		C(4)         9.025e-003

		   HCO3-          6.555e-003  5.952e-003    -2.183    -2.225    -0.042     23.19

		   CO2            2.331e-003  2.337e-003    -2.632    -2.631     0.001     33.63

		   CaHCO3+        1.326e-004  1.206e-004    -3.877    -3.919    -0.041      8.98

		   CaCO3          4.260e-006  4.270e-006    -5.371    -5.370     0.001    -14.66

		   CO3-2          2.108e-006  1.433e-006    -5.676    -5.844    -0.168     -7.25

		Ca           3.346e-003

		   Ca+2           3.210e-003  2.181e-003    -2.494    -2.661    -0.168    -18.26

		   CaHCO3+        1.326e-004  1.206e-004    -3.877    -3.919    -0.041      8.98

		   CaCO3          4.260e-006  4.270e-006    -5.371    -5.370     0.001    -14.66

		   CaOH+          2.960e-009  2.679e-009    -8.529    -8.572    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.700e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.555e-003  6.555e-003      1.00

				CaHCO3+          1.326e-004  1.326e-004      1.00

				CaCO3            8.521e-006  4.260e-006      2.00

				CO3-2            4.216e-006  2.108e-006      2.00

				H+              -1.475e-007  1.475e-007     -1.00

				OH-              2.411e-008  2.411e-008      1.00

				CaOH+            2.960e-009  2.960e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.25     -8.51   -8.26  CaCO3

				Calcite          -0.09     -8.51   -8.41  CaCO3

				CH4(g)         -149.14   -151.84   -2.71  CH4

				CO2(g)           -1.36     -2.63   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.70     -8.51   -7.80  CaCO3

		Reaction step 123.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 244 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -3.465e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.028e-003  9.028e-003

				Ca               3.350e-003  3.350e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.871      Charge balance

		                                       pe  =  15.092      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 412

		                          Density (g/cm3)  =   1.00017

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.777e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.707e-003

		                       Total CO2 (mol/kg)  =  9.028e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553031e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.471e-007  1.347e-007    -6.832    -6.871    -0.038      0.00

		   OH-            2.417e-008  2.183e-008    -7.617    -7.661    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.846  -151.845     0.001     32.22

		C(4)         9.028e-003

		   HCO3-          6.561e-003  5.957e-003    -2.183    -2.225    -0.042     23.19

		   CO2            2.328e-003  2.333e-003    -2.633    -2.632     0.001     33.63

		   CaHCO3+        1.328e-004  1.208e-004    -3.877    -3.918    -0.041      8.98

		   CaCO3          4.278e-006  4.288e-006    -5.369    -5.368     0.001    -14.66

		   CO3-2          2.116e-006  1.438e-006    -5.675    -5.842    -0.168     -7.25

		Ca           3.350e-003

		   Ca+2           3.213e-003  2.182e-003    -2.493    -2.661    -0.168    -18.26

		   CaHCO3+        1.328e-004  1.208e-004    -3.877    -3.918    -0.041      8.98

		   CaCO3          4.278e-006  4.288e-006    -5.369    -5.368     0.001    -14.66

		   CaOH+          2.970e-009  2.688e-009    -8.527    -8.571    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.707e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.561e-003  6.561e-003      1.00

				CaHCO3+          1.328e-004  1.328e-004      1.00

				CaCO3            8.557e-006  4.278e-006      2.00

				CO3-2            4.231e-006  2.116e-006      2.00

				H+              -1.471e-007  1.471e-007     -1.00

				OH-              2.417e-008  2.417e-008      1.00

				CaOH+            2.970e-009  2.970e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.25     -8.50   -8.26  CaCO3

				Calcite          -0.09     -8.50   -8.41  CaCO3

				CH4(g)         -149.14   -151.84   -2.71  CH4

				CO2(g)           -1.36     -2.63   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.70     -8.50   -7.80  CaCO3

		Reaction step 124.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 246 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -3.401e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.032e-003  9.032e-003

				Ca               3.353e-003  3.353e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.872      Charge balance

		                                       pe  =  15.091      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 413

		                          Density (g/cm3)  =   1.00017

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.787e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.713e-003

		                       Total CO2 (mol/kg)  =  9.032e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553032e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.468e-007  1.344e-007    -6.833    -6.872    -0.038      0.00

		   OH-            2.423e-008  2.188e-008    -7.616    -7.660    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.846  -151.846     0.001     32.22

		C(4)         9.032e-003

		   HCO3-          6.568e-003  5.963e-003    -2.183    -2.225    -0.042     23.19

		   CO2            2.325e-003  2.330e-003    -2.634    -2.633     0.001     33.63

		   CaHCO3+        1.331e-004  1.210e-004    -3.876    -3.917    -0.041      8.98

		   CaCO3          4.296e-006  4.306e-006    -5.367    -5.366     0.001    -14.66

		   CO3-2          2.123e-006  1.443e-006    -5.673    -5.841    -0.168     -7.25

		Ca           3.353e-003

		   Ca+2           3.216e-003  2.184e-003    -2.493    -2.661    -0.168    -18.26

		   CaHCO3+        1.331e-004  1.210e-004    -3.876    -3.917    -0.041      8.98

		   CaCO3          4.296e-006  4.306e-006    -5.367    -5.366     0.001    -14.66

		   CaOH+          2.979e-009  2.696e-009    -8.526    -8.569    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.446e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.713e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.568e-003  6.568e-003      1.00

				CaHCO3+          1.331e-004  1.331e-004      1.00

				CaCO3            8.592e-006  4.296e-006      2.00

				CO3-2            4.246e-006  2.123e-006      2.00

				H+              -1.468e-007  1.468e-007     -1.00

				OH-              2.423e-008  2.423e-008      1.00

				CaOH+            2.979e-009  2.979e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.25     -8.50   -8.26  CaCO3

				Calcite          -0.09     -8.50   -8.41  CaCO3

				CH4(g)         -149.14   -151.85   -2.71  CH4

				CO2(g)           -1.37     -2.63   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.70     -8.50   -7.80  CaCO3

		Reaction step 125.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 248 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -3.338e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.035e-003  9.035e-003

				Ca               3.357e-003  3.357e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.873      Charge balance

		                                       pe  =  15.090      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 413

		                          Density (g/cm3)  =   1.00017

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.796e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.720e-003

		                       Total CO2 (mol/kg)  =  9.035e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553033e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.464e-007  1.341e-007    -6.834    -6.873    -0.038      0.00

		   OH-            2.429e-008  2.193e-008    -7.615    -7.659    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.847  -151.846     0.001     32.22

		C(4)         9.035e-003

		   HCO3-          6.574e-003  5.969e-003    -2.182    -2.224    -0.042     23.19

		   CO2            2.321e-003  2.327e-003    -2.634    -2.633     0.001     33.63

		   CaHCO3+        1.333e-004  1.212e-004    -3.875    -3.916    -0.041      8.98

		   CaCO3          4.314e-006  4.324e-006    -5.365    -5.364     0.001    -14.66

		   CO3-2          2.130e-006  1.447e-006    -5.672    -5.839    -0.168     -7.25

		Ca           3.357e-003

		   Ca+2           3.219e-003  2.186e-003    -2.492    -2.660    -0.168    -18.26

		   CaHCO3+        1.333e-004  1.212e-004    -3.875    -3.916    -0.041      8.98

		   CaCO3          4.314e-006  4.324e-006    -5.365    -5.364     0.001    -14.66

		   CaOH+          2.989e-009  2.705e-009    -8.524    -8.568    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.720e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.574e-003  6.574e-003      1.00

				CaHCO3+          1.333e-004  1.333e-004      1.00

				CaCO3            8.628e-006  4.314e-006      2.00

				CO3-2            4.261e-006  2.130e-006      2.00

				H+              -1.464e-007  1.464e-007     -1.00

				OH-              2.429e-008  2.429e-008      1.00

				CaOH+            2.989e-009  2.989e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.24     -8.50   -8.26  CaCO3

				Calcite          -0.09     -8.50   -8.41  CaCO3

				CH4(g)         -149.14   -151.85   -2.71  CH4

				CO2(g)           -1.37     -2.63   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.70     -8.50   -7.80  CaCO3

		Reaction step 126.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 250 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -3.275e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.038e-003  9.038e-003

				Ca               3.360e-003  3.360e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.874      Charge balance

		                                       pe  =  15.089      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 413

		                          Density (g/cm3)  =   1.00017

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.805e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.727e-003

		                       Total CO2 (mol/kg)  =  9.038e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553034e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.461e-007  1.338e-007    -6.835    -6.874    -0.038      0.00

		   OH-            2.434e-008  2.198e-008    -7.614    -7.658    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.848  -151.847     0.001     32.22

		C(4)         9.038e-003

		   HCO3-          6.580e-003  5.974e-003    -2.182    -2.224    -0.042     23.19

		   CO2            2.318e-003  2.323e-003    -2.635    -2.634     0.001     33.63

		   CaHCO3+        1.335e-004  1.214e-004    -3.874    -3.916    -0.041      8.98

		   CaCO3          4.331e-006  4.341e-006    -5.363    -5.362     0.001    -14.66

		   CO3-2          2.138e-006  1.452e-006    -5.670    -5.838    -0.168     -7.25

		Ca           3.360e-003

		   Ca+2           3.222e-003  2.188e-003    -2.492    -2.660    -0.168    -18.26

		   CaHCO3+        1.335e-004  1.214e-004    -3.874    -3.916    -0.041      8.98

		   CaCO3          4.331e-006  4.341e-006    -5.363    -5.362     0.001    -14.66

		   CaOH+          2.998e-009  2.713e-009    -8.523    -8.567    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.727e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.580e-003  6.580e-003      1.00

				CaHCO3+          1.335e-004  1.335e-004      1.00

				CaCO3            8.662e-006  4.331e-006      2.00

				CO3-2            4.275e-006  2.138e-006      2.00

				H+              -1.461e-007  1.461e-007     -1.00

				OH-              2.434e-008  2.434e-008      1.00

				CaOH+            2.998e-009  2.998e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.24     -8.50   -8.26  CaCO3

				Calcite          -0.09     -8.50   -8.41  CaCO3

				CH4(g)         -149.14   -151.85   -2.71  CH4

				CO2(g)           -1.37     -2.63   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.70     -8.50   -7.80  CaCO3

		Reaction step 127.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 252 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -3.214e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.042e-003  9.041e-003

				Ca               3.363e-003  3.363e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.875      Charge balance

		                                       pe  =  15.088      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 414

		                          Density (g/cm3)  =   1.00017

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.815e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.733e-003

		                       Total CO2 (mol/kg)  =  9.042e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553035e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.458e-007  1.335e-007    -6.836    -6.875    -0.038      0.00

		   OH-            2.440e-008  2.203e-008    -7.613    -7.657    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.848  -151.847     0.001     32.22

		C(4)         9.042e-003

		   HCO3-          6.586e-003  5.979e-003    -2.181    -2.223    -0.042     23.19

		   CO2            2.315e-003  2.320e-003    -2.635    -2.634     0.001     33.63

		   CaHCO3+        1.338e-004  1.216e-004    -3.874    -3.915    -0.041      8.98

		   CaCO3          4.348e-006  4.358e-006    -5.362    -5.361     0.001    -14.66

		   CO3-2          2.145e-006  1.457e-006    -5.669    -5.837    -0.168     -7.25

		Ca           3.363e-003

		   Ca+2           3.225e-003  2.189e-003    -2.491    -2.660    -0.168    -18.26

		   CaHCO3+        1.338e-004  1.216e-004    -3.874    -3.915    -0.041      8.98

		   CaCO3          4.348e-006  4.358e-006    -5.362    -5.361     0.001    -14.66

		   CaOH+          3.008e-009  2.721e-009    -8.522    -8.565    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.733e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.586e-003  6.586e-003      1.00

				CaHCO3+          1.338e-004  1.338e-004      1.00

				CaCO3            8.696e-006  4.348e-006      2.00

				CO3-2            4.289e-006  2.145e-006      2.00

				H+              -1.458e-007  1.458e-007     -1.00

				OH-              2.440e-008  2.440e-008      1.00

				CaOH+            3.008e-009  3.008e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.24     -8.50   -8.26  CaCO3

				Calcite          -0.09     -8.50   -8.41  CaCO3

				CH4(g)         -149.14   -151.85   -2.71  CH4

				CO2(g)           -1.37     -2.63   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.69     -8.50   -7.80  CaCO3

		Reaction step 128.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 254 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -3.154e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.045e-003  9.045e-003

				Ca               3.366e-003  3.366e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.876      Charge balance

		                                       pe  =  15.087      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 414

		                          Density (g/cm3)  =   1.00017

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.824e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.739e-003

		                       Total CO2 (mol/kg)  =  9.045e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553036e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.454e-007  1.332e-007    -6.837    -6.876    -0.038      0.00

		   OH-            2.446e-008  2.208e-008    -7.612    -7.656    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.849  -151.848     0.001     32.22

		C(4)         9.045e-003

		   HCO3-          6.593e-003  5.985e-003    -2.181    -2.223    -0.042     23.19

		   CO2            2.312e-003  2.317e-003    -2.636    -2.635     0.001     33.63

		   CaHCO3+        1.340e-004  1.218e-004    -3.873    -3.914    -0.041      8.98

		   CaCO3          4.365e-006  4.375e-006    -5.360    -5.359     0.001    -14.66

		   CO3-2          2.152e-006  1.461e-006    -5.667    -5.835    -0.168     -7.25

		Ca           3.366e-003

		   Ca+2           3.228e-003  2.191e-003    -2.491    -2.659    -0.168    -18.26

		   CaHCO3+        1.340e-004  1.218e-004    -3.873    -3.914    -0.041      8.98

		   CaCO3          4.365e-006  4.375e-006    -5.360    -5.359     0.001    -14.66

		   CaOH+          3.017e-009  2.730e-009    -8.520    -8.564    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.739e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.593e-003  6.593e-003      1.00

				CaHCO3+          1.340e-004  1.340e-004      1.00

				CaCO3            8.730e-006  4.365e-006      2.00

				CO3-2            4.303e-006  2.152e-006      2.00

				H+              -1.454e-007  1.454e-007     -1.00

				OH-              2.446e-008  2.446e-008      1.00

				CaOH+            3.017e-009  3.017e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.24     -8.49   -8.26  CaCO3

				Calcite          -0.08     -8.49   -8.41  CaCO3

				CH4(g)         -149.14   -151.85   -2.71  CH4

				CO2(g)           -1.37     -2.64   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.69     -8.49   -7.80  CaCO3

		Reaction step 129.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 256 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -3.095e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.048e-003  9.048e-003

				Ca               3.369e-003  3.369e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.877      Charge balance

		                                       pe  =  15.086      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 414

		                          Density (g/cm3)  =   1.00018

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.832e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.746e-003

		                       Total CO2 (mol/kg)  =  9.048e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553037e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.451e-007  1.329e-007    -6.838    -6.877    -0.038      0.00

		   OH-            2.451e-008  2.213e-008    -7.611    -7.655    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.849  -151.849     0.001     32.22

		C(4)         9.048e-003

		   HCO3-          6.598e-003  5.990e-003    -2.181    -2.223    -0.042     23.19

		   CO2            2.309e-003  2.314e-003    -2.637    -2.636     0.001     33.63

		   CaHCO3+        1.342e-004  1.220e-004    -3.872    -3.914    -0.041      8.98

		   CaCO3          4.382e-006  4.392e-006    -5.358    -5.357     0.001    -14.66

		   CO3-2          2.159e-006  1.466e-006    -5.666    -5.834    -0.168     -7.25

		Ca           3.369e-003

		   Ca+2           3.231e-003  2.193e-003    -2.491    -2.659    -0.168    -18.26

		   CaHCO3+        1.342e-004  1.220e-004    -3.872    -3.914    -0.041      8.98

		   CaCO3          4.382e-006  4.392e-006    -5.358    -5.357     0.001    -14.66

		   CaOH+          3.026e-009  2.738e-009    -8.519    -8.563    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.746e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.598e-003  6.598e-003      1.00

				CaHCO3+          1.342e-004  1.342e-004      1.00

				CaCO3            8.763e-006  4.382e-006      2.00

				CO3-2            4.317e-006  2.159e-006      2.00

				H+              -1.451e-007  1.451e-007     -1.00

				OH-              2.451e-008  2.451e-008      1.00

				CaOH+            3.026e-009  3.026e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.24     -8.49   -8.26  CaCO3

				Calcite          -0.08     -8.49   -8.41  CaCO3

				CH4(g)         -149.14   -151.85   -2.71  CH4

				CO2(g)           -1.37     -2.64   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.69     -8.49   -7.80  CaCO3

		Reaction step 130.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 258 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -3.037e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.051e-003  9.051e-003

				Ca               3.372e-003  3.372e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.877      Charge balance

		                                       pe  =  15.085      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 415

		                          Density (g/cm3)  =   1.00018

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.841e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.752e-003

		                       Total CO2 (mol/kg)  =  9.051e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553038e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.448e-007  1.326e-007    -6.839    -6.877    -0.038      0.00

		   OH-            2.456e-008  2.218e-008    -7.610    -7.654    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.850  -151.849     0.001     32.22

		C(4)         9.051e-003

		   HCO3-          6.604e-003  5.995e-003    -2.180    -2.222    -0.042     23.19

		   CO2            2.306e-003  2.311e-003    -2.637    -2.636     0.001     33.63

		   CaHCO3+        1.344e-004  1.222e-004    -3.872    -3.913    -0.041      8.98

		   CaCO3          4.398e-006  4.408e-006    -5.357    -5.356     0.001    -14.66

		   CO3-2          2.165e-006  1.470e-006    -5.664    -5.833    -0.168     -7.25

		Ca           3.372e-003

		   Ca+2           3.234e-003  2.194e-003    -2.490    -2.659    -0.168    -18.26

		   CaHCO3+        1.344e-004  1.222e-004    -3.872    -3.913    -0.041      8.98

		   CaCO3          4.398e-006  4.408e-006    -5.357    -5.356     0.001    -14.66

		   CaOH+          3.034e-009  2.745e-009    -8.518    -8.561    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.752e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.604e-003  6.604e-003      1.00

				CaHCO3+          1.344e-004  1.344e-004      1.00

				CaCO3            8.796e-006  4.398e-006      2.00

				CO3-2            4.331e-006  2.165e-006      2.00

				H+              -1.448e-007  1.448e-007     -1.00

				OH-              2.456e-008  2.456e-008      1.00

				CaOH+            3.034e-009  3.034e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.24     -8.49   -8.26  CaCO3

				Calcite          -0.08     -8.49   -8.41  CaCO3

				CH4(g)         -149.14   -151.85   -2.71  CH4

				CO2(g)           -1.37     -2.64   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.69     -8.49   -7.80  CaCO3

		Reaction step 131.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 260 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.980e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.054e-003  9.054e-003

				Ca               3.375e-003  3.375e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.878      Charge balance

		                                       pe  =  15.085      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 415

		                          Density (g/cm3)  =   1.00018

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.850e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.758e-003

		                       Total CO2 (mol/kg)  =  9.054e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553039e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.445e-007  1.323e-007    -6.840    -6.878    -0.038      0.00

		   OH-            2.462e-008  2.223e-008    -7.609    -7.653    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.851  -151.850     0.001     32.22

		C(4)         9.054e-003

		   HCO3-          6.610e-003  6.000e-003    -2.180    -2.222    -0.042     23.19

		   CO2            2.303e-003  2.308e-003    -2.638    -2.637     0.001     33.63

		   CaHCO3+        1.346e-004  1.224e-004    -3.871    -3.912    -0.041      8.98

		   CaCO3          4.414e-006  4.424e-006    -5.355    -5.354     0.001    -14.66

		   CO3-2          2.172e-006  1.474e-006    -5.663    -5.831    -0.168     -7.25

		Ca           3.375e-003

		   Ca+2           3.236e-003  2.196e-003    -2.490    -2.658    -0.168    -18.26

		   CaHCO3+        1.346e-004  1.224e-004    -3.871    -3.912    -0.041      8.98

		   CaCO3          4.414e-006  4.424e-006    -5.355    -5.354     0.001    -14.66

		   CaOH+          3.043e-009  2.753e-009    -8.517    -8.560    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.758e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.610e-003  6.610e-003      1.00

				CaHCO3+          1.346e-004  1.346e-004      1.00

				CaCO3            8.828e-006  4.414e-006      2.00

				CO3-2            4.344e-006  2.172e-006      2.00

				H+              -1.445e-007  1.445e-007     -1.00

				OH-              2.462e-008  2.462e-008      1.00

				CaOH+            3.043e-009  3.043e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.23     -8.49   -8.26  CaCO3

				Calcite          -0.08     -8.49   -8.41  CaCO3

				CH4(g)         -149.14   -151.85   -2.71  CH4

				CO2(g)           -1.37     -2.64   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.69     -8.49   -7.80  CaCO3

		Reaction step 132.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 262 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.924e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.057e-003  9.057e-003

				Ca               3.378e-003  3.378e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.879      Charge balance

		                                       pe  =  15.084      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 415

		                          Density (g/cm3)  =   1.00018

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.858e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.763e-003

		                       Total CO2 (mol/kg)  =  9.057e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553040e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.442e-007  1.321e-007    -6.841    -6.879    -0.038      0.00

		   OH-            2.467e-008  2.227e-008    -7.608    -7.652    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.851  -151.850     0.001     32.22

		C(4)         9.057e-003

		   HCO3-          6.616e-003  6.005e-003    -2.179    -2.222    -0.042     23.19

		   CO2            2.300e-003  2.305e-003    -2.638    -2.637     0.001     33.63

		   CaHCO3+        1.348e-004  1.226e-004    -3.870    -3.912    -0.041      8.98

		   CaCO3          4.430e-006  4.440e-006    -5.354    -5.353     0.001    -14.66

		   CO3-2          2.179e-006  1.479e-006    -5.662    -5.830    -0.168     -7.25

		Ca           3.378e-003

		   Ca+2           3.239e-003  2.197e-003    -2.490    -2.658    -0.169    -18.26

		   CaHCO3+        1.348e-004  1.226e-004    -3.870    -3.912    -0.041      8.98

		   CaCO3          4.430e-006  4.440e-006    -5.354    -5.353     0.001    -14.66

		   CaOH+          3.052e-009  2.761e-009    -8.515    -8.559    -0.043     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.763e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.616e-003  6.616e-003      1.00

				CaHCO3+          1.348e-004  1.348e-004      1.00

				CaCO3            8.860e-006  4.430e-006      2.00

				CO3-2            4.357e-006  2.179e-006      2.00

				H+              -1.442e-007  1.442e-007     -1.00

				OH-              2.467e-008  2.467e-008      1.00

				CaOH+            3.052e-009  3.052e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.23     -8.49   -8.26  CaCO3

				Calcite          -0.08     -8.49   -8.41  CaCO3

				CH4(g)         -149.14   -151.85   -2.71  CH4

				CO2(g)           -1.37     -2.64   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.69     -8.49   -7.80  CaCO3

		Reaction step 133.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 264 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.869e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.060e-003  9.059e-003

				Ca               3.381e-003  3.381e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.880      Charge balance

		                                       pe  =  15.083      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 416

		                          Density (g/cm3)  =   1.00018

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.866e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.769e-003

		                       Total CO2 (mol/kg)  =  9.060e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553041e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.439e-007  1.318e-007    -6.842    -6.880    -0.038      0.00

		   OH-            2.472e-008  2.232e-008    -7.607    -7.651    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.852  -151.851     0.001     32.22

		C(4)         9.060e-003

		   HCO3-          6.621e-003  6.009e-003    -2.179    -2.221    -0.042     23.19

		   CO2            2.297e-003  2.302e-003    -2.639    -2.638     0.001     33.63

		   CaHCO3+        1.350e-004  1.228e-004    -3.870    -3.911    -0.041      8.98

		   CaCO3          4.445e-006  4.455e-006    -5.352    -5.351     0.001    -14.66

		   CO3-2          2.185e-006  1.483e-006    -5.661    -5.829    -0.168     -7.25

		Ca           3.381e-003

		   Ca+2           3.242e-003  2.199e-003    -2.489    -2.658    -0.169    -18.26

		   CaHCO3+        1.350e-004  1.228e-004    -3.870    -3.911    -0.041      8.98

		   CaCO3          4.445e-006  4.455e-006    -5.352    -5.351     0.001    -14.66

		   CaOH+          3.060e-009  2.768e-009    -8.514    -8.558    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.769e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.621e-003  6.621e-003      1.00

				CaHCO3+          1.350e-004  1.350e-004      1.00

				CaCO3            8.891e-006  4.445e-006      2.00

				CO3-2            4.370e-006  2.185e-006      2.00

				H+              -1.439e-007  1.439e-007     -1.00

				OH-              2.472e-008  2.472e-008      1.00

				CaOH+            3.060e-009  3.060e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.23     -8.49   -8.26  CaCO3

				Calcite          -0.08     -8.49   -8.41  CaCO3

				CH4(g)         -149.14   -151.85   -2.71  CH4

				CO2(g)           -1.37     -2.64   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.68     -8.49   -7.80  CaCO3

		Reaction step 134.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 266 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.815e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.062e-003  9.062e-003

				Ca               3.384e-003  3.384e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.881      Charge balance

		                                       pe  =  15.082      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 416

		                          Density (g/cm3)  =   1.00018

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.874e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.775e-003

		                       Total CO2 (mol/kg)  =  9.062e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553042e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.436e-007  1.315e-007    -6.843    -6.881    -0.038      0.00

		   OH-            2.477e-008  2.236e-008    -7.606    -7.650    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.852  -151.851     0.001     32.22

		C(4)         9.062e-003

		   HCO3-          6.626e-003  6.014e-003    -2.179    -2.221    -0.042     23.19

		   CO2            2.294e-003  2.299e-003    -2.639    -2.638     0.001     33.63

		   CaHCO3+        1.352e-004  1.229e-004    -3.869    -3.910    -0.041      8.98

		   CaCO3          4.461e-006  4.471e-006    -5.351    -5.350     0.001    -14.66

		   CO3-2          2.191e-006  1.487e-006    -5.659    -5.828    -0.168     -7.25

		Ca           3.384e-003

		   Ca+2           3.244e-003  2.200e-003    -2.489    -2.658    -0.169    -18.26

		   CaHCO3+        1.352e-004  1.229e-004    -3.869    -3.910    -0.041      8.98

		   CaCO3          4.461e-006  4.471e-006    -5.351    -5.350     0.001    -14.66

		   CaOH+          3.068e-009  2.776e-009    -8.513    -8.557    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.775e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.626e-003  6.626e-003      1.00

				CaHCO3+          1.352e-004  1.352e-004      1.00

				CaCO3            8.921e-006  4.461e-006      2.00

				CO3-2            4.383e-006  2.191e-006      2.00

				H+              -1.436e-007  1.436e-007     -1.00

				OH-              2.477e-008  2.477e-008      1.00

				CaOH+            3.068e-009  3.068e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.23     -8.49   -8.26  CaCO3

				Calcite          -0.07     -8.49   -8.41  CaCO3

				CH4(g)         -149.15   -151.85   -2.71  CH4

				CO2(g)           -1.37     -2.64   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.68     -8.49   -7.80  CaCO3

		Reaction step 135.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 268 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.762e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.065e-003  9.065e-003

				Ca               3.387e-003  3.387e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.882      Charge balance

		                                       pe  =  15.081      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 416

		                          Density (g/cm3)  =   1.00018

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.882e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.780e-003

		                       Total CO2 (mol/kg)  =  9.065e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553042e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.434e-007  1.313e-007    -6.844    -6.882    -0.038      0.00

		   OH-            2.482e-008  2.241e-008    -7.605    -7.650    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.853  -151.852     0.001     32.22

		C(4)         9.065e-003

		   HCO3-          6.632e-003  6.019e-003    -2.178    -2.220    -0.042     23.19

		   CO2            2.291e-003  2.297e-003    -2.640    -2.639     0.001     33.63

		   CaHCO3+        1.354e-004  1.231e-004    -3.868    -3.910    -0.041      8.98

		   CaCO3          4.476e-006  4.486e-006    -5.349    -5.348     0.001    -14.66

		   CO3-2          2.198e-006  1.491e-006    -5.658    -5.827    -0.168     -7.25

		Ca           3.387e-003

		   Ca+2           3.247e-003  2.202e-003    -2.489    -2.657    -0.169    -18.26

		   CaHCO3+        1.354e-004  1.231e-004    -3.868    -3.910    -0.041      8.98

		   CaCO3          4.476e-006  4.486e-006    -5.349    -5.348     0.001    -14.66

		   CaOH+          3.076e-009  2.783e-009    -8.512    -8.555    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.780e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.632e-003  6.632e-003      1.00

				CaHCO3+          1.354e-004  1.354e-004      1.00

				CaCO3            8.952e-006  4.476e-006      2.00

				CO3-2            4.395e-006  2.198e-006      2.00

				H+              -1.434e-007  1.434e-007     -1.00

				OH-              2.482e-008  2.482e-008      1.00

				CaOH+            3.076e-009  3.076e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.23     -8.48   -8.26  CaCO3

				Calcite          -0.07     -8.48   -8.41  CaCO3

				CH4(g)         -149.15   -151.85   -2.71  CH4

				CO2(g)           -1.37     -2.64   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.68     -8.48   -7.80  CaCO3

		Reaction step 136.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 270 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.710e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.068e-003  9.068e-003

				Ca               3.390e-003  3.389e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.883      Charge balance

		                                       pe  =  15.080      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 417

		                          Density (g/cm3)  =   1.00018

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.890e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.786e-003

		                       Total CO2 (mol/kg)  =  9.068e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553043e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.431e-007  1.310e-007    -6.844    -6.883    -0.038      0.00

		   OH-            2.487e-008  2.245e-008    -7.604    -7.649    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.853  -151.852     0.001     32.22

		C(4)         9.068e-003

		   HCO3-          6.637e-003  6.023e-003    -2.178    -2.220    -0.042     23.19

		   CO2            2.289e-003  2.294e-003    -2.640    -2.639     0.001     33.63

		   CaHCO3+        1.356e-004  1.233e-004    -3.868    -3.909    -0.041      8.98

		   CaCO3          4.491e-006  4.501e-006    -5.348    -5.347     0.001    -14.66

		   CO3-2          2.204e-006  1.495e-006    -5.657    -5.825    -0.169     -7.24

		Ca           3.390e-003

		   Ca+2           3.249e-003  2.203e-003    -2.488    -2.657    -0.169    -18.26

		   CaHCO3+        1.356e-004  1.233e-004    -3.868    -3.909    -0.041      8.98

		   CaCO3          4.491e-006  4.501e-006    -5.348    -5.347     0.001    -14.66

		   CaOH+          3.084e-009  2.790e-009    -8.511    -8.554    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.786e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.637e-003  6.637e-003      1.00

				CaHCO3+          1.356e-004  1.356e-004      1.00

				CaCO3            8.981e-006  4.491e-006      2.00

				CO3-2            4.408e-006  2.204e-006      2.00

				H+              -1.431e-007  1.431e-007     -1.00

				OH-              2.487e-008  2.487e-008      1.00

				CaOH+            3.084e-009  3.084e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.23     -8.48   -8.26  CaCO3

				Calcite          -0.07     -8.48   -8.41  CaCO3

				CH4(g)         -149.15   -151.85   -2.71  CH4

				CO2(g)           -1.37     -2.64   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.68     -8.48   -7.80  CaCO3

		Reaction step 137.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 272 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.659e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.071e-003  9.070e-003

				Ca               3.392e-003  3.392e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.884      Charge balance

		                                       pe  =  15.079      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 417

		                          Density (g/cm3)  =   1.00018

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.897e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.791e-003

		                       Total CO2 (mol/kg)  =  9.071e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553044e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.428e-007  1.308e-007    -6.845    -6.884    -0.038      0.00

		   OH-            2.492e-008  2.249e-008    -7.604    -7.648    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.854  -151.853     0.001     32.22

		C(4)         9.071e-003

		   HCO3-          6.642e-003  6.028e-003    -2.178    -2.220    -0.042     23.19

		   CO2            2.286e-003  2.291e-003    -2.641    -2.640     0.001     33.63

		   CaHCO3+        1.358e-004  1.235e-004    -3.867    -3.908    -0.041      8.98

		   CaCO3          4.505e-006  4.515e-006    -5.346    -5.345     0.001    -14.66

		   CO3-2          2.210e-006  1.499e-006    -5.656    -5.824    -0.169     -7.24

		Ca           3.392e-003

		   Ca+2           3.252e-003  2.204e-003    -2.488    -2.657    -0.169    -18.26

		   CaHCO3+        1.358e-004  1.235e-004    -3.867    -3.908    -0.041      8.98

		   CaCO3          4.505e-006  4.515e-006    -5.346    -5.345     0.001    -14.66

		   CaOH+          3.092e-009  2.797e-009    -8.510    -8.553    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.791e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.642e-003  6.642e-003      1.00

				CaHCO3+          1.358e-004  1.358e-004      1.00

				CaCO3            9.010e-006  4.505e-006      2.00

				CO3-2            4.420e-006  2.210e-006      2.00

				H+              -1.428e-007  1.428e-007     -1.00

				OH-              2.492e-008  2.492e-008      1.00

				CaOH+            3.092e-009  3.092e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.23     -8.48   -8.26  CaCO3

				Calcite          -0.07     -8.48   -8.41  CaCO3

				CH4(g)         -149.15   -151.85   -2.71  CH4

				CO2(g)           -1.37     -2.64   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.68     -8.48   -7.80  CaCO3

		Reaction step 138.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 274 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.608e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.073e-003  9.073e-003

				Ca               3.395e-003  3.395e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.884      Charge balance

		                                       pe  =  15.079      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 417

		                          Density (g/cm3)  =   1.00018

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.905e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.796e-003

		                       Total CO2 (mol/kg)  =  9.073e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553045e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.426e-007  1.305e-007    -6.846    -6.884    -0.038      0.00

		   OH-            2.496e-008  2.253e-008    -7.603    -7.647    -0.044     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.854  -151.853     0.001     32.22

		C(4)         9.073e-003

		   HCO3-          6.647e-003  6.032e-003    -2.177    -2.220    -0.042     23.19

		   CO2            2.283e-003  2.289e-003    -2.641    -2.640     0.001     33.63

		   CaHCO3+        1.360e-004  1.236e-004    -3.866    -3.908    -0.041      8.98

		   CaCO3          4.520e-006  4.530e-006    -5.345    -5.344     0.001    -14.66

		   CO3-2          2.216e-006  1.503e-006    -5.654    -5.823    -0.169     -7.24

		Ca           3.395e-003

		   Ca+2           3.254e-003  2.206e-003    -2.488    -2.656    -0.169    -18.26

		   CaHCO3+        1.360e-004  1.236e-004    -3.866    -3.908    -0.041      8.98

		   CaCO3          4.520e-006  4.530e-006    -5.345    -5.344     0.001    -14.66

		   CaOH+          3.100e-009  2.804e-009    -8.509    -8.552    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.796e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.647e-003  6.647e-003      1.00

				CaHCO3+          1.360e-004  1.360e-004      1.00

				CaCO3            9.039e-006  4.520e-006      2.00

				CO3-2            4.432e-006  2.216e-006      2.00

				H+              -1.426e-007  1.426e-007     -1.00

				OH-              2.496e-008  2.496e-008      1.00

				CaOH+            3.100e-009  3.100e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.22     -8.48   -8.26  CaCO3

				Calcite          -0.07     -8.48   -8.41  CaCO3

				CH4(g)         -149.15   -151.85   -2.71  CH4

				CO2(g)           -1.37     -2.64   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.68     -8.48   -7.80  CaCO3

		Reaction step 139.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 276 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.559e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.076e-003  9.076e-003

				Ca               3.397e-003  3.397e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.885      Charge balance

		                                       pe  =  15.078      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 418

		                          Density (g/cm3)  =   1.00018

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.912e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.801e-003

		                       Total CO2 (mol/kg)  =  9.076e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553046e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.423e-007  1.303e-007    -6.847    -6.885    -0.038      0.00

		   OH-            2.501e-008  2.257e-008    -7.602    -7.646    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.855  -151.854     0.001     32.22

		C(4)         9.076e-003

		   HCO3-          6.652e-003  6.036e-003    -2.177    -2.219    -0.042     23.19

		   CO2            2.281e-003  2.286e-003    -2.642    -2.641     0.001     33.63

		   CaHCO3+        1.362e-004  1.238e-004    -3.866    -3.907    -0.041      8.98

		   CaCO3          4.534e-006  4.544e-006    -5.344    -5.343     0.001    -14.66

		   CO3-2          2.222e-006  1.507e-006    -5.653    -5.822    -0.169     -7.24

		Ca           3.397e-003

		   Ca+2           3.257e-003  2.207e-003    -2.487    -2.656    -0.169    -18.26

		   CaHCO3+        1.362e-004  1.238e-004    -3.866    -3.907    -0.041      8.98

		   CaCO3          4.534e-006  4.544e-006    -5.344    -5.343     0.001    -14.66

		   CaOH+          3.108e-009  2.811e-009    -8.508    -8.551    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.801e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.652e-003  6.652e-003      1.00

				CaHCO3+          1.362e-004  1.362e-004      1.00

				CaCO3            9.067e-006  4.534e-006      2.00

				CO3-2            4.443e-006  2.222e-006      2.00

				H+              -1.423e-007  1.423e-007     -1.00

				OH-              2.501e-008  2.501e-008      1.00

				CaOH+            3.108e-009  3.108e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.22     -8.48   -8.26  CaCO3

				Calcite          -0.07     -8.48   -8.41  CaCO3

				CH4(g)         -149.15   -151.85   -2.71  CH4

				CO2(g)           -1.37     -2.64   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.68     -8.48   -7.80  CaCO3

		Reaction step 140.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 278 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.510e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.078e-003  9.078e-003

				Ca               3.400e-003  3.400e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.886      Charge balance

		                                       pe  =  15.077      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 418

		                          Density (g/cm3)  =   1.00018

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.919e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.806e-003

		                       Total CO2 (mol/kg)  =  9.078e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553046e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.421e-007  1.301e-007    -6.848    -6.886    -0.038      0.00

		   OH-            2.505e-008  2.261e-008    -7.601    -7.646    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.855  -151.854     0.001     32.22

		C(4)         9.078e-003

		   HCO3-          6.657e-003  6.040e-003    -2.177    -2.219    -0.042     23.19

		   CO2            2.278e-003  2.284e-003    -2.642    -2.641     0.001     33.63

		   CaHCO3+        1.364e-004  1.239e-004    -3.865    -3.907    -0.041      8.98

		   CaCO3          4.548e-006  4.558e-006    -5.342    -5.341     0.001    -14.66

		   CO3-2          2.227e-006  1.510e-006    -5.652    -5.821    -0.169     -7.24

		Ca           3.400e-003

		   Ca+2           3.259e-003  2.208e-003    -2.487    -2.656    -0.169    -18.26

		   CaHCO3+        1.364e-004  1.239e-004    -3.865    -3.907    -0.041      8.98

		   CaCO3          4.548e-006  4.558e-006    -5.342    -5.341     0.001    -14.66

		   CaOH+          3.115e-009  2.818e-009    -8.507    -8.550    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.806e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.657e-003  6.657e-003      1.00

				CaHCO3+          1.364e-004  1.364e-004      1.00

				CaCO3            9.095e-006  4.548e-006      2.00

				CO3-2            4.455e-006  2.227e-006      2.00

				H+              -1.421e-007  1.421e-007     -1.00

				OH-              2.505e-008  2.505e-008      1.00

				CaOH+            3.115e-009  3.115e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.22     -8.48   -8.26  CaCO3

				Calcite          -0.07     -8.48   -8.41  CaCO3

				CH4(g)         -149.15   -151.85   -2.71  CH4

				CO2(g)           -1.37     -2.64   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.67     -8.48   -7.80  CaCO3

		Reaction step 141.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 280 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.463e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.081e-003  9.080e-003

				Ca               3.402e-003  3.402e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.887      Charge balance

		                                       pe  =  15.076      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 418

		                          Density (g/cm3)  =   1.00018

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.926e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.811e-003

		                       Total CO2 (mol/kg)  =  9.081e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553047e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.418e-007  1.298e-007    -6.848    -6.887    -0.038      0.00

		   OH-            2.510e-008  2.265e-008    -7.600    -7.645    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.856  -151.855     0.001     32.22

		C(4)         9.081e-003

		   HCO3-          6.661e-003  6.045e-003    -2.176    -2.219    -0.042     23.19

		   CO2            2.276e-003  2.281e-003    -2.643    -2.642     0.001     33.63

		   CaHCO3+        1.365e-004  1.241e-004    -3.865    -3.906    -0.042      8.98

		   CaCO3          4.561e-006  4.572e-006    -5.341    -5.340     0.001    -14.66

		   CO3-2          2.233e-006  1.514e-006    -5.651    -5.820    -0.169     -7.24

		Ca           3.402e-003

		   Ca+2           3.261e-003  2.210e-003    -2.487    -2.656    -0.169    -18.26

		   CaHCO3+        1.365e-004  1.241e-004    -3.865    -3.906    -0.042      8.98

		   CaCO3          4.561e-006  4.572e-006    -5.341    -5.340     0.001    -14.66

		   CaOH+          3.123e-009  2.824e-009    -8.505    -8.549    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.811e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.661e-003  6.661e-003      1.00

				CaHCO3+          1.365e-004  1.365e-004      1.00

				CaCO3            9.123e-006  4.561e-006      2.00

				CO3-2            4.466e-006  2.233e-006      2.00

				H+              -1.418e-007  1.418e-007     -1.00

				OH-              2.510e-008  2.510e-008      1.00

				CaOH+            3.123e-009  3.123e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.22     -8.48   -8.26  CaCO3

				Calcite          -0.07     -8.48   -8.41  CaCO3

				CH4(g)         -149.15   -151.85   -2.71  CH4

				CO2(g)           -1.37     -2.64   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.67     -8.48   -7.80  CaCO3

		Reaction step 142.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 282 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.416e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.083e-003  9.083e-003

				Ca               3.405e-003  3.405e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.887      Charge balance

		                                       pe  =  15.075      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 418

		                          Density (g/cm3)  =   1.00018

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.933e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.816e-003

		                       Total CO2 (mol/kg)  =  9.083e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553048e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.416e-007  1.296e-007    -6.849    -6.887    -0.038      0.00

		   OH-            2.514e-008  2.269e-008    -7.600    -7.644    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.856  -151.855     0.001     32.22

		C(4)         9.083e-003

		   HCO3-          6.666e-003  6.049e-003    -2.176    -2.218    -0.042     23.19

		   CO2            2.274e-003  2.279e-003    -2.643    -2.642     0.001     33.63

		   CaHCO3+        1.367e-004  1.243e-004    -3.864    -3.906    -0.042      8.98

		   CaCO3          4.575e-006  4.585e-006    -5.340    -5.339     0.001    -14.66

		   CO3-2          2.239e-006  1.518e-006    -5.650    -5.819    -0.169     -7.24

		Ca           3.405e-003

		   Ca+2           3.263e-003  2.211e-003    -2.486    -2.655    -0.169    -18.26

		   CaHCO3+        1.367e-004  1.243e-004    -3.864    -3.906    -0.042      8.98

		   CaCO3          4.575e-006  4.585e-006    -5.340    -5.339     0.001    -14.66

		   CaOH+          3.130e-009  2.831e-009    -8.504    -8.548    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.816e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.666e-003  6.666e-003      1.00

				CaHCO3+          1.367e-004  1.367e-004      1.00

				CaCO3            9.150e-006  4.575e-006      2.00

				CO3-2            4.477e-006  2.239e-006      2.00

				H+              -1.416e-007  1.416e-007     -1.00

				OH-              2.514e-008  2.514e-008      1.00

				CaOH+            3.130e-009  3.130e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.22     -8.47   -8.26  CaCO3

				Calcite          -0.06     -8.47   -8.41  CaCO3

				CH4(g)         -149.15   -151.86   -2.71  CH4

				CO2(g)           -1.38     -2.64   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.67     -8.47   -7.80  CaCO3

		Reaction step 143.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 284 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.370e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.086e-003  9.085e-003

				Ca               3.407e-003  3.407e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.888      Charge balance

		                                       pe  =  15.075      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 419

		                          Density (g/cm3)  =   1.00018

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.940e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.821e-003

		                       Total CO2 (mol/kg)  =  9.086e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553048e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.413e-007  1.294e-007    -6.850    -6.888    -0.038      0.00

		   OH-            2.519e-008  2.273e-008    -7.599    -7.643    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.857  -151.856     0.001     32.22

		C(4)         9.086e-003

		   HCO3-          6.671e-003  6.053e-003    -2.176    -2.218    -0.042     23.19

		   CO2            2.271e-003  2.276e-003    -2.644    -2.643     0.001     33.63

		   CaHCO3+        1.369e-004  1.244e-004    -3.864    -3.905    -0.042      8.98

		   CaCO3          4.588e-006  4.599e-006    -5.338    -5.337     0.001    -14.66

		   CO3-2          2.244e-006  1.521e-006    -5.649    -5.818    -0.169     -7.24

		Ca           3.407e-003

		   Ca+2           3.266e-003  2.212e-003    -2.486    -2.655    -0.169    -18.26

		   CaHCO3+        1.369e-004  1.244e-004    -3.864    -3.905    -0.042      8.98

		   CaCO3          4.588e-006  4.599e-006    -5.338    -5.337     0.001    -14.66

		   CaOH+          3.137e-009  2.837e-009    -8.503    -8.547    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.821e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.671e-003  6.671e-003      1.00

				CaHCO3+          1.369e-004  1.369e-004      1.00

				CaCO3            9.176e-006  4.588e-006      2.00

				CO3-2            4.488e-006  2.244e-006      2.00

				H+              -1.413e-007  1.413e-007     -1.00

				OH-              2.519e-008  2.519e-008      1.00

				CaOH+            3.137e-009  3.137e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.22     -8.47   -8.26  CaCO3

				Calcite          -0.06     -8.47   -8.41  CaCO3

				CH4(g)         -149.15   -151.86   -2.71  CH4

				CO2(g)           -1.38     -2.64   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.67     -8.47   -7.80  CaCO3

		Reaction step 144.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 286 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.324e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.088e-003  9.088e-003

				Ca               3.409e-003  3.409e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.889      Charge balance

		                                       pe  =  15.074      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 419

		                          Density (g/cm3)  =   1.00018

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.946e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.826e-003

		                       Total CO2 (mol/kg)  =  9.088e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553049e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.411e-007  1.292e-007    -6.850    -6.889    -0.038      0.00

		   OH-            2.523e-008  2.277e-008    -7.598    -7.643    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.857  -151.856     0.001     32.22

		C(4)         9.088e-003

		   HCO3-          6.675e-003  6.056e-003    -2.176    -2.218    -0.042     23.19

		   CO2            2.269e-003  2.274e-003    -2.644    -2.643     0.001     33.63

		   CaHCO3+        1.371e-004  1.246e-004    -3.863    -3.905    -0.042      8.98

		   CaCO3          4.601e-006  4.612e-006    -5.337    -5.336     0.001    -14.66

		   CO3-2          2.250e-006  1.525e-006    -5.648    -5.817    -0.169     -7.24

		Ca           3.409e-003

		   Ca+2           3.268e-003  2.213e-003    -2.486    -2.655    -0.169    -18.26

		   CaHCO3+        1.371e-004  1.246e-004    -3.863    -3.905    -0.042      8.98

		   CaCO3          4.601e-006  4.612e-006    -5.337    -5.336     0.001    -14.66

		   CaOH+          3.144e-009  2.843e-009    -8.503    -8.546    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.826e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.675e-003  6.675e-003      1.00

				CaHCO3+          1.371e-004  1.371e-004      1.00

				CaCO3            9.202e-006  4.601e-006      2.00

				CO3-2            4.499e-006  2.250e-006      2.00

				H+              -1.411e-007  1.411e-007     -1.00

				OH-              2.523e-008  2.523e-008      1.00

				CaOH+            3.144e-009  3.144e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.22     -8.47   -8.26  CaCO3

				Calcite          -0.06     -8.47   -8.41  CaCO3

				CH4(g)         -149.15   -151.86   -2.71  CH4

				CO2(g)           -1.38     -2.64   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.67     -8.47   -7.80  CaCO3

		Reaction step 145.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 288 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.280e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.090e-003  9.090e-003

				Ca               3.412e-003  3.412e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.890      Charge balance

		                                       pe  =  15.073      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 419

		                          Density (g/cm3)  =   1.00018

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.953e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.830e-003

		                       Total CO2 (mol/kg)  =  9.090e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553050e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.409e-007  1.290e-007    -6.851    -6.890    -0.038      0.00

		   OH-            2.527e-008  2.281e-008    -7.597    -7.642    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.857  -151.856     0.001     32.22

		C(4)         9.090e-003

		   HCO3-          6.679e-003  6.060e-003    -2.175    -2.218    -0.042     23.19

		   CO2            2.267e-003  2.272e-003    -2.645    -2.644     0.001     33.63

		   CaHCO3+        1.372e-004  1.247e-004    -3.863    -3.904    -0.042      8.98

		   CaCO3          4.614e-006  4.625e-006    -5.336    -5.335     0.001    -14.66

		   CO3-2          2.255e-006  1.528e-006    -5.647    -5.816    -0.169     -7.24

		Ca           3.412e-003

		   Ca+2           3.270e-003  2.215e-003    -2.485    -2.655    -0.169    -18.26

		   CaHCO3+        1.372e-004  1.247e-004    -3.863    -3.904    -0.042      8.98

		   CaCO3          4.614e-006  4.625e-006    -5.336    -5.335     0.001    -14.66

		   CaOH+          3.151e-009  2.849e-009    -8.502    -8.545    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.830e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.679e-003  6.679e-003      1.00

				CaHCO3+          1.372e-004  1.372e-004      1.00

				CaCO3            9.228e-006  4.614e-006      2.00

				CO3-2            4.510e-006  2.255e-006      2.00

				H+              -1.409e-007  1.409e-007     -1.00

				OH-              2.527e-008  2.527e-008      1.00

				CaOH+            3.151e-009  3.151e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.22     -8.47   -8.26  CaCO3

				Calcite          -0.06     -8.47   -8.41  CaCO3

				CH4(g)         -149.15   -151.86   -2.71  CH4

				CO2(g)           -1.38     -2.64   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.67     -8.47   -7.80  CaCO3

		Reaction step 146.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 290 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.236e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.092e-003  9.092e-003

				Ca               3.414e-003  3.414e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.890      Charge balance

		                                       pe  =  15.073      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 419

		                          Density (g/cm3)  =   1.00018

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.959e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.835e-003

		                       Total CO2 (mol/kg)  =  9.092e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553051e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.407e-007  1.288e-007    -6.852    -6.890    -0.038      0.00

		   OH-            2.531e-008  2.284e-008    -7.597    -7.641    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.858  -151.857     0.001     32.22

		C(4)         9.092e-003

		   HCO3-          6.684e-003  6.064e-003    -2.175    -2.217    -0.042     23.19

		   CO2            2.264e-003  2.270e-003    -2.645    -2.644     0.001     33.63

		   CaHCO3+        1.374e-004  1.248e-004    -3.862    -3.904    -0.042      8.98

		   CaCO3          4.627e-006  4.637e-006    -5.335    -5.334     0.001    -14.66

		   CO3-2          2.260e-006  1.531e-006    -5.646    -5.815    -0.169     -7.24

		Ca           3.414e-003

		   Ca+2           3.272e-003  2.216e-003    -2.485    -2.654    -0.169    -18.26

		   CaHCO3+        1.374e-004  1.248e-004    -3.862    -3.904    -0.042      8.98

		   CaCO3          4.627e-006  4.637e-006    -5.335    -5.334     0.001    -14.66

		   CaOH+          3.158e-009  2.855e-009    -8.501    -8.544    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.835e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.684e-003  6.684e-003      1.00

				CaHCO3+          1.374e-004  1.374e-004      1.00

				CaCO3            9.253e-006  4.627e-006      2.00

				CO3-2            4.520e-006  2.260e-006      2.00

				H+              -1.407e-007  1.407e-007     -1.00

				OH-              2.531e-008  2.531e-008      1.00

				CaOH+            3.158e-009  3.158e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.21     -8.47   -8.26  CaCO3

				Calcite          -0.06     -8.47   -8.41  CaCO3

				CH4(g)         -149.15   -151.86   -2.71  CH4

				CO2(g)           -1.38     -2.64   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.67     -8.47   -7.80  CaCO3

		Reaction step 147.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 292 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.194e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.095e-003  9.094e-003

				Ca               3.416e-003  3.416e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.891      Charge balance

		                                       pe  =  15.072      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 420

		                          Density (g/cm3)  =   1.00018

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.965e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.839e-003

		                       Total CO2 (mol/kg)  =  9.095e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553051e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.405e-007  1.286e-007    -6.852    -6.891    -0.038      0.00

		   OH-            2.535e-008  2.288e-008    -7.596    -7.641    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.858  -151.857     0.001     32.22

		C(4)         9.095e-003

		   HCO3-          6.688e-003  6.068e-003    -2.175    -2.217    -0.042     23.19

		   CO2            2.262e-003  2.267e-003    -2.645    -2.644     0.001     33.63

		   CaHCO3+        1.375e-004  1.250e-004    -3.862    -3.903    -0.042      8.98

		   CaCO3          4.639e-006  4.650e-006    -5.334    -5.333     0.001    -14.66

		   CO3-2          2.265e-006  1.535e-006    -5.645    -5.814    -0.169     -7.24

		Ca           3.416e-003

		   Ca+2           3.274e-003  2.217e-003    -2.485    -2.654    -0.169    -18.26

		   CaHCO3+        1.375e-004  1.250e-004    -3.862    -3.903    -0.042      8.98

		   CaCO3          4.639e-006  4.650e-006    -5.334    -5.333     0.001    -14.66

		   CaOH+          3.164e-009  2.861e-009    -8.500    -8.543    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.839e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.688e-003  6.688e-003      1.00

				CaHCO3+          1.375e-004  1.375e-004      1.00

				CaCO3            9.278e-006  4.639e-006      2.00

				CO3-2            4.531e-006  2.265e-006      2.00

				H+              -1.405e-007  1.405e-007     -1.00

				OH-              2.535e-008  2.535e-008      1.00

				CaOH+            3.164e-009  3.164e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.21     -8.47   -8.26  CaCO3

				Calcite          -0.06     -8.47   -8.41  CaCO3

				CH4(g)         -149.15   -151.86   -2.71  CH4

				CO2(g)           -1.38     -2.64   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.67     -8.47   -7.80  CaCO3

		Reaction step 148.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 294 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.151e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.097e-003  9.096e-003

				Ca               3.418e-003  3.418e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.892      Charge balance

		                                       pe  =  15.071      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 420

		                          Density (g/cm3)  =   1.00018

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.971e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.843e-003

		                       Total CO2 (mol/kg)  =  9.097e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553052e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.402e-007  1.284e-007    -6.853    -6.892    -0.038      0.00

		   OH-            2.539e-008  2.291e-008    -7.595    -7.640    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.859  -151.858     0.001     32.22

		C(4)         9.097e-003

		   HCO3-          6.692e-003  6.071e-003    -2.174    -2.217    -0.042     23.19

		   CO2            2.260e-003  2.265e-003    -2.646    -2.645     0.001     33.63

		   CaHCO3+        1.377e-004  1.251e-004    -3.861    -3.903    -0.042      8.98

		   CaCO3          4.651e-006  4.662e-006    -5.332    -5.331     0.001    -14.66

		   CO3-2          2.270e-006  1.538e-006    -5.644    -5.813    -0.169     -7.24

		Ca           3.418e-003

		   Ca+2           3.276e-003  2.218e-003    -2.485    -2.654    -0.169    -18.26

		   CaHCO3+        1.377e-004  1.251e-004    -3.861    -3.903    -0.042      8.98

		   CaCO3          4.651e-006  4.662e-006    -5.332    -5.331     0.001    -14.66

		   CaOH+          3.171e-009  2.867e-009    -8.499    -8.543    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.843e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.692e-003  6.692e-003      1.00

				CaHCO3+          1.377e-004  1.377e-004      1.00

				CaCO3            9.302e-006  4.651e-006      2.00

				CO3-2            4.541e-006  2.270e-006      2.00

				H+              -1.402e-007  1.402e-007     -1.00

				OH-              2.539e-008  2.539e-008      1.00

				CaOH+            3.171e-009  3.171e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.21     -8.47   -8.26  CaCO3

				Calcite          -0.06     -8.47   -8.41  CaCO3

				CH4(g)         -149.15   -151.86   -2.71  CH4

				CO2(g)           -1.38     -2.64   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.66     -8.47   -7.80  CaCO3

		Reaction step 149.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 296 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.110e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.099e-003  9.099e-003

				Ca               3.420e-003  3.420e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.892      Charge balance

		                                       pe  =  15.071      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 420

		                          Density (g/cm3)  =   1.00018

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.977e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.848e-003

		                       Total CO2 (mol/kg)  =  9.099e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  12

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553052e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.400e-007  1.282e-007    -6.854    -6.892    -0.038      0.00

		   OH-            2.543e-008  2.295e-008    -7.595    -7.639    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.859  -151.858     0.001     32.22

		C(4)         9.099e-003

		   HCO3-          6.696e-003  6.075e-003    -2.174    -2.216    -0.042     23.19

		   CO2            2.258e-003  2.263e-003    -2.646    -2.645     0.001     33.63

		   CaHCO3+        1.378e-004  1.253e-004    -3.861    -3.902    -0.042      8.98

		   CaCO3          4.663e-006  4.674e-006    -5.331    -5.330     0.001    -14.66

		   CO3-2          2.275e-006  1.541e-006    -5.643    -5.812    -0.169     -7.24

		Ca           3.420e-003

		   Ca+2           3.278e-003  2.219e-003    -2.484    -2.654    -0.169    -18.26

		   CaHCO3+        1.378e-004  1.253e-004    -3.861    -3.902    -0.042      8.98

		   CaCO3          4.663e-006  4.674e-006    -5.331    -5.330     0.001    -14.66

		   CaOH+          3.177e-009  2.873e-009    -8.498    -8.542    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.848e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.696e-003  6.696e-003      1.00

				CaHCO3+          1.378e-004  1.378e-004      1.00

				CaCO3            9.326e-006  4.663e-006      2.00

				CO3-2            4.550e-006  2.275e-006      2.00

				H+              -1.400e-007  1.400e-007     -1.00

				OH-              2.543e-008  2.543e-008      1.00

				CaOH+            3.177e-009  3.177e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.21     -8.47   -8.26  CaCO3

				Calcite          -0.06     -8.47   -8.41  CaCO3

				CH4(g)         -149.15   -151.86   -2.71  CH4

				CO2(g)           -1.38     -2.65   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.66     -8.47   -7.80  CaCO3

		Reaction step 150.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 298 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.070e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.101e-003  9.101e-003

				Ca               3.422e-003  3.422e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.893      Charge balance

		                                       pe  =  15.070      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 420

		                          Density (g/cm3)  =   1.00018

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.983e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.852e-003

		                       Total CO2 (mol/kg)  =  9.101e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  11

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553053e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.398e-007  1.280e-007    -6.854    -6.893    -0.038      0.00

		   OH-            2.547e-008  2.298e-008    -7.594    -7.639    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.860  -151.859     0.001     32.22

		C(4)         9.101e-003

		   HCO3-          6.700e-003  6.078e-003    -2.174    -2.216    -0.042     23.19

		   CO2            2.256e-003  2.261e-003    -2.647    -2.646     0.001     33.63

		   CaHCO3+        1.380e-004  1.254e-004    -3.860    -3.902    -0.042      8.98

		   CaCO3          4.675e-006  4.686e-006    -5.330    -5.329     0.001    -14.66

		   CO3-2          2.280e-006  1.544e-006    -5.642    -5.811    -0.169     -7.24

		Ca           3.422e-003

		   Ca+2           3.280e-003  2.220e-003    -2.484    -2.654    -0.169    -18.26

		   CaHCO3+        1.380e-004  1.254e-004    -3.860    -3.902    -0.042      8.98

		   CaCO3          4.675e-006  4.686e-006    -5.330    -5.329     0.001    -14.66

		   CaOH+          3.183e-009  2.879e-009    -8.497    -8.541    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.852e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.700e-003  6.700e-003      1.00

				CaHCO3+          1.380e-004  1.380e-004      1.00

				CaCO3            9.350e-006  4.675e-006      2.00

				CO3-2            4.560e-006  2.280e-006      2.00

				H+              -1.398e-007  1.398e-007     -1.00

				OH-              2.547e-008  2.547e-008      1.00

				CaOH+            3.183e-009  3.183e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.21     -8.46   -8.26  CaCO3

				Calcite          -0.05     -8.46   -8.41  CaCO3

				CH4(g)         -149.15   -151.86   -2.71  CH4

				CO2(g)           -1.38     -2.65   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.66     -8.46   -7.80  CaCO3

		Reaction step 151.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 300 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.030e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.103e-003  9.103e-003

				Ca               3.425e-003  3.424e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.893      Charge balance

		                                       pe  =  15.069      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 421

		                          Density (g/cm3)  =   1.00018

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.989e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.856e-003

		                       Total CO2 (mol/kg)  =  9.103e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  11

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553054e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.396e-007  1.278e-007    -6.855    -6.893    -0.038      0.00

		   OH-            2.551e-008  2.301e-008    -7.593    -7.638    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.860  -151.859     0.001     32.22

		C(4)         9.103e-003

		   HCO3-          6.704e-003  6.081e-003    -2.174    -2.216    -0.042     23.19

		   CO2            2.254e-003  2.259e-003    -2.647    -2.646     0.001     33.63

		   CaHCO3+        1.381e-004  1.255e-004    -3.860    -3.901    -0.042      8.98

		   CaCO3          4.686e-006  4.697e-006    -5.329    -5.328     0.001    -14.66

		   CO3-2          2.285e-006  1.547e-006    -5.641    -5.810    -0.169     -7.24

		Ca           3.425e-003

		   Ca+2           3.282e-003  2.221e-003    -2.484    -2.653    -0.169    -18.26

		   CaHCO3+        1.381e-004  1.255e-004    -3.860    -3.901    -0.042      8.98

		   CaCO3          4.686e-006  4.697e-006    -5.329    -5.328     0.001    -14.66

		   CaOH+          3.190e-009  2.884e-009    -8.496    -8.540    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.856e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.704e-003  6.704e-003      1.00

				CaHCO3+          1.381e-004  1.381e-004      1.00

				CaCO3            9.373e-006  4.686e-006      2.00

				CO3-2            4.570e-006  2.285e-006      2.00

				H+              -1.396e-007  1.396e-007     -1.00

				OH-              2.551e-008  2.551e-008      1.00

				CaOH+            3.190e-009  3.190e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.21     -8.46   -8.26  CaCO3

				Calcite          -0.05     -8.46   -8.41  CaCO3

				CH4(g)         -149.15   -151.86   -2.71  CH4

				CO2(g)           -1.38     -2.65   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.66     -8.46   -7.80  CaCO3

		Reaction step 152.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 302 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.991e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.105e-003  9.105e-003

				Ca               3.427e-003  3.426e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.894      Charge balance

		                                       pe  =  15.069      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 421

		                          Density (g/cm3)  =   1.00018

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  9.995e-003

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.860e-003

		                       Total CO2 (mol/kg)  =  9.105e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  11

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553054e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.394e-007  1.276e-007    -6.856    -6.894    -0.038      0.00

		   OH-            2.554e-008  2.305e-008    -7.593    -7.637    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.860  -151.859     0.001     32.22

		C(4)         9.105e-003

		   HCO3-          6.708e-003  6.085e-003    -2.173    -2.216    -0.042     23.19

		   CO2            2.252e-003  2.257e-003    -2.647    -2.646     0.001     33.63

		   CaHCO3+        1.383e-004  1.256e-004    -3.859    -3.901    -0.042      8.98

		   CaCO3          4.698e-006  4.709e-006    -5.328    -5.327     0.001    -14.66

		   CO3-2          2.290e-006  1.551e-006    -5.640    -5.810    -0.169     -7.24

		Ca           3.427e-003

		   Ca+2           3.284e-003  2.222e-003    -2.484    -2.653    -0.170    -18.26

		   CaHCO3+        1.383e-004  1.256e-004    -3.859    -3.901    -0.042      8.98

		   CaCO3          4.698e-006  4.709e-006    -5.328    -5.327     0.001    -14.66

		   CaOH+          3.196e-009  2.889e-009    -8.495    -8.539    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.860e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.708e-003  6.708e-003      1.00

				CaHCO3+          1.383e-004  1.383e-004      1.00

				CaCO3            9.396e-006  4.698e-006      2.00

				CO3-2            4.579e-006  2.290e-006      2.00

				H+              -1.394e-007  1.394e-007     -1.00

				OH-              2.554e-008  2.554e-008      1.00

				CaOH+            3.196e-009  3.196e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.21     -8.46   -8.26  CaCO3

				Calcite          -0.05     -8.46   -8.41  CaCO3

				CH4(g)         -149.15   -151.86   -2.71  CH4

				CO2(g)           -1.38     -2.65   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.66     -8.46   -7.80  CaCO3

		Reaction step 153.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 304 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.952e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.107e-003  9.107e-003

				Ca               3.428e-003  3.428e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.895      Charge balance

		                                       pe  =  15.068      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 421

		                          Density (g/cm3)  =   1.00018

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.000e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.864e-003

		                       Total CO2 (mol/kg)  =  9.107e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  11

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553055e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.392e-007  1.274e-007    -6.856    -6.895    -0.038      0.00

		   OH-            2.558e-008  2.308e-008    -7.592    -7.637    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.861  -151.860     0.001     32.22

		C(4)         9.107e-003

		   HCO3-          6.711e-003  6.088e-003    -2.173    -2.216    -0.042     23.19

		   CO2            2.250e-003  2.255e-003    -2.648    -2.647     0.001     33.63

		   CaHCO3+        1.384e-004  1.258e-004    -3.859    -3.900    -0.042      8.98

		   CaCO3          4.709e-006  4.720e-006    -5.327    -5.326     0.001    -14.66

		   CO3-2          2.294e-006  1.554e-006    -5.639    -5.809    -0.169     -7.24

		Ca           3.428e-003

		   Ca+2           3.285e-003  2.223e-003    -2.483    -2.653    -0.170    -18.25

		   CaHCO3+        1.384e-004  1.258e-004    -3.859    -3.900    -0.042      8.98

		   CaCO3          4.709e-006  4.720e-006    -5.327    -5.326     0.001    -14.66

		   CaOH+          3.202e-009  2.895e-009    -8.495    -8.538    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.864e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.711e-003  6.711e-003      1.00

				CaHCO3+          1.384e-004  1.384e-004      1.00

				CaCO3            9.418e-006  4.709e-006      2.00

				CO3-2            4.588e-006  2.294e-006      2.00

				H+              -1.392e-007  1.392e-007     -1.00

				OH-              2.558e-008  2.558e-008      1.00

				CaOH+            3.202e-009  3.202e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.21     -8.46   -8.26  CaCO3

				Calcite          -0.05     -8.46   -8.41  CaCO3

				CH4(g)         -149.15   -151.86   -2.71  CH4

				CO2(g)           -1.38     -2.65   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.66     -8.46   -7.80  CaCO3

		Reaction step 154.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 306 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.915e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.109e-003  9.109e-003

				Ca               3.430e-003  3.430e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.895      Charge balance

		                                       pe  =  15.068      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 421

		                          Density (g/cm3)  =   1.00018

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.001e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.867e-003

		                       Total CO2 (mol/kg)  =  9.109e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  11

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553055e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.391e-007  1.273e-007    -6.857    -6.895    -0.038      0.00

		   OH-            2.562e-008  2.311e-008    -7.592    -7.636    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.861  -151.860     0.001     32.22

		C(4)         9.109e-003

		   HCO3-          6.715e-003  6.091e-003    -2.173    -2.215    -0.042     23.19

		   CO2            2.248e-003  2.253e-003    -2.648    -2.647     0.001     33.63

		   CaHCO3+        1.386e-004  1.259e-004    -3.858    -3.900    -0.042      8.98

		   CaCO3          4.720e-006  4.731e-006    -5.326    -5.325     0.001    -14.66

		   CO3-2          2.299e-006  1.556e-006    -5.639    -5.808    -0.169     -7.24

		Ca           3.430e-003

		   Ca+2           3.287e-003  2.224e-003    -2.483    -2.653    -0.170    -18.25

		   CaHCO3+        1.386e-004  1.259e-004    -3.858    -3.900    -0.042      8.98

		   CaCO3          4.720e-006  4.731e-006    -5.326    -5.325     0.001    -14.66

		   CaOH+          3.208e-009  2.900e-009    -8.494    -8.538    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.867e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.715e-003  6.715e-003      1.00

				CaHCO3+          1.386e-004  1.386e-004      1.00

				CaCO3            9.440e-006  4.720e-006      2.00

				CO3-2            4.598e-006  2.299e-006      2.00

				H+              -1.391e-007  1.391e-007     -1.00

				OH-              2.562e-008  2.562e-008      1.00

				CaOH+            3.208e-009  3.208e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.21     -8.46   -8.26  CaCO3

				Calcite          -0.05     -8.46   -8.41  CaCO3

				CH4(g)         -149.15   -151.86   -2.71  CH4

				CO2(g)           -1.38     -2.65   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.66     -8.46   -7.80  CaCO3

		Reaction step 155.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 308 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.878e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.111e-003  9.110e-003

				Ca               3.432e-003  3.432e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.896      Charge balance

		                                       pe  =  15.067      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 422

		                          Density (g/cm3)  =   1.00018

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.001e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.871e-003

		                       Total CO2 (mol/kg)  =  9.111e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  11

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553056e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.389e-007  1.271e-007    -6.857    -6.896    -0.039      0.00

		   OH-            2.565e-008  2.314e-008    -7.591    -7.636    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.861  -151.860     0.001     32.22

		C(4)         9.111e-003

		   HCO3-          6.719e-003  6.094e-003    -2.173    -2.215    -0.042     23.19

		   CO2            2.246e-003  2.252e-003    -2.649    -2.648     0.001     33.63

		   CaHCO3+        1.387e-004  1.260e-004    -3.858    -3.900    -0.042      8.98

		   CaCO3          4.731e-006  4.742e-006    -5.325    -5.324     0.001    -14.66

		   CO3-2          2.303e-006  1.559e-006    -5.638    -5.807    -0.169     -7.24

		Ca           3.432e-003

		   Ca+2           3.289e-003  2.225e-003    -2.483    -2.653    -0.170    -18.25

		   CaHCO3+        1.387e-004  1.260e-004    -3.858    -3.900    -0.042      8.98

		   CaCO3          4.731e-006  4.742e-006    -5.325    -5.324     0.001    -14.66

		   CaOH+          3.213e-009  2.905e-009    -8.493    -8.537    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.871e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.719e-003  6.719e-003      1.00

				CaHCO3+          1.387e-004  1.387e-004      1.00

				CaCO3            9.462e-006  4.731e-006      2.00

				CO3-2            4.606e-006  2.303e-006      2.00

				H+              -1.389e-007  1.389e-007     -1.00

				OH-              2.565e-008  2.565e-008      1.00

				CaOH+            3.213e-009  3.213e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.20     -8.46   -8.26  CaCO3

				Calcite          -0.05     -8.46   -8.41  CaCO3

				CH4(g)         -149.15   -151.86   -2.71  CH4

				CO2(g)           -1.38     -2.65   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.66     -8.46   -7.80  CaCO3

		Reaction step 156.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 310 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.841e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.112e-003  9.112e-003

				Ca               3.434e-003  3.434e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.896      Charge balance

		                                       pe  =  15.066      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 422

		                          Density (g/cm3)  =   1.00018

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.002e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.875e-003

		                       Total CO2 (mol/kg)  =  9.112e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  11

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553057e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.387e-007  1.269e-007    -6.858    -6.896    -0.039      0.00

		   OH-            2.568e-008  2.317e-008    -7.590    -7.635    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.862  -151.861     0.001     32.22

		C(4)         9.112e-003

		   HCO3-          6.722e-003  6.097e-003    -2.172    -2.215    -0.042     23.20

		   CO2            2.245e-003  2.250e-003    -2.649    -2.648     0.001     33.63

		   CaHCO3+        1.388e-004  1.261e-004    -3.858    -3.899    -0.042      8.98

		   CaCO3          4.742e-006  4.752e-006    -5.324    -5.323     0.001    -14.66

		   CO3-2          2.308e-006  1.562e-006    -5.637    -5.806    -0.169     -7.24

		Ca           3.434e-003

		   Ca+2           3.291e-003  2.226e-003    -2.483    -2.652    -0.170    -18.25

		   CaHCO3+        1.388e-004  1.261e-004    -3.858    -3.899    -0.042      8.98

		   CaCO3          4.742e-006  4.752e-006    -5.324    -5.323     0.001    -14.66

		   CaOH+          3.219e-009  2.910e-009    -8.492    -8.536    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.875e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.722e-003  6.722e-003      1.00

				CaHCO3+          1.388e-004  1.388e-004      1.00

				CaCO3            9.483e-006  4.742e-006      2.00

				CO3-2            4.615e-006  2.308e-006      2.00

				H+              -1.387e-007  1.387e-007     -1.00

				OH-              2.568e-008  2.568e-008      1.00

				CaOH+            3.219e-009  3.219e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.20     -8.46   -8.26  CaCO3

				Calcite          -0.05     -8.46   -8.41  CaCO3

				CH4(g)         -149.16   -151.86   -2.71  CH4

				CO2(g)           -1.38     -2.65   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.66     -8.46   -7.80  CaCO3

		Reaction step 157.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 312 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.806e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.114e-003  9.114e-003

				Ca               3.436e-003  3.436e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.897      Charge balance

		                                       pe  =  15.066      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 422

		                          Density (g/cm3)  =   1.00018

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.002e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.879e-003

		                       Total CO2 (mol/kg)  =  9.114e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  11

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553057e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.385e-007  1.268e-007    -6.858    -6.897    -0.039      0.00

		   OH-            2.572e-008  2.320e-008    -7.590    -7.634    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.862  -151.861     0.001     32.22

		C(4)         9.114e-003

		   HCO3-          6.726e-003  6.100e-003    -2.172    -2.215    -0.042     23.20

		   CO2            2.243e-003  2.248e-003    -2.649    -2.648     0.001     33.63

		   CaHCO3+        1.390e-004  1.262e-004    -3.857    -3.899    -0.042      8.98

		   CaCO3          4.752e-006  4.763e-006    -5.323    -5.322     0.001    -14.66

		   CO3-2          2.312e-006  1.565e-006    -5.636    -5.805    -0.169     -7.24

		Ca           3.436e-003

		   Ca+2           3.292e-003  2.227e-003    -2.483    -2.652    -0.170    -18.25

		   CaHCO3+        1.390e-004  1.262e-004    -3.857    -3.899    -0.042      8.98

		   CaCO3          4.752e-006  4.763e-006    -5.323    -5.322     0.001    -14.66

		   CaOH+          3.225e-009  2.915e-009    -8.492    -8.535    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.879e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.726e-003  6.726e-003      1.00

				CaHCO3+          1.390e-004  1.390e-004      1.00

				CaCO3            9.504e-006  4.752e-006      2.00

				CO3-2            4.624e-006  2.312e-006      2.00

				H+              -1.385e-007  1.385e-007     -1.00

				OH-              2.572e-008  2.572e-008      1.00

				CaOH+            3.225e-009  3.225e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.20     -8.46   -8.26  CaCO3

				Calcite          -0.05     -8.46   -8.41  CaCO3

				CH4(g)         -149.16   -151.86   -2.71  CH4

				CO2(g)           -1.38     -2.65   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.66     -8.46   -7.80  CaCO3

		Reaction step 158.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 314 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.771e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.116e-003  9.116e-003

				Ca               3.438e-003  3.438e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.898      Charge balance

		                                       pe  =  15.065      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 422

		                          Density (g/cm3)  =   1.00018

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.003e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.882e-003

		                       Total CO2 (mol/kg)  =  9.116e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  11

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553058e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.383e-007  1.266e-007    -6.859    -6.898    -0.039      0.00

		   OH-            2.575e-008  2.323e-008    -7.589    -7.634    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.862  -151.861     0.001     32.22

		C(4)         9.116e-003

		   HCO3-          6.729e-003  6.103e-003    -2.172    -2.214    -0.042     23.20

		   CO2            2.241e-003  2.246e-003    -2.650    -2.649     0.001     33.63

		   CaHCO3+        1.391e-004  1.264e-004    -3.857    -3.898    -0.042      8.98

		   CaCO3          4.762e-006  4.773e-006    -5.322    -5.321     0.001    -14.66

		   CO3-2          2.316e-006  1.568e-006    -5.635    -5.805    -0.170     -7.24

		Ca           3.438e-003

		   Ca+2           3.294e-003  2.228e-003    -2.482    -2.652    -0.170    -18.25

		   CaHCO3+        1.391e-004  1.264e-004    -3.857    -3.898    -0.042      8.98

		   CaCO3          4.762e-006  4.773e-006    -5.322    -5.321     0.001    -14.66

		   CaOH+          3.230e-009  2.920e-009    -8.491    -8.535    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.882e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.729e-003  6.729e-003      1.00

				CaHCO3+          1.391e-004  1.391e-004      1.00

				CaCO3            9.525e-006  4.762e-006      2.00

				CO3-2            4.632e-006  2.316e-006      2.00

				H+              -1.383e-007  1.383e-007     -1.00

				OH-              2.575e-008  2.575e-008      1.00

				CaOH+            3.230e-009  3.230e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.20     -8.46   -8.26  CaCO3

				Calcite          -0.05     -8.46   -8.41  CaCO3

				CH4(g)         -149.16   -151.86   -2.71  CH4

				CO2(g)           -1.38     -2.65   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.65     -8.46   -7.80  CaCO3

		Reaction step 159.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 316 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.737e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.118e-003  9.118e-003

				Ca               3.439e-003  3.439e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.898      Charge balance

		                                       pe  =  15.065      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 422

		                          Density (g/cm3)  =   1.00018

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.003e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.886e-003

		                       Total CO2 (mol/kg)  =  9.118e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  11

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553058e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.382e-007  1.264e-007    -6.860    -6.898    -0.039      0.00

		   OH-            2.578e-008  2.326e-008    -7.589    -7.633    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.863  -151.862     0.001     32.22

		C(4)         9.118e-003

		   HCO3-          6.732e-003  6.106e-003    -2.172    -2.214    -0.042     23.20

		   CO2            2.239e-003  2.244e-003    -2.650    -2.649     0.001     33.63

		   CaHCO3+        1.392e-004  1.265e-004    -3.856    -3.898    -0.042      8.98

		   CaCO3          4.772e-006  4.783e-006    -5.321    -5.320     0.001    -14.66

		   CO3-2          2.320e-006  1.570e-006    -5.634    -5.804    -0.170     -7.24

		Ca           3.439e-003

		   Ca+2           3.295e-003  2.229e-003    -2.482    -2.652    -0.170    -18.25

		   CaHCO3+        1.392e-004  1.265e-004    -3.856    -3.898    -0.042      8.98

		   CaCO3          4.772e-006  4.783e-006    -5.321    -5.320     0.001    -14.66

		   CaOH+          3.236e-009  2.925e-009    -8.490    -8.534    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.886e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.732e-003  6.732e-003      1.00

				CaHCO3+          1.392e-004  1.392e-004      1.00

				CaCO3            9.545e-006  4.772e-006      2.00

				CO3-2            4.641e-006  2.320e-006      2.00

				H+              -1.382e-007  1.382e-007     -1.00

				OH-              2.578e-008  2.578e-008      1.00

				CaOH+            3.236e-009  3.236e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.20     -8.46   -8.26  CaCO3

				Calcite          -0.05     -8.46   -8.41  CaCO3

				CH4(g)         -149.16   -151.86   -2.71  CH4

				CO2(g)           -1.38     -2.65   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.65     -8.46   -7.80  CaCO3

		Reaction step 160.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 318 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.703e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.120e-003  9.119e-003

				Ca               3.441e-003  3.441e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.899      Charge balance

		                                       pe  =  15.064      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 423

		                          Density (g/cm3)  =   1.00018

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.004e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.889e-003

		                       Total CO2 (mol/kg)  =  9.120e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =  11

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553059e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.380e-007  1.263e-007    -6.860    -6.899    -0.039      0.00

		   OH-            2.582e-008  2.329e-008    -7.588    -7.633    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.863  -151.862     0.001     32.22

		C(4)         9.120e-003

		   HCO3-          6.736e-003  6.109e-003    -2.172    -2.214    -0.042     23.20

		   CO2            2.238e-003  2.243e-003    -2.650    -2.649     0.001     33.63

		   CaHCO3+        1.393e-004  1.266e-004    -3.856    -3.898    -0.042      8.98

		   CaCO3          4.782e-006  4.793e-006    -5.320    -5.319     0.001    -14.66

		   CO3-2          2.324e-006  1.573e-006    -5.634    -5.803    -0.170     -7.24

		Ca           3.441e-003

		   Ca+2           3.297e-003  2.230e-003    -2.482    -2.652    -0.170    -18.25

		   CaHCO3+        1.393e-004  1.266e-004    -3.856    -3.898    -0.042      8.98

		   CaCO3          4.782e-006  4.793e-006    -5.320    -5.319     0.001    -14.66

		   CaOH+          3.241e-009  2.930e-009    -8.489    -8.533    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.889e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.736e-003  6.736e-003      1.00

				CaHCO3+          1.393e-004  1.393e-004      1.00

				CaCO3            9.565e-006  4.782e-006      2.00

				CO3-2            4.649e-006  2.324e-006      2.00

				H+              -1.380e-007  1.380e-007     -1.00

				OH-              2.582e-008  2.582e-008      1.00

				CaOH+            3.241e-009  3.241e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.20     -8.45   -8.26  CaCO3

				Calcite          -0.04     -8.45   -8.41  CaCO3

				CH4(g)         -149.16   -151.86   -2.71  CH4

				CO2(g)           -1.38     -2.65   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.65     -8.45   -7.80  CaCO3

		Reaction step 161.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 320 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.676e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.121e-003  9.121e-003

				Ca               3.443e-003  3.443e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.899      Charge balance

		                                       pe  =  15.064      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 423

		                          Density (g/cm3)  =   1.00018

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.004e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.892e-003

		                       Total CO2 (mol/kg)  =  9.121e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   5

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553059e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.378e-007  1.261e-007    -6.861    -6.899    -0.039      0.00

		   OH-            2.585e-008  2.332e-008    -7.588    -7.632    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.863  -151.862     0.001     32.22

		C(4)         9.121e-003

		   HCO3-          6.739e-003  6.112e-003    -2.171    -2.214    -0.042     23.20

		   CO2            2.236e-003  2.241e-003    -2.651    -2.650     0.001     33.63

		   CaHCO3+        1.394e-004  1.267e-004    -3.856    -3.897    -0.042      8.98

		   CaCO3          4.792e-006  4.803e-006    -5.319    -5.318     0.001    -14.66

		   CO3-2          2.328e-006  1.576e-006    -5.633    -5.803    -0.170     -7.24

		Ca           3.443e-003

		   Ca+2           3.299e-003  2.231e-003    -2.482    -2.652    -0.170    -18.25

		   CaHCO3+        1.394e-004  1.267e-004    -3.856    -3.897    -0.042      8.98

		   CaCO3          4.792e-006  4.803e-006    -5.319    -5.318     0.001    -14.66

		   CaOH+          3.246e-009  2.934e-009    -8.489    -8.532    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.892e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.739e-003  6.739e-003      1.00

				CaHCO3+          1.394e-004  1.394e-004      1.00

				CaCO3            9.584e-006  4.792e-006      2.00

				CO3-2            4.657e-006  2.328e-006      2.00

				H+              -1.378e-007  1.378e-007     -1.00

				OH-              2.585e-008  2.585e-008      1.00

				CaOH+            3.246e-009  3.246e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.20     -8.45   -8.26  CaCO3

				Calcite          -0.04     -8.45   -8.41  CaCO3

				CH4(g)         -149.16   -151.86   -2.71  CH4

				CO2(g)           -1.38     -2.65   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.65     -8.45   -7.80  CaCO3

		Reaction step 162.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 322 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.644e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.123e-003  9.123e-003

				Ca               3.444e-003  3.444e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.900      Charge balance

		                                       pe  =  15.063      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 423

		                          Density (g/cm3)  =   1.00018

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.005e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.896e-003

		                       Total CO2 (mol/kg)  =  9.123e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   5

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553060e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.377e-007  1.260e-007    -6.861    -6.900    -0.039      0.00

		   OH-            2.588e-008  2.334e-008    -7.587    -7.632    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.864  -151.863     0.001     32.22

		C(4)         9.123e-003

		   HCO3-          6.742e-003  6.115e-003    -2.171    -2.214    -0.042     23.20

		   CO2            2.234e-003  2.239e-003    -2.651    -2.650     0.001     33.63

		   CaHCO3+        1.396e-004  1.268e-004    -3.855    -3.897    -0.042      8.98

		   CaCO3          4.802e-006  4.813e-006    -5.319    -5.318     0.001    -14.66

		   CO3-2          2.332e-006  1.578e-006    -5.632    -5.802    -0.170     -7.24

		Ca           3.444e-003

		   Ca+2           3.300e-003  2.232e-003    -2.481    -2.651    -0.170    -18.25

		   CaHCO3+        1.396e-004  1.268e-004    -3.855    -3.897    -0.042      8.98

		   CaCO3          4.802e-006  4.813e-006    -5.319    -5.318     0.001    -14.66

		   CaOH+          3.251e-009  2.939e-009    -8.488    -8.532    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.896e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.742e-003  6.742e-003      1.00

				CaHCO3+          1.396e-004  1.396e-004      1.00

				CaCO3            9.603e-006  4.802e-006      2.00

				CO3-2            4.665e-006  2.332e-006      2.00

				H+              -1.377e-007  1.377e-007     -1.00

				OH-              2.588e-008  2.588e-008      1.00

				CaOH+            3.251e-009  3.251e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.20     -8.45   -8.26  CaCO3

				Calcite          -0.04     -8.45   -8.41  CaCO3

				CH4(g)         -149.16   -151.86   -2.71  CH4

				CO2(g)           -1.38     -2.65   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.65     -8.45   -7.80  CaCO3

		Reaction step 163.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 324 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.612e-006  9.986e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.124e-003  9.124e-003

				Ca               3.446e-003  3.446e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.900      Charge balance

		                                       pe  =  15.063      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 423

		                          Density (g/cm3)  =   1.00018

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.005e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.899e-003

		                       Total CO2 (mol/kg)  =  9.124e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   5

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553060e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.375e-007  1.258e-007    -6.862    -6.900    -0.039      0.00

		   OH-            2.591e-008  2.337e-008    -7.587    -7.631    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.864  -151.863     0.001     32.22

		C(4)         9.124e-003

		   HCO3-          6.745e-003  6.117e-003    -2.171    -2.213    -0.042     23.20

		   CO2            2.233e-003  2.238e-003    -2.651    -2.650     0.001     33.63

		   CaHCO3+        1.397e-004  1.269e-004    -3.855    -3.897    -0.042      8.98

		   CaCO3          4.811e-006  4.822e-006    -5.318    -5.317     0.001    -14.66

		   CO3-2          2.336e-006  1.581e-006    -5.631    -5.801    -0.170     -7.24

		Ca           3.446e-003

		   Ca+2           3.302e-003  2.232e-003    -2.481    -2.651    -0.170    -18.25

		   CaHCO3+        1.397e-004  1.269e-004    -3.855    -3.897    -0.042      8.98

		   CaCO3          4.811e-006  4.822e-006    -5.318    -5.317     0.001    -14.66

		   CaOH+          3.256e-009  2.943e-009    -8.487    -8.531    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.899e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.745e-003  6.745e-003      1.00

				CaHCO3+          1.397e-004  1.397e-004      1.00

				CaCO3            9.622e-006  4.811e-006      2.00

				CO3-2            4.673e-006  2.336e-006      2.00

				H+              -1.375e-007  1.375e-007     -1.00

				OH-              2.591e-008  2.591e-008      1.00

				CaOH+            3.256e-009  3.256e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.20     -8.45   -8.26  CaCO3

				Calcite          -0.04     -8.45   -8.41  CaCO3

				CH4(g)         -149.16   -151.86   -2.71  CH4

				CO2(g)           -1.38     -2.65   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.65     -8.45   -7.80  CaCO3

		Reaction step 164.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 326 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.580e-006  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.126e-003  9.126e-003

				Ca               3.448e-003  3.448e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.901      Charge balance

		                                       pe  =  15.062      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 423

		                          Density (g/cm3)  =   1.00018

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.005e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.902e-003

		                       Total CO2 (mol/kg)  =  9.126e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   5

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553061e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.374e-007  1.257e-007    -6.862    -6.901    -0.039      0.00

		   OH-            2.594e-008  2.340e-008    -7.586    -7.631    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.864  -151.863     0.001     32.22

		C(4)         9.126e-003

		   HCO3-          6.748e-003  6.120e-003    -2.171    -2.213    -0.042     23.20

		   CO2            2.231e-003  2.236e-003    -2.651    -2.650     0.001     33.63

		   CaHCO3+        1.398e-004  1.270e-004    -3.855    -3.896    -0.042      8.98

		   CaCO3          4.820e-006  4.832e-006    -5.317    -5.316     0.001    -14.66

		   CO3-2          2.340e-006  1.583e-006    -5.631    -5.800    -0.170     -7.24

		Ca           3.448e-003

		   Ca+2           3.303e-003  2.233e-003    -2.481    -2.651    -0.170    -18.25

		   CaHCO3+        1.398e-004  1.270e-004    -3.855    -3.896    -0.042      8.98

		   CaCO3          4.820e-006  4.832e-006    -5.317    -5.316     0.001    -14.66

		   CaOH+          3.261e-009  2.948e-009    -8.487    -8.530    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.902e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.748e-003  6.748e-003      1.00

				CaHCO3+          1.398e-004  1.398e-004      1.00

				CaCO3            9.641e-006  4.820e-006      2.00

				CO3-2            4.680e-006  2.340e-006      2.00

				H+              -1.374e-007  1.374e-007     -1.00

				OH-              2.594e-008  2.594e-008      1.00

				CaOH+            3.261e-009  3.261e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.20     -8.45   -8.26  CaCO3

				Calcite          -0.04     -8.45   -8.41  CaCO3

				CH4(g)         -149.16   -151.86   -2.71  CH4

				CO2(g)           -1.38     -2.65   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.65     -8.45   -7.80  CaCO3

		Reaction step 165.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 328 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.549e-006  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.128e-003  9.127e-003

				Ca               3.449e-003  3.449e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.901      Charge balance

		                                       pe  =  15.062      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 423

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.006e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.905e-003

		                       Total CO2 (mol/kg)  =  9.128e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   5

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553061e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.372e-007  1.256e-007    -6.863    -6.901    -0.039      0.00

		   OH-            2.597e-008  2.342e-008    -7.586    -7.630    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.865  -151.864     0.001     32.22

		C(4)         9.128e-003

		   HCO3-          6.751e-003  6.122e-003    -2.171    -2.213    -0.042     23.20

		   CO2            2.230e-003  2.235e-003    -2.652    -2.651     0.001     33.63

		   CaHCO3+        1.399e-004  1.271e-004    -3.854    -3.896    -0.042      8.98

		   CaCO3          4.829e-006  4.841e-006    -5.316    -5.315     0.001    -14.66

		   CO3-2          2.344e-006  1.586e-006    -5.630    -5.800    -0.170     -7.24

		Ca           3.449e-003

		   Ca+2           3.304e-003  2.234e-003    -2.481    -2.651    -0.170    -18.25

		   CaHCO3+        1.399e-004  1.271e-004    -3.854    -3.896    -0.042      8.98

		   CaCO3          4.829e-006  4.841e-006    -5.316    -5.315     0.001    -14.66

		   CaOH+          3.266e-009  2.952e-009    -8.486    -8.530    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.905e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.751e-003  6.751e-003      1.00

				CaHCO3+          1.399e-004  1.399e-004      1.00

				CaCO3            9.659e-006  4.829e-006      2.00

				CO3-2            4.688e-006  2.344e-006      2.00

				H+              -1.372e-007  1.372e-007     -1.00

				OH-              2.597e-008  2.597e-008      1.00

				CaOH+            3.266e-009  3.266e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.20     -8.45   -8.26  CaCO3

				Calcite          -0.04     -8.45   -8.41  CaCO3

				CH4(g)         -149.16   -151.86   -2.71  CH4

				CO2(g)           -1.38     -2.65   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.65     -8.45   -7.80  CaCO3

		Reaction step 166.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 330 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.519e-006  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.129e-003  9.129e-003

				Ca               3.451e-003  3.451e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.902      Charge balance

		                                       pe  =  15.061      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 424

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.006e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.908e-003

		                       Total CO2 (mol/kg)  =  9.129e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   5

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553062e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.371e-007  1.254e-007    -6.863    -6.902    -0.039      0.00

		   OH-            2.600e-008  2.345e-008    -7.585    -7.630    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.865  -151.864     0.001     32.22

		C(4)         9.129e-003

		   HCO3-          6.754e-003  6.125e-003    -2.170    -2.213    -0.042     23.20

		   CO2            2.228e-003  2.233e-003    -2.652    -2.651     0.001     33.63

		   CaHCO3+        1.400e-004  1.272e-004    -3.854    -3.896    -0.042      8.98

		   CaCO3          4.838e-006  4.850e-006    -5.315    -5.314     0.001    -14.66

		   CO3-2          2.348e-006  1.588e-006    -5.629    -5.799    -0.170     -7.24

		Ca           3.451e-003

		   Ca+2           3.306e-003  2.235e-003    -2.481    -2.651    -0.170    -18.25

		   CaHCO3+        1.400e-004  1.272e-004    -3.854    -3.896    -0.042      8.98

		   CaCO3          4.838e-006  4.850e-006    -5.315    -5.314     0.001    -14.66

		   CaOH+          3.271e-009  2.956e-009    -8.485    -8.529    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.908e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.754e-003  6.754e-003      1.00

				CaHCO3+          1.400e-004  1.400e-004      1.00

				CaCO3            9.677e-006  4.838e-006      2.00

				CO3-2            4.695e-006  2.348e-006      2.00

				H+              -1.371e-007  1.371e-007     -1.00

				OH-              2.600e-008  2.600e-008      1.00

				CaOH+            3.271e-009  3.271e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.19     -8.45   -8.26  CaCO3

				Calcite          -0.04     -8.45   -8.41  CaCO3

				CH4(g)         -149.16   -151.86   -2.71  CH4

				CO2(g)           -1.38     -2.65   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.65     -8.45   -7.80  CaCO3

		Reaction step 167.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 332 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.489e-006  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.131e-003  9.130e-003

				Ca               3.452e-003  3.452e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.902      Charge balance

		                                       pe  =  15.061      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 424

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.007e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.911e-003

		                       Total CO2 (mol/kg)  =  9.131e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   5

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553062e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.369e-007  1.253e-007    -6.863    -6.902    -0.039      0.00

		   OH-            2.602e-008  2.347e-008    -7.585    -7.629    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.865  -151.864     0.001     32.22

		C(4)         9.131e-003

		   HCO3-          6.757e-003  6.127e-003    -2.170    -2.213    -0.042     23.20

		   CO2            2.227e-003  2.232e-003    -2.652    -2.651     0.001     33.63

		   CaHCO3+        1.401e-004  1.273e-004    -3.853    -3.895    -0.042      8.98

		   CaCO3          4.847e-006  4.858e-006    -5.315    -5.314     0.001    -14.66

		   CO3-2          2.351e-006  1.590e-006    -5.629    -5.799    -0.170     -7.24

		Ca           3.452e-003

		   Ca+2           3.307e-003  2.236e-003    -2.481    -2.651    -0.170    -18.25

		   CaHCO3+        1.401e-004  1.273e-004    -3.853    -3.895    -0.042      8.98

		   CaCO3          4.847e-006  4.858e-006    -5.315    -5.314     0.001    -14.66

		   CaOH+          3.276e-009  2.961e-009    -8.485    -8.529    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.911e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.757e-003  6.757e-003      1.00

				CaHCO3+          1.401e-004  1.401e-004      1.00

				CaCO3            9.694e-006  4.847e-006      2.00

				CO3-2            4.702e-006  2.351e-006      2.00

				H+              -1.369e-007  1.369e-007     -1.00

				OH-              2.602e-008  2.602e-008      1.00

				CaOH+            3.276e-009  3.276e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.19     -8.45   -8.26  CaCO3

				Calcite          -0.04     -8.45   -8.41  CaCO3

				CH4(g)         -149.16   -151.86   -2.71  CH4

				CO2(g)           -1.38     -2.65   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.65     -8.45   -7.80  CaCO3

		Reaction step 168.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 334 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.460e-006  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.132e-003  9.132e-003

				Ca               3.454e-003  3.454e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.903      Charge balance

		                                       pe  =  15.060      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 424

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.007e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.914e-003

		                       Total CO2 (mol/kg)  =  9.132e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   5

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553062e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.368e-007  1.252e-007    -6.864    -6.903    -0.039      0.00

		   OH-            2.605e-008  2.350e-008    -7.584    -7.629    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.866  -151.865     0.001     32.22

		C(4)         9.132e-003

		   HCO3-          6.759e-003  6.130e-003    -2.170    -2.213    -0.042     23.20

		   CO2            2.225e-003  2.230e-003    -2.653    -2.652     0.001     33.63

		   CaHCO3+        1.402e-004  1.274e-004    -3.853    -3.895    -0.042      8.98

		   CaCO3          4.856e-006  4.867e-006    -5.314    -5.313     0.001    -14.66

		   CO3-2          2.355e-006  1.593e-006    -5.628    -5.798    -0.170     -7.24

		Ca           3.454e-003

		   Ca+2           3.309e-003  2.236e-003    -2.480    -2.650    -0.170    -18.25

		   CaHCO3+        1.402e-004  1.274e-004    -3.853    -3.895    -0.042      8.98

		   CaCO3          4.856e-006  4.867e-006    -5.314    -5.313     0.001    -14.66

		   CaOH+          3.280e-009  2.965e-009    -8.484    -8.528    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.914e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.759e-003  6.759e-003      1.00

				CaHCO3+          1.402e-004  1.402e-004      1.00

				CaCO3            9.712e-006  4.856e-006      2.00

				CO3-2            4.709e-006  2.355e-006      2.00

				H+              -1.368e-007  1.368e-007     -1.00

				OH-              2.605e-008  2.605e-008      1.00

				CaOH+            3.280e-009  3.280e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.19     -8.45   -8.26  CaCO3

				Calcite          -0.04     -8.45   -8.41  CaCO3

				CH4(g)         -149.16   -151.86   -2.71  CH4

				CO2(g)           -1.38     -2.65   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.65     -8.45   -7.80  CaCO3

		Reaction step 169.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 336 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.431e-006  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.133e-003  9.133e-003

				Ca               3.455e-003  3.455e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.903      Charge balance

		                                       pe  =  15.060      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 424

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.008e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.917e-003

		                       Total CO2 (mol/kg)  =  9.133e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   5

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553063e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.367e-007  1.250e-007    -6.864    -6.903    -0.039      0.00

		   OH-            2.608e-008  2.352e-008    -7.584    -7.629    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.866  -151.865     0.001     32.22

		C(4)         9.133e-003

		   HCO3-          6.762e-003  6.132e-003    -2.170    -2.212    -0.042     23.20

		   CO2            2.224e-003  2.229e-003    -2.653    -2.652     0.001     33.63

		   CaHCO3+        1.403e-004  1.275e-004    -3.853    -3.895    -0.042      8.98

		   CaCO3          4.864e-006  4.876e-006    -5.313    -5.312     0.001    -14.66

		   CO3-2          2.358e-006  1.595e-006    -5.627    -5.797    -0.170     -7.24

		Ca           3.455e-003

		   Ca+2           3.310e-003  2.237e-003    -2.480    -2.650    -0.170    -18.25

		   CaHCO3+        1.403e-004  1.275e-004    -3.853    -3.895    -0.042      8.98

		   CaCO3          4.864e-006  4.876e-006    -5.313    -5.312     0.001    -14.66

		   CaOH+          3.285e-009  2.969e-009    -8.484    -8.527    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.917e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.762e-003  6.762e-003      1.00

				CaHCO3+          1.403e-004  1.403e-004      1.00

				CaCO3            9.729e-006  4.864e-006      2.00

				CO3-2            4.716e-006  2.358e-006      2.00

				H+              -1.367e-007  1.367e-007     -1.00

				OH-              2.608e-008  2.608e-008      1.00

				CaOH+            3.285e-009  3.285e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.19     -8.45   -8.26  CaCO3

				Calcite          -0.04     -8.45   -8.41  CaCO3

				CH4(g)         -149.16   -151.86   -2.71  CH4

				CO2(g)           -1.38     -2.65   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.65     -8.45   -7.80  CaCO3

		Reaction step 170.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 338 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.403e-006  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.135e-003  9.135e-003

				Ca               3.456e-003  3.456e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.903      Charge balance

		                                       pe  =  15.059      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 424

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.008e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.920e-003

		                       Total CO2 (mol/kg)  =  9.135e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553063e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.365e-007  1.249e-007    -6.865    -6.903    -0.039      0.00

		   OH-            2.611e-008  2.355e-008    -7.583    -7.628    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.866  -151.865     0.001     32.22

		C(4)         9.135e-003

		   HCO3-          6.765e-003  6.135e-003    -2.170    -2.212    -0.042     23.20

		   CO2            2.222e-003  2.227e-003    -2.653    -2.652     0.001     33.63

		   CaHCO3+        1.404e-004  1.276e-004    -3.853    -3.894    -0.042      8.98

		   CaCO3          4.873e-006  4.884e-006    -5.312    -5.311     0.001    -14.66

		   CO3-2          2.362e-006  1.597e-006    -5.627    -5.797    -0.170     -7.24

		Ca           3.456e-003

		   Ca+2           3.311e-003  2.238e-003    -2.480    -2.650    -0.170    -18.25

		   CaHCO3+        1.404e-004  1.276e-004    -3.853    -3.894    -0.042      8.98

		   CaCO3          4.873e-006  4.884e-006    -5.312    -5.311     0.001    -14.66

		   CaOH+          3.289e-009  2.973e-009    -8.483    -8.527    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.920e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.765e-003  6.765e-003      1.00

				CaHCO3+          1.404e-004  1.404e-004      1.00

				CaCO3            9.745e-006  4.873e-006      2.00

				CO3-2            4.723e-006  2.362e-006      2.00

				H+              -1.365e-007  1.365e-007     -1.00

				OH-              2.611e-008  2.611e-008      1.00

				CaOH+            3.289e-009  3.289e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.19     -8.45   -8.26  CaCO3

				Calcite          -0.04     -8.45   -8.41  CaCO3

				CH4(g)         -149.16   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.65   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.64     -8.45   -7.80  CaCO3

		Reaction step 171.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 340 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.376e-006  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.136e-003  9.136e-003

				Ca               3.458e-003  3.458e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.904      Charge balance

		                                       pe  =  15.059      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 424

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.008e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.922e-003

		                       Total CO2 (mol/kg)  =  9.136e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553064e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.364e-007  1.248e-007    -6.865    -6.904    -0.039      0.00

		   OH-            2.613e-008  2.357e-008    -7.583    -7.628    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.866  -151.865     0.001     32.22

		C(4)         9.136e-003

		   HCO3-          6.768e-003  6.137e-003    -2.170    -2.212    -0.042     23.20

		   CO2            2.221e-003  2.226e-003    -2.653    -2.652     0.001     33.63

		   CaHCO3+        1.405e-004  1.276e-004    -3.852    -3.894    -0.042      8.98

		   CaCO3          4.881e-006  4.892e-006    -5.312    -5.310     0.001    -14.66

		   CO3-2          2.365e-006  1.599e-006    -5.626    -5.796    -0.170     -7.24

		Ca           3.458e-003

		   Ca+2           3.312e-003  2.239e-003    -2.480    -2.650    -0.170    -18.25

		   CaHCO3+        1.405e-004  1.276e-004    -3.852    -3.894    -0.042      8.98

		   CaCO3          4.881e-006  4.892e-006    -5.312    -5.310     0.001    -14.66

		   CaOH+          3.293e-009  2.977e-009    -8.482    -8.526    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.922e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.768e-003  6.768e-003      1.00

				CaHCO3+          1.405e-004  1.405e-004      1.00

				CaCO3            9.762e-006  4.881e-006      2.00

				CO3-2            4.730e-006  2.365e-006      2.00

				H+              -1.364e-007  1.364e-007     -1.00

				OH-              2.613e-008  2.613e-008      1.00

				CaOH+            3.293e-009  3.293e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.19     -8.45   -8.26  CaCO3

				Calcite          -0.04     -8.45   -8.41  CaCO3

				CH4(g)         -149.16   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.65   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.64     -8.45   -7.80  CaCO3

		Reaction step 172.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 342 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.349e-006  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.138e-003  9.137e-003

				Ca               3.459e-003  3.459e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.904      Charge balance

		                                       pe  =  15.059      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 425

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.009e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.925e-003

		                       Total CO2 (mol/kg)  =  9.138e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553064e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.363e-007  1.247e-007    -6.866    -6.904    -0.039      0.00

		   OH-            2.616e-008  2.359e-008    -7.582    -7.627    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.867  -151.866     0.001     32.22

		C(4)         9.138e-003

		   HCO3-          6.770e-003  6.139e-003    -2.169    -2.212    -0.042     23.20

		   CO2            2.220e-003  2.225e-003    -2.654    -2.653     0.001     33.63

		   CaHCO3+        1.406e-004  1.277e-004    -3.852    -3.894    -0.042      8.98

		   CaCO3          4.889e-006  4.900e-006    -5.311    -5.310     0.001    -14.66

		   CO3-2          2.368e-006  1.601e-006    -5.626    -5.796    -0.170     -7.24

		Ca           3.459e-003

		   Ca+2           3.314e-003  2.239e-003    -2.480    -2.650    -0.170    -18.25

		   CaHCO3+        1.406e-004  1.277e-004    -3.852    -3.894    -0.042      8.98

		   CaCO3          4.889e-006  4.900e-006    -5.311    -5.310     0.001    -14.66

		   CaOH+          3.298e-009  2.980e-009    -8.482    -8.526    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.925e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.770e-003  6.770e-003      1.00

				CaHCO3+          1.406e-004  1.406e-004      1.00

				CaCO3            9.778e-006  4.889e-006      2.00

				CO3-2            4.737e-006  2.368e-006      2.00

				H+              -1.363e-007  1.363e-007     -1.00

				OH-              2.616e-008  2.616e-008      1.00

				CaOH+            3.298e-009  3.298e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.19     -8.45   -8.26  CaCO3

				Calcite          -0.03     -8.45   -8.41  CaCO3

				CH4(g)         -149.16   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.65   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.64     -8.45   -7.80  CaCO3

		Reaction step 173.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 344 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.322e-006  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.139e-003  9.139e-003

				Ca               3.461e-003  3.460e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.905      Charge balance

		                                       pe  =  15.058      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 425

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.009e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.928e-003

		                       Total CO2 (mol/kg)  =  9.139e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553064e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.361e-007  1.245e-007    -6.866    -6.905    -0.039      0.00

		   OH-            2.618e-008  2.361e-008    -7.582    -7.627    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.867  -151.866     0.001     32.22

		C(4)         9.139e-003

		   HCO3-          6.773e-003  6.141e-003    -2.169    -2.212    -0.042     23.20

		   CO2            2.218e-003  2.223e-003    -2.654    -2.653     0.001     33.63

		   CaHCO3+        1.407e-004  1.278e-004    -3.852    -3.893    -0.042      8.98

		   CaCO3          4.897e-006  4.908e-006    -5.310    -5.309     0.001    -14.66

		   CO3-2          2.372e-006  1.603e-006    -5.625    -5.795    -0.170     -7.24

		Ca           3.461e-003

		   Ca+2           3.315e-003  2.240e-003    -2.480    -2.650    -0.170    -18.25

		   CaHCO3+        1.407e-004  1.278e-004    -3.852    -3.893    -0.042      8.98

		   CaCO3          4.897e-006  4.908e-006    -5.310    -5.309     0.001    -14.66

		   CaOH+          3.302e-009  2.984e-009    -8.481    -8.525    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.928e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.773e-003  6.773e-003      1.00

				CaHCO3+          1.407e-004  1.407e-004      1.00

				CaCO3            9.793e-006  4.897e-006      2.00

				CO3-2            4.743e-006  2.372e-006      2.00

				H+              -1.361e-007  1.361e-007     -1.00

				OH-              2.618e-008  2.618e-008      1.00

				CaOH+            3.302e-009  3.302e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.19     -8.44   -8.26  CaCO3

				Calcite          -0.03     -8.44   -8.41  CaCO3

				CH4(g)         -149.16   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.65   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.64     -8.44   -7.80  CaCO3

		Reaction step 174.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 346 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.296e-006  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.140e-003  9.140e-003

				Ca               3.462e-003  3.462e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.905      Charge balance

		                                       pe  =  15.058      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 425

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.009e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.930e-003

		                       Total CO2 (mol/kg)  =  9.140e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553065e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.360e-007  1.244e-007    -6.866    -6.905    -0.039      0.00

		   OH-            2.621e-008  2.364e-008    -7.582    -7.626    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.867  -151.866     0.001     32.22

		C(4)         9.140e-003

		   HCO3-          6.775e-003  6.143e-003    -2.169    -2.212    -0.043     23.20

		   CO2            2.217e-003  2.222e-003    -2.654    -2.653     0.001     33.63

		   CaHCO3+        1.408e-004  1.279e-004    -3.851    -3.893    -0.042      8.98

		   CaCO3          4.904e-006  4.916e-006    -5.309    -5.308     0.001    -14.66

		   CO3-2          2.375e-006  1.605e-006    -5.624    -5.794    -0.170     -7.24

		Ca           3.462e-003

		   Ca+2           3.316e-003  2.241e-003    -2.479    -2.650    -0.170    -18.25

		   CaHCO3+        1.408e-004  1.279e-004    -3.851    -3.893    -0.042      8.98

		   CaCO3          4.904e-006  4.916e-006    -5.309    -5.308     0.001    -14.66

		   CaOH+          3.306e-009  2.988e-009    -8.481    -8.525    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.930e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.775e-003  6.775e-003      1.00

				CaHCO3+          1.408e-004  1.408e-004      1.00

				CaCO3            9.809e-006  4.904e-006      2.00

				CO3-2            4.749e-006  2.375e-006      2.00

				H+              -1.360e-007  1.360e-007     -1.00

				OH-              2.621e-008  2.621e-008      1.00

				CaOH+            3.306e-009  3.306e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.19     -8.44   -8.26  CaCO3

				Calcite          -0.03     -8.44   -8.41  CaCO3

				CH4(g)         -149.16   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.65   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.64     -8.44   -7.80  CaCO3

		Reaction step 175.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 348 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.271e-006  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.141e-003  9.141e-003

				Ca               3.463e-003  3.463e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.905      Charge balance

		                                       pe  =  15.057      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 425

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.010e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.933e-003

		                       Total CO2 (mol/kg)  =  9.141e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553065e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.359e-007  1.243e-007    -6.867    -6.905    -0.039      0.00

		   OH-            2.623e-008  2.366e-008    -7.581    -7.626    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.867  -151.866     0.001     32.22

		C(4)         9.141e-003

		   HCO3-          6.778e-003  6.146e-003    -2.169    -2.211    -0.043     23.20

		   CO2            2.216e-003  2.221e-003    -2.654    -2.653     0.001     33.63

		   CaHCO3+        1.409e-004  1.280e-004    -3.851    -3.893    -0.042      8.98

		   CaCO3          4.912e-006  4.923e-006    -5.309    -5.308     0.001    -14.66

		   CO3-2          2.378e-006  1.608e-006    -5.624    -5.794    -0.170     -7.24

		Ca           3.463e-003

		   Ca+2           3.317e-003  2.241e-003    -2.479    -2.650    -0.170    -18.25

		   CaHCO3+        1.409e-004  1.280e-004    -3.851    -3.893    -0.042      8.98

		   CaCO3          4.912e-006  4.923e-006    -5.309    -5.308     0.001    -14.66

		   CaOH+          3.310e-009  2.991e-009    -8.480    -8.524    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.933e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.778e-003  6.778e-003      1.00

				CaHCO3+          1.409e-004  1.409e-004      1.00

				CaCO3            9.824e-006  4.912e-006      2.00

				CO3-2            4.756e-006  2.378e-006      2.00

				H+              -1.359e-007  1.359e-007     -1.00

				OH-              2.623e-008  2.623e-008      1.00

				CaOH+            3.310e-009  3.310e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.19     -8.44   -8.26  CaCO3

				Calcite          -0.03     -8.44   -8.41  CaCO3

				CH4(g)         -149.16   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.65   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.64     -8.44   -7.80  CaCO3

		Reaction step 176.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 350 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.246e-006  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.143e-003  9.142e-003

				Ca               3.464e-003  3.464e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.906      Charge balance

		                                       pe  =  15.057      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 425

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.010e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.935e-003

		                       Total CO2 (mol/kg)  =  9.143e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553066e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.358e-007  1.242e-007    -6.867    -6.906    -0.039      0.00

		   OH-            2.626e-008  2.368e-008    -7.581    -7.626    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.868  -151.867     0.001     32.22

		C(4)         9.143e-003

		   HCO3-          6.780e-003  6.148e-003    -2.169    -2.211    -0.043     23.20

		   CO2            2.215e-003  2.220e-003    -2.655    -2.654     0.001     33.63

		   CaHCO3+        1.410e-004  1.281e-004    -3.851    -3.893    -0.042      8.98

		   CaCO3          4.920e-006  4.931e-006    -5.308    -5.307     0.001    -14.66

		   CO3-2          2.381e-006  1.609e-006    -5.623    -5.793    -0.170     -7.24

		Ca           3.464e-003

		   Ca+2           3.318e-003  2.242e-003    -2.479    -2.649    -0.170    -18.25

		   CaHCO3+        1.410e-004  1.281e-004    -3.851    -3.893    -0.042      8.98

		   CaCO3          4.920e-006  4.931e-006    -5.308    -5.307     0.001    -14.66

		   CaOH+          3.314e-009  2.995e-009    -8.480    -8.524    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.935e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.780e-003  6.780e-003      1.00

				CaHCO3+          1.410e-004  1.410e-004      1.00

				CaCO3            9.839e-006  4.920e-006      2.00

				CO3-2            4.762e-006  2.381e-006      2.00

				H+              -1.358e-007  1.358e-007     -1.00

				OH-              2.626e-008  2.626e-008      1.00

				CaOH+            3.314e-009  3.314e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.19     -8.44   -8.26  CaCO3

				Calcite          -0.03     -8.44   -8.41  CaCO3

				CH4(g)         -149.16   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.65   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.64     -8.44   -7.80  CaCO3

		Reaction step 177.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 352 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.221e-006  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.144e-003  9.144e-003

				Ca               3.466e-003  3.465e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.906      Charge balance

		                                       pe  =  15.057      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 425

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.011e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.938e-003

		                       Total CO2 (mol/kg)  =  9.144e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553066e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.356e-007  1.241e-007    -6.868    -6.906    -0.039      0.00

		   OH-            2.628e-008  2.370e-008    -7.580    -7.625    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.868  -151.867     0.001     32.22

		C(4)         9.144e-003

		   HCO3-          6.782e-003  6.150e-003    -2.169    -2.211    -0.043     23.20

		   CO2            2.213e-003  2.218e-003    -2.655    -2.654     0.001     33.63

		   CaHCO3+        1.411e-004  1.281e-004    -3.851    -3.892    -0.042      8.98

		   CaCO3          4.927e-006  4.938e-006    -5.307    -5.306     0.001    -14.66

		   CO3-2          2.384e-006  1.611e-006    -5.623    -5.793    -0.170     -7.24

		Ca           3.466e-003

		   Ca+2           3.320e-003  2.243e-003    -2.479    -2.649    -0.170    -18.25

		   CaHCO3+        1.411e-004  1.281e-004    -3.851    -3.892    -0.042      8.98

		   CaCO3          4.927e-006  4.938e-006    -5.307    -5.306     0.001    -14.66

		   CaOH+          3.318e-009  2.998e-009    -8.479    -8.523    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.938e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.782e-003  6.782e-003      1.00

				CaHCO3+          1.411e-004  1.411e-004      1.00

				CaCO3            9.854e-006  4.927e-006      2.00

				CO3-2            4.768e-006  2.384e-006      2.00

				H+              -1.356e-007  1.356e-007     -1.00

				OH-              2.628e-008  2.628e-008      1.00

				CaOH+            3.318e-009  3.318e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.19     -8.44   -8.26  CaCO3

				Calcite          -0.03     -8.44   -8.41  CaCO3

				CH4(g)         -149.16   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.65   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.64     -8.44   -7.80  CaCO3

		Reaction step 178.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 354 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.197e-006  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.145e-003  9.145e-003

				Ca               3.467e-003  3.467e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.907      Charge balance

		                                       pe  =  15.056      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 425

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.011e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.940e-003

		                       Total CO2 (mol/kg)  =  9.145e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553066e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.355e-007  1.240e-007    -6.868    -6.907    -0.039      0.00

		   OH-            2.630e-008  2.372e-008    -7.580    -7.625    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.868  -151.867     0.001     32.22

		C(4)         9.145e-003

		   HCO3-          6.785e-003  6.152e-003    -2.168    -2.211    -0.043     23.20

		   CO2            2.212e-003  2.217e-003    -2.655    -2.654     0.001     33.63

		   CaHCO3+        1.412e-004  1.282e-004    -3.850    -3.892    -0.042      8.98

		   CaCO3          4.934e-006  4.946e-006    -5.307    -5.306     0.001    -14.66

		   CO3-2          2.387e-006  1.613e-006    -5.622    -5.792    -0.170     -7.24

		Ca           3.467e-003

		   Ca+2           3.321e-003  2.243e-003    -2.479    -2.649    -0.170    -18.25

		   CaHCO3+        1.412e-004  1.282e-004    -3.850    -3.892    -0.042      8.98

		   CaCO3          4.934e-006  4.946e-006    -5.307    -5.306     0.001    -14.66

		   CaOH+          3.322e-009  3.002e-009    -8.479    -8.523    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.940e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.785e-003  6.785e-003      1.00

				CaHCO3+          1.412e-004  1.412e-004      1.00

				CaCO3            9.868e-006  4.934e-006      2.00

				CO3-2            4.774e-006  2.387e-006      2.00

				H+              -1.355e-007  1.355e-007     -1.00

				OH-              2.630e-008  2.630e-008      1.00

				CaOH+            3.322e-009  3.322e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.19     -8.44   -8.26  CaCO3

				Calcite          -0.03     -8.44   -8.41  CaCO3

				CH4(g)         -149.16   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.65   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.64     -8.44   -7.80  CaCO3

		Reaction step 179.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 356 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.173e-006  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.146e-003  9.146e-003

				Ca               3.468e-003  3.468e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.907      Charge balance

		                                       pe  =  15.056      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 426

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.011e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.943e-003

		                       Total CO2 (mol/kg)  =  9.146e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553067e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.354e-007  1.239e-007    -6.868    -6.907    -0.039      0.00

		   OH-            2.633e-008  2.374e-008    -7.580    -7.625    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.868  -151.867     0.001     32.22

		C(4)         9.146e-003

		   HCO3-          6.787e-003  6.154e-003    -2.168    -2.211    -0.043     23.20

		   CO2            2.211e-003  2.216e-003    -2.655    -2.654     0.001     33.63

		   CaHCO3+        1.413e-004  1.283e-004    -3.850    -3.892    -0.042      8.98

		   CaCO3          4.941e-006  4.953e-006    -5.306    -5.305     0.001    -14.66

		   CO3-2          2.390e-006  1.615e-006    -5.622    -5.792    -0.170     -7.24

		Ca           3.468e-003

		   Ca+2           3.322e-003  2.244e-003    -2.479    -2.649    -0.170    -18.25

		   CaHCO3+        1.413e-004  1.283e-004    -3.850    -3.892    -0.042      8.98

		   CaCO3          4.941e-006  4.953e-006    -5.306    -5.305     0.001    -14.66

		   CaOH+          3.325e-009  3.005e-009    -8.478    -8.522    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.943e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.787e-003  6.787e-003      1.00

				CaHCO3+          1.413e-004  1.413e-004      1.00

				CaCO3            9.882e-006  4.941e-006      2.00

				CO3-2            4.780e-006  2.390e-006      2.00

				H+              -1.354e-007  1.354e-007     -1.00

				OH-              2.633e-008  2.633e-008      1.00

				CaOH+            3.325e-009  3.325e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.19     -8.44   -8.26  CaCO3

				Calcite          -0.03     -8.44   -8.41  CaCO3

				CH4(g)         -149.16   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.65   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.64     -8.44   -7.80  CaCO3

		Reaction step 180.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 358 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.150e-006  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.147e-003  9.147e-003

				Ca               3.469e-003  3.469e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.907      Charge balance

		                                       pe  =  15.056      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 426

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.012e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.945e-003

		                       Total CO2 (mol/kg)  =  9.147e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553067e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.353e-007  1.238e-007    -6.869    -6.907    -0.039      0.00

		   OH-            2.635e-008  2.376e-008    -7.579    -7.624    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.869  -151.868     0.001     32.22

		C(4)         9.147e-003

		   HCO3-          6.789e-003  6.156e-003    -2.168    -2.211    -0.043     23.20

		   CO2            2.210e-003  2.215e-003    -2.656    -2.655     0.001     33.63

		   CaHCO3+        1.413e-004  1.284e-004    -3.850    -3.892    -0.042      8.98

		   CaCO3          4.948e-006  4.960e-006    -5.306    -5.305     0.001    -14.66

		   CO3-2          2.393e-006  1.617e-006    -5.621    -5.791    -0.170     -7.24

		Ca           3.469e-003

		   Ca+2           3.323e-003  2.244e-003    -2.478    -2.649    -0.170    -18.25

		   CaHCO3+        1.413e-004  1.284e-004    -3.850    -3.892    -0.042      8.98

		   CaCO3          4.948e-006  4.960e-006    -5.306    -5.305     0.001    -14.66

		   CaOH+          3.329e-009  3.008e-009    -8.478    -8.522    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.945e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.789e-003  6.789e-003      1.00

				CaHCO3+          1.413e-004  1.413e-004      1.00

				CaCO3            9.896e-006  4.948e-006      2.00

				CO3-2            4.785e-006  2.393e-006      2.00

				H+              -1.353e-007  1.353e-007     -1.00

				OH-              2.635e-008  2.635e-008      1.00

				CaOH+            3.329e-009  3.329e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.18     -8.44   -8.26  CaCO3

				Calcite          -0.03     -8.44   -8.41  CaCO3

				CH4(g)         -149.16   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.65   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.64     -8.44   -7.80  CaCO3

		Reaction step 181.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 360 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.127e-006  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.149e-003  9.148e-003

				Ca               3.470e-003  3.470e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.908      Charge balance

		                                       pe  =  15.055      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 426

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.012e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.947e-003

		                       Total CO2 (mol/kg)  =  9.149e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553067e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.352e-007  1.237e-007    -6.869    -6.908    -0.039      0.00

		   OH-            2.637e-008  2.378e-008    -7.579    -7.624    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.869  -151.868     0.001     32.22

		C(4)         9.149e-003

		   HCO3-          6.791e-003  6.157e-003    -2.168    -2.211    -0.043     23.20

		   CO2            2.209e-003  2.214e-003    -2.656    -2.655     0.001     33.63

		   CaHCO3+        1.414e-004  1.284e-004    -3.849    -3.891    -0.042      8.98

		   CaCO3          4.955e-006  4.966e-006    -5.305    -5.304     0.001    -14.66

		   CO3-2          2.395e-006  1.619e-006    -5.621    -5.791    -0.170     -7.24

		Ca           3.470e-003

		   Ca+2           3.324e-003  2.245e-003    -2.478    -2.649    -0.170    -18.25

		   CaHCO3+        1.414e-004  1.284e-004    -3.849    -3.891    -0.042      8.98

		   CaCO3          4.955e-006  4.966e-006    -5.305    -5.304     0.001    -14.66

		   CaOH+          3.333e-009  3.012e-009    -8.477    -8.521    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.947e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.791e-003  6.791e-003      1.00

				CaHCO3+          1.414e-004  1.414e-004      1.00

				CaCO3            9.910e-006  4.955e-006      2.00

				CO3-2            4.791e-006  2.395e-006      2.00

				H+              -1.352e-007  1.352e-007     -1.00

				OH-              2.637e-008  2.637e-008      1.00

				CaOH+            3.333e-009  3.333e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.18     -8.44   -8.26  CaCO3

				Calcite          -0.03     -8.44   -8.41  CaCO3

				CH4(g)         -149.16   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.65   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.64     -8.44   -7.80  CaCO3

		Reaction step 182.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 362 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.105e-006  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.150e-003  9.149e-003

				Ca               3.471e-003  3.471e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.908      Charge balance

		                                       pe  =  15.055      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 426

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.012e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.949e-003

		                       Total CO2 (mol/kg)  =  9.150e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553068e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.351e-007  1.236e-007    -6.869    -6.908    -0.039      0.00

		   OH-            2.639e-008  2.380e-008    -7.579    -7.623    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.869  -151.868     0.001     32.22

		C(4)         9.150e-003

		   HCO3-          6.793e-003  6.159e-003    -2.168    -2.210    -0.043     23.20

		   CO2            2.208e-003  2.213e-003    -2.656    -2.655     0.001     33.63

		   CaHCO3+        1.415e-004  1.285e-004    -3.849    -3.891    -0.042      8.98

		   CaCO3          4.961e-006  4.973e-006    -5.304    -5.303     0.001    -14.66

		   CO3-2          2.398e-006  1.621e-006    -5.620    -5.790    -0.170     -7.24

		Ca           3.471e-003

		   Ca+2           3.325e-003  2.246e-003    -2.478    -2.649    -0.170    -18.25

		   CaHCO3+        1.415e-004  1.285e-004    -3.849    -3.891    -0.042      8.98

		   CaCO3          4.961e-006  4.973e-006    -5.304    -5.303     0.001    -14.66

		   CaOH+          3.336e-009  3.015e-009    -8.477    -8.521    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.949e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.793e-003  6.793e-003      1.00

				CaHCO3+          1.415e-004  1.415e-004      1.00

				CaCO3            9.923e-006  4.961e-006      2.00

				CO3-2            4.796e-006  2.398e-006      2.00

				H+              -1.351e-007  1.351e-007     -1.00

				OH-              2.639e-008  2.639e-008      1.00

				CaOH+            3.336e-009  3.336e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.18     -8.44   -8.26  CaCO3

				Calcite          -0.03     -8.44   -8.41  CaCO3

				CH4(g)         -149.16   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.64     -8.44   -7.80  CaCO3

		Reaction step 183.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 364 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.083e-006  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.151e-003  9.151e-003

				Ca               3.472e-003  3.472e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.908      Charge balance

		                                       pe  =  15.055      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 426

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.013e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.952e-003

		                       Total CO2 (mol/kg)  =  9.151e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553068e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.350e-007  1.235e-007    -6.870    -6.908    -0.039      0.00

		   OH-            2.641e-008  2.382e-008    -7.578    -7.623    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.869  -151.868     0.001     32.22

		C(4)         9.151e-003

		   HCO3-          6.795e-003  6.161e-003    -2.168    -2.210    -0.043     23.20

		   CO2            2.207e-003  2.212e-003    -2.656    -2.655     0.001     33.63

		   CaHCO3+        1.416e-004  1.286e-004    -3.849    -3.891    -0.042      8.98

		   CaCO3          4.968e-006  4.980e-006    -5.304    -5.303     0.001    -14.66

		   CO3-2          2.401e-006  1.622e-006    -5.620    -5.790    -0.170     -7.24

		Ca           3.472e-003

		   Ca+2           3.326e-003  2.246e-003    -2.478    -2.649    -0.170    -18.25

		   CaHCO3+        1.416e-004  1.286e-004    -3.849    -3.891    -0.042      8.98

		   CaCO3          4.968e-006  4.980e-006    -5.304    -5.303     0.001    -14.66

		   CaOH+          3.340e-009  3.018e-009    -8.476    -8.520    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.952e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.795e-003  6.795e-003      1.00

				CaHCO3+          1.416e-004  1.416e-004      1.00

				CaCO3            9.936e-006  4.968e-006      2.00

				CO3-2            4.802e-006  2.401e-006      2.00

				H+              -1.350e-007  1.350e-007     -1.00

				OH-              2.641e-008  2.641e-008      1.00

				CaOH+            3.340e-009  3.340e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.18     -8.44   -8.26  CaCO3

				Calcite          -0.03     -8.44   -8.41  CaCO3

				CH4(g)         -149.16   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.64     -8.44   -7.80  CaCO3

		Reaction step 184.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 366 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.062e-006  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.152e-003  9.152e-003

				Ca               3.473e-003  3.473e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.909      Charge balance

		                                       pe  =  15.054      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 426

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.013e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.954e-003

		                       Total CO2 (mol/kg)  =  9.152e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553068e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.349e-007  1.234e-007    -6.870    -6.909    -0.039      0.00

		   OH-            2.643e-008  2.383e-008    -7.578    -7.623    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.869  -151.868     0.001     32.22

		C(4)         9.152e-003

		   HCO3-          6.797e-003  6.163e-003    -2.168    -2.210    -0.043     23.20

		   CO2            2.205e-003  2.211e-003    -2.656    -2.655     0.001     33.63

		   CaHCO3+        1.417e-004  1.286e-004    -3.849    -3.891    -0.042      8.98

		   CaCO3          4.974e-006  4.986e-006    -5.303    -5.302     0.001    -14.66

		   CO3-2          2.403e-006  1.624e-006    -5.619    -5.789    -0.170     -7.24

		Ca           3.473e-003

		   Ca+2           3.327e-003  2.247e-003    -2.478    -2.648    -0.170    -18.25

		   CaHCO3+        1.417e-004  1.286e-004    -3.849    -3.891    -0.042      8.98

		   CaCO3          4.974e-006  4.986e-006    -5.303    -5.302     0.001    -14.66

		   CaOH+          3.343e-009  3.021e-009    -8.476    -8.520    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.954e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.797e-003  6.797e-003      1.00

				CaHCO3+          1.417e-004  1.417e-004      1.00

				CaCO3            9.949e-006  4.974e-006      2.00

				CO3-2            4.807e-006  2.403e-006      2.00

				H+              -1.349e-007  1.349e-007     -1.00

				OH-              2.643e-008  2.643e-008      1.00

				CaOH+            3.343e-009  3.343e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.18     -8.44   -8.26  CaCO3

				Calcite          -0.03     -8.44   -8.41  CaCO3

				CH4(g)         -149.16   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.64     -8.44   -7.80  CaCO3

		Reaction step 185.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 368 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.041e-006  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.153e-003  9.153e-003

				Ca               3.474e-003  3.474e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.909      Charge balance

		                                       pe  =  15.054      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 426

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00090

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.013e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.956e-003

		                       Total CO2 (mol/kg)  =  9.153e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553069e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.348e-007  1.233e-007    -6.870    -6.909    -0.039      0.00

		   OH-            2.645e-008  2.385e-008    -7.578    -7.622    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.870  -151.869     0.001     32.22

		C(4)         9.153e-003

		   HCO3-          6.799e-003  6.165e-003    -2.168    -2.210    -0.043     23.20

		   CO2            2.204e-003  2.210e-003    -2.657    -2.656     0.001     33.63

		   CaHCO3+        1.417e-004  1.287e-004    -3.849    -3.890    -0.042      8.98

		   CaCO3          4.981e-006  4.992e-006    -5.303    -5.302     0.001    -14.66

		   CO3-2          2.406e-006  1.626e-006    -5.619    -5.789    -0.170     -7.24

		Ca           3.474e-003

		   Ca+2           3.328e-003  2.247e-003    -2.478    -2.648    -0.171    -18.25

		   CaHCO3+        1.417e-004  1.287e-004    -3.849    -3.890    -0.042      8.98

		   CaCO3          4.981e-006  4.992e-006    -5.303    -5.302     0.001    -14.66

		   CaOH+          3.346e-009  3.024e-009    -8.475    -8.519    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.956e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.799e-003  6.799e-003      1.00

				CaHCO3+          1.417e-004  1.417e-004      1.00

				CaCO3            9.961e-006  4.981e-006      2.00

				CO3-2            4.812e-006  2.406e-006      2.00

				H+              -1.348e-007  1.348e-007     -1.00

				OH-              2.645e-008  2.645e-008      1.00

				CaOH+            3.346e-009  3.346e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.18     -8.44   -8.26  CaCO3

				Calcite          -0.03     -8.44   -8.41  CaCO3

				CH4(g)         -149.16   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.64     -8.44   -7.80  CaCO3

		Reaction step 186.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 370 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.020e-006  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.154e-003  9.154e-003

				Ca               3.476e-003  3.475e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.909      Charge balance

		                                       pe  =  15.054      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 426

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.013e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.958e-003

		                       Total CO2 (mol/kg)  =  9.154e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553069e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.347e-007  1.232e-007    -6.871    -6.909    -0.039      0.00

		   OH-            2.647e-008  2.387e-008    -7.577    -7.622    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.870  -151.869     0.001     32.22

		C(4)         9.154e-003

		   HCO3-          6.801e-003  6.166e-003    -2.167    -2.210    -0.043     23.20

		   CO2            2.203e-003  2.209e-003    -2.657    -2.656     0.001     33.63

		   CaHCO3+        1.418e-004  1.288e-004    -3.848    -3.890    -0.042      8.98

		   CaCO3          4.987e-006  4.999e-006    -5.302    -5.301     0.001    -14.66

		   CO3-2          2.409e-006  1.627e-006    -5.618    -5.789    -0.170     -7.24

		Ca           3.476e-003

		   Ca+2           3.329e-003  2.248e-003    -2.478    -2.648    -0.171    -18.25

		   CaHCO3+        1.418e-004  1.288e-004    -3.848    -3.890    -0.042      8.98

		   CaCO3          4.987e-006  4.999e-006    -5.302    -5.301     0.001    -14.66

		   CaOH+          3.350e-009  3.027e-009    -8.475    -8.519    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.958e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.801e-003  6.801e-003      1.00

				CaHCO3+          1.418e-004  1.418e-004      1.00

				CaCO3            9.974e-006  4.987e-006      2.00

				CO3-2            4.817e-006  2.409e-006      2.00

				H+              -1.347e-007  1.347e-007     -1.00

				OH-              2.647e-008  2.647e-008      1.00

				CaOH+            3.350e-009  3.350e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.18     -8.44   -8.26  CaCO3

				Calcite          -0.03     -8.44   -8.41  CaCO3

				CH4(g)         -149.16   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.63     -8.44   -7.80  CaCO3

		Reaction step 187.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 372 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -9.999e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.155e-003  9.155e-003

				Ca               3.477e-003  3.476e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.910      Charge balance

		                                       pe  =  15.053      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 427

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.014e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.960e-003

		                       Total CO2 (mol/kg)  =  9.155e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553069e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.346e-007  1.231e-007    -6.871    -6.910    -0.039      0.00

		   OH-            2.649e-008  2.389e-008    -7.577    -7.622    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.870  -151.869     0.001     32.22

		C(4)         9.155e-003

		   HCO3-          6.803e-003  6.168e-003    -2.167    -2.210    -0.043     23.20

		   CO2            2.202e-003  2.208e-003    -2.657    -2.656     0.001     33.63

		   CaHCO3+        1.419e-004  1.288e-004    -3.848    -3.890    -0.042      8.98

		   CaCO3          4.993e-006  5.005e-006    -5.302    -5.301     0.001    -14.66

		   CO3-2          2.411e-006  1.629e-006    -5.618    -5.788    -0.170     -7.24

		Ca           3.477e-003

		   Ca+2           3.330e-003  2.248e-003    -2.478    -2.648    -0.171    -18.25

		   CaHCO3+        1.419e-004  1.288e-004    -3.848    -3.890    -0.042      8.98

		   CaCO3          4.993e-006  5.005e-006    -5.302    -5.301     0.001    -14.66

		   CaOH+          3.353e-009  3.030e-009    -8.475    -8.519    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.960e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.803e-003  6.803e-003      1.00

				CaHCO3+          1.419e-004  1.419e-004      1.00

				CaCO3            9.986e-006  4.993e-006      2.00

				CO3-2            4.822e-006  2.411e-006      2.00

				H+              -1.346e-007  1.346e-007     -1.00

				OH-              2.649e-008  2.649e-008      1.00

				CaOH+            3.353e-009  3.353e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.18     -8.44   -8.26  CaCO3

				Calcite          -0.03     -8.44   -8.41  CaCO3

				CH4(g)         -149.16   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.63     -8.44   -7.80  CaCO3

		Reaction step 188.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 374 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -9.800e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.156e-003  9.156e-003

				Ca               3.477e-003  3.477e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.910      Charge balance

		                                       pe  =  15.053      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 427

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.014e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.962e-003

		                       Total CO2 (mol/kg)  =  9.156e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553070e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.345e-007  1.230e-007    -6.871    -6.910    -0.039      0.00

		   OH-            2.651e-008  2.390e-008    -7.577    -7.622    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.870  -151.869     0.001     32.22

		C(4)         9.156e-003

		   HCO3-          6.805e-003  6.170e-003    -2.167    -2.210    -0.043     23.20

		   CO2            2.201e-003  2.207e-003    -2.657    -2.656     0.001     33.63

		   CaHCO3+        1.420e-004  1.289e-004    -3.848    -3.890    -0.042      8.98

		   CaCO3          4.999e-006  5.011e-006    -5.301    -5.300     0.001    -14.66

		   CO3-2          2.414e-006  1.631e-006    -5.617    -5.788    -0.170     -7.24

		Ca           3.477e-003

		   Ca+2           3.331e-003  2.249e-003    -2.477    -2.648    -0.171    -18.25

		   CaHCO3+        1.420e-004  1.289e-004    -3.848    -3.890    -0.042      8.98

		   CaCO3          4.999e-006  5.011e-006    -5.301    -5.300     0.001    -14.66

		   CaOH+          3.356e-009  3.033e-009    -8.474    -8.518    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.962e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.805e-003  6.805e-003      1.00

				CaHCO3+          1.420e-004  1.420e-004      1.00

				CaCO3            9.998e-006  4.999e-006      2.00

				CO3-2            4.827e-006  2.414e-006      2.00

				H+              -1.345e-007  1.345e-007     -1.00

				OH-              2.651e-008  2.651e-008      1.00

				CaOH+            3.356e-009  3.356e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.18     -8.44   -8.26  CaCO3

				Calcite          -0.03     -8.44   -8.41  CaCO3

				CH4(g)         -149.16   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.63     -8.44   -7.80  CaCO3

		Reaction step 189.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 376 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -9.606e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.157e-003  9.157e-003

				Ca               3.478e-003  3.478e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.910      Charge balance

		                                       pe  =  15.053      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 427

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.014e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.964e-003

		                       Total CO2 (mol/kg)  =  9.157e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553070e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.344e-007  1.230e-007    -6.872    -6.910    -0.039      0.00

		   OH-            2.653e-008  2.392e-008    -7.576    -7.621    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.870  -151.869     0.001     32.22

		C(4)         9.157e-003

		   HCO3-          6.807e-003  6.171e-003    -2.167    -2.210    -0.043     23.20

		   CO2            2.201e-003  2.206e-003    -2.657    -2.656     0.001     33.63

		   CaHCO3+        1.420e-004  1.290e-004    -3.848    -3.890    -0.042      8.98

		   CaCO3          5.005e-006  5.017e-006    -5.301    -5.300     0.001    -14.66

		   CO3-2          2.416e-006  1.632e-006    -5.617    -5.787    -0.170     -7.24

		Ca           3.478e-003

		   Ca+2           3.331e-003  2.249e-003    -2.477    -2.648    -0.171    -18.25

		   CaHCO3+        1.420e-004  1.290e-004    -3.848    -3.890    -0.042      8.98

		   CaCO3          5.005e-006  5.017e-006    -5.301    -5.300     0.001    -14.66

		   CaOH+          3.359e-009  3.035e-009    -8.474    -8.518    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.964e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.807e-003  6.807e-003      1.00

				CaHCO3+          1.420e-004  1.420e-004      1.00

				CaCO3            1.001e-005  5.005e-006      2.00

				CO3-2            4.832e-006  2.416e-006      2.00

				H+              -1.344e-007  1.344e-007     -1.00

				OH-              2.653e-008  2.653e-008      1.00

				CaOH+            3.359e-009  3.359e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.18     -8.44   -8.26  CaCO3

				Calcite          -0.02     -8.44   -8.41  CaCO3

				CH4(g)         -149.16   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.63     -8.44   -7.80  CaCO3

		Reaction step 190.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 378 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -9.415e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.158e-003  9.158e-003

				Ca               3.479e-003  3.479e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.911      Charge balance

		                                       pe  =  15.052      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 427

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.014e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.966e-003

		                       Total CO2 (mol/kg)  =  9.158e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553070e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.343e-007  1.229e-007    -6.872    -6.911    -0.039      0.00

		   OH-            2.655e-008  2.394e-008    -7.576    -7.621    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.871  -151.870     0.001     32.22

		C(4)         9.158e-003

		   HCO3-          6.809e-003  6.173e-003    -2.167    -2.210    -0.043     23.20

		   CO2            2.200e-003  2.205e-003    -2.658    -2.657     0.001     33.63

		   CaHCO3+        1.421e-004  1.290e-004    -3.847    -3.889    -0.042      8.98

		   CaCO3          5.011e-006  5.022e-006    -5.300    -5.299     0.001    -14.66

		   CO3-2          2.418e-006  1.634e-006    -5.616    -5.787    -0.170     -7.24

		Ca           3.479e-003

		   Ca+2           3.332e-003  2.250e-003    -2.477    -2.648    -0.171    -18.25

		   CaHCO3+        1.421e-004  1.290e-004    -3.847    -3.889    -0.042      8.98

		   CaCO3          5.011e-006  5.022e-006    -5.300    -5.299     0.001    -14.66

		   CaOH+          3.362e-009  3.038e-009    -8.473    -8.517    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.966e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.809e-003  6.809e-003      1.00

				CaHCO3+          1.421e-004  1.421e-004      1.00

				CaCO3            1.002e-005  5.011e-006      2.00

				CO3-2            4.837e-006  2.418e-006      2.00

				H+              -1.343e-007  1.343e-007     -1.00

				OH-              2.655e-008  2.655e-008      1.00

				CaOH+            3.362e-009  3.362e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.18     -8.43   -8.26  CaCO3

				Calcite          -0.02     -8.43   -8.41  CaCO3

				CH4(g)         -149.16   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.63     -8.43   -7.80  CaCO3

		Reaction step 191.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 380 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -9.228e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.159e-003  9.158e-003

				Ca               3.480e-003  3.480e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.911      Charge balance

		                                       pe  =  15.052      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 427

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.015e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.967e-003

		                       Total CO2 (mol/kg)  =  9.159e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553070e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.342e-007  1.228e-007    -6.872    -6.911    -0.039      0.00

		   OH-            2.657e-008  2.395e-008    -7.576    -7.621    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.871  -151.870     0.001     32.22

		C(4)         9.159e-003

		   HCO3-          6.810e-003  6.174e-003    -2.167    -2.209    -0.043     23.20

		   CO2            2.199e-003  2.204e-003    -2.658    -2.657     0.001     33.63

		   CaHCO3+        1.422e-004  1.291e-004    -3.847    -3.889    -0.042      8.98

		   CaCO3          5.016e-006  5.028e-006    -5.300    -5.299     0.001    -14.66

		   CO3-2          2.421e-006  1.635e-006    -5.616    -5.786    -0.170     -7.24

		Ca           3.480e-003

		   Ca+2           3.333e-003  2.250e-003    -2.477    -2.648    -0.171    -18.25

		   CaHCO3+        1.422e-004  1.291e-004    -3.847    -3.889    -0.042      8.98

		   CaCO3          5.016e-006  5.028e-006    -5.300    -5.299     0.001    -14.66

		   CaOH+          3.365e-009  3.041e-009    -8.473    -8.517    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.967e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.810e-003  6.810e-003      1.00

				CaHCO3+          1.422e-004  1.422e-004      1.00

				CaCO3            1.003e-005  5.016e-006      2.00

				CO3-2            4.841e-006  2.421e-006      2.00

				H+              -1.342e-007  1.342e-007     -1.00

				OH-              2.657e-008  2.657e-008      1.00

				CaOH+            3.365e-009  3.365e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.18     -8.43   -8.26  CaCO3

				Calcite          -0.02     -8.43   -8.41  CaCO3

				CH4(g)         -149.16   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.63     -8.43   -7.80  CaCO3

		Reaction step 192.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 382 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -9.044e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.160e-003  9.159e-003

				Ca               3.481e-003  3.481e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.911      Charge balance

		                                       pe  =  15.052      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 427

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.015e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.969e-003

		                       Total CO2 (mol/kg)  =  9.160e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553071e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.341e-007  1.227e-007    -6.872    -6.911    -0.039      0.00

		   OH-            2.658e-008  2.397e-008    -7.575    -7.620    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.871  -151.870     0.001     32.22

		C(4)         9.160e-003

		   HCO3-          6.812e-003  6.176e-003    -2.167    -2.209    -0.043     23.20

		   CO2            2.198e-003  2.203e-003    -2.658    -2.657     0.001     33.63

		   CaHCO3+        1.422e-004  1.291e-004    -3.847    -3.889    -0.042      8.98

		   CaCO3          5.022e-006  5.033e-006    -5.299    -5.298     0.001    -14.66

		   CO3-2          2.423e-006  1.637e-006    -5.616    -5.786    -0.170     -7.24

		Ca           3.481e-003

		   Ca+2           3.334e-003  2.251e-003    -2.477    -2.648    -0.171    -18.25

		   CaHCO3+        1.422e-004  1.291e-004    -3.847    -3.889    -0.042      8.98

		   CaCO3          5.022e-006  5.033e-006    -5.299    -5.298     0.001    -14.66

		   CaOH+          3.368e-009  3.043e-009    -8.473    -8.517    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.969e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.812e-003  6.812e-003      1.00

				CaHCO3+          1.422e-004  1.422e-004      1.00

				CaCO3            1.004e-005  5.022e-006      2.00

				CO3-2            4.846e-006  2.423e-006      2.00

				H+              -1.341e-007  1.341e-007     -1.00

				OH-              2.658e-008  2.658e-008      1.00

				CaOH+            3.368e-009  3.368e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.18     -8.43   -8.26  CaCO3

				Calcite          -0.02     -8.43   -8.41  CaCO3

				CH4(g)         -149.16   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.63     -8.43   -7.80  CaCO3

		Reaction step 193.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 384 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -8.864e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.161e-003  9.160e-003

				Ca               3.482e-003  3.482e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.911      Charge balance

		                                       pe  =  15.051      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 427

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.015e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.971e-003

		                       Total CO2 (mol/kg)  =  9.161e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553071e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.341e-007  1.226e-007    -6.873    -6.911    -0.039      0.00

		   OH-            2.660e-008  2.398e-008    -7.575    -7.620    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.871  -151.870     0.001     32.22

		C(4)         9.161e-003

		   HCO3-          6.814e-003  6.177e-003    -2.167    -2.209    -0.043     23.20

		   CO2            2.197e-003  2.202e-003    -2.658    -2.657     0.001     33.63

		   CaHCO3+        1.423e-004  1.292e-004    -3.847    -3.889    -0.042      8.98

		   CaCO3          5.027e-006  5.039e-006    -5.299    -5.298     0.001    -14.66

		   CO3-2          2.425e-006  1.638e-006    -5.615    -5.786    -0.170     -7.24

		Ca           3.482e-003

		   Ca+2           3.335e-003  2.251e-003    -2.477    -2.648    -0.171    -18.25

		   CaHCO3+        1.423e-004  1.292e-004    -3.847    -3.889    -0.042      8.98

		   CaCO3          5.027e-006  5.039e-006    -5.299    -5.298     0.001    -14.66

		   CaOH+          3.371e-009  3.046e-009    -8.472    -8.516    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.971e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.814e-003  6.814e-003      1.00

				CaHCO3+          1.423e-004  1.423e-004      1.00

				CaCO3            1.005e-005  5.027e-006      2.00

				CO3-2            4.850e-006  2.425e-006      2.00

				H+              -1.341e-007  1.341e-007     -1.00

				OH-              2.660e-008  2.660e-008      1.00

				CaOH+            3.371e-009  3.371e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.18     -8.43   -8.26  CaCO3

				Calcite          -0.02     -8.43   -8.41  CaCO3

				CH4(g)         -149.16   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.63     -8.43   -7.80  CaCO3

		Reaction step 194.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 386 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -8.688e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.161e-003  9.161e-003

				Ca               3.483e-003  3.483e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.912      Charge balance

		                                       pe  =  15.051      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 427

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.016e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.973e-003

		                       Total CO2 (mol/kg)  =  9.161e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553071e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.340e-007  1.226e-007    -6.873    -6.912    -0.039      0.00

		   OH-            2.662e-008  2.400e-008    -7.575    -7.620    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.871  -151.870     0.001     32.22

		C(4)         9.161e-003

		   HCO3-          6.816e-003  6.179e-003    -2.167    -2.209    -0.043     23.20

		   CO2            2.196e-003  2.201e-003    -2.658    -2.657     0.001     33.63

		   CaHCO3+        1.424e-004  1.293e-004    -3.847    -3.889    -0.042      8.98

		   CaCO3          5.032e-006  5.044e-006    -5.298    -5.297     0.001    -14.66

		   CO3-2          2.427e-006  1.639e-006    -5.615    -5.785    -0.170     -7.24

		Ca           3.483e-003

		   Ca+2           3.336e-003  2.252e-003    -2.477    -2.648    -0.171    -18.25

		   CaHCO3+        1.424e-004  1.293e-004    -3.847    -3.889    -0.042      8.98

		   CaCO3          5.032e-006  5.044e-006    -5.298    -5.297     0.001    -14.66

		   CaOH+          3.374e-009  3.048e-009    -8.472    -8.516    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.973e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.816e-003  6.816e-003      1.00

				CaHCO3+          1.424e-004  1.424e-004      1.00

				CaCO3            1.006e-005  5.032e-006      2.00

				CO3-2            4.855e-006  2.427e-006      2.00

				H+              -1.340e-007  1.340e-007     -1.00

				OH-              2.662e-008  2.662e-008      1.00

				CaOH+            3.374e-009  3.374e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.18     -8.43   -8.26  CaCO3

				Calcite          -0.02     -8.43   -8.41  CaCO3

				CH4(g)         -149.16   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.63     -8.43   -7.80  CaCO3

		Reaction step 195.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 388 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -8.515e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.162e-003  9.162e-003

				Ca               3.484e-003  3.484e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.912      Charge balance

		                                       pe  =  15.051      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 427

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.016e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.974e-003

		                       Total CO2 (mol/kg)  =  9.162e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553071e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.339e-007  1.225e-007    -6.873    -6.912    -0.039      0.00

		   OH-            2.663e-008  2.401e-008    -7.575    -7.620    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.871  -151.870     0.001     32.22

		C(4)         9.162e-003

		   HCO3-          6.817e-003  6.180e-003    -2.166    -2.209    -0.043     23.20

		   CO2            2.195e-003  2.200e-003    -2.659    -2.658     0.001     33.63

		   CaHCO3+        1.424e-004  1.293e-004    -3.846    -3.888    -0.042      8.98

		   CaCO3          5.038e-006  5.049e-006    -5.298    -5.297     0.001    -14.66

		   CO3-2          2.429e-006  1.641e-006    -5.614    -5.785    -0.170     -7.24

		Ca           3.484e-003

		   Ca+2           3.336e-003  2.252e-003    -2.477    -2.647    -0.171    -18.25

		   CaHCO3+        1.424e-004  1.293e-004    -3.846    -3.888    -0.042      8.98

		   CaCO3          5.038e-006  5.049e-006    -5.298    -5.297     0.001    -14.66

		   CaOH+          3.377e-009  3.051e-009    -8.472    -8.516    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.974e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.817e-003  6.817e-003      1.00

				CaHCO3+          1.424e-004  1.424e-004      1.00

				CaCO3            1.008e-005  5.038e-006      2.00

				CO3-2            4.859e-006  2.429e-006      2.00

				H+              -1.339e-007  1.339e-007     -1.00

				OH-              2.663e-008  2.663e-008      1.00

				CaOH+            3.377e-009  3.377e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.18     -8.43   -8.26  CaCO3

				Calcite          -0.02     -8.43   -8.41  CaCO3

				CH4(g)         -149.16   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.63     -8.43   -7.80  CaCO3

		Reaction step 196.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 390 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -8.345e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.163e-003  9.163e-003

				Ca               3.485e-003  3.485e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.912      Charge balance

		                                       pe  =  15.051      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 428

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.016e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.976e-003

		                       Total CO2 (mol/kg)  =  9.163e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553072e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.338e-007  1.224e-007    -6.873    -6.912    -0.039      0.00

		   OH-            2.665e-008  2.403e-008    -7.574    -7.619    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.872  -151.871     0.001     32.22

		C(4)         9.163e-003

		   HCO3-          6.819e-003  6.181e-003    -2.166    -2.209    -0.043     23.20

		   CO2            2.194e-003  2.200e-003    -2.659    -2.658     0.001     33.63

		   CaHCO3+        1.425e-004  1.294e-004    -3.846    -3.888    -0.042      8.98

		   CaCO3          5.043e-006  5.055e-006    -5.297    -5.296     0.001    -14.66

		   CO3-2          2.432e-006  1.642e-006    -5.614    -5.785    -0.170     -7.24

		Ca           3.485e-003

		   Ca+2           3.337e-003  2.252e-003    -2.477    -2.647    -0.171    -18.25

		   CaHCO3+        1.425e-004  1.294e-004    -3.846    -3.888    -0.042      8.98

		   CaCO3          5.043e-006  5.055e-006    -5.297    -5.296     0.001    -14.66

		   CaOH+          3.379e-009  3.053e-009    -8.471    -8.515    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.976e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.819e-003  6.819e-003      1.00

				CaHCO3+          1.425e-004  1.425e-004      1.00

				CaCO3            1.009e-005  5.043e-006      2.00

				CO3-2            4.863e-006  2.432e-006      2.00

				H+              -1.338e-007  1.338e-007     -1.00

				OH-              2.665e-008  2.665e-008      1.00

				CaOH+            3.379e-009  3.379e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.18     -8.43   -8.26  CaCO3

				Calcite          -0.02     -8.43   -8.41  CaCO3

				CH4(g)         -149.16   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.63     -8.43   -7.80  CaCO3

		Reaction step 197.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 392 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -8.179e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.164e-003  9.164e-003

				Ca               3.485e-003  3.485e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.912      Charge balance

		                                       pe  =  15.050      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 428

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.016e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.978e-003

		                       Total CO2 (mol/kg)  =  9.164e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553072e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.337e-007  1.223e-007    -6.874    -6.912    -0.039      0.00

		   OH-            2.667e-008  2.404e-008    -7.574    -7.619    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.872  -151.871     0.001     32.22

		C(4)         9.164e-003

		   HCO3-          6.820e-003  6.183e-003    -2.166    -2.209    -0.043     23.20

		   CO2            2.194e-003  2.199e-003    -2.659    -2.658     0.001     33.63

		   CaHCO3+        1.425e-004  1.294e-004    -3.846    -3.888    -0.042      8.98

		   CaCO3          5.048e-006  5.060e-006    -5.297    -5.296     0.001    -14.66

		   CO3-2          2.434e-006  1.643e-006    -5.614    -5.784    -0.170     -7.24

		Ca           3.485e-003

		   Ca+2           3.338e-003  2.253e-003    -2.477    -2.647    -0.171    -18.25

		   CaHCO3+        1.425e-004  1.294e-004    -3.846    -3.888    -0.042      8.98

		   CaCO3          5.048e-006  5.060e-006    -5.297    -5.296     0.001    -14.66

		   CaOH+          3.382e-009  3.056e-009    -8.471    -8.515    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.978e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.820e-003  6.820e-003      1.00

				CaHCO3+          1.425e-004  1.425e-004      1.00

				CaCO3            1.010e-005  5.048e-006      2.00

				CO3-2            4.867e-006  2.434e-006      2.00

				H+              -1.337e-007  1.337e-007     -1.00

				OH-              2.667e-008  2.667e-008      1.00

				CaOH+            3.382e-009  3.382e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.18     -8.43   -8.26  CaCO3

				Calcite          -0.02     -8.43   -8.41  CaCO3

				CH4(g)         -149.16   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.63     -8.43   -7.80  CaCO3

		Reaction step 198.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 394 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -8.016e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.165e-003  9.164e-003

				Ca               3.486e-003  3.486e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.913      Charge balance

		                                       pe  =  15.050      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 428

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.016e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.979e-003

		                       Total CO2 (mol/kg)  =  9.165e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553072e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.337e-007  1.223e-007    -6.874    -6.913    -0.039      0.00

		   OH-            2.668e-008  2.405e-008    -7.574    -7.619    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.872  -151.871     0.001     32.22

		C(4)         9.165e-003

		   HCO3-          6.822e-003  6.184e-003    -2.166    -2.209    -0.043     23.20

		   CO2            2.193e-003  2.198e-003    -2.659    -2.658     0.001     33.63

		   CaHCO3+        1.426e-004  1.295e-004    -3.846    -3.888    -0.042      8.98

		   CaCO3          5.053e-006  5.065e-006    -5.296    -5.295     0.001    -14.66

		   CO3-2          2.436e-006  1.645e-006    -5.613    -5.784    -0.171     -7.24

		Ca           3.486e-003

		   Ca+2           3.339e-003  2.253e-003    -2.476    -2.647    -0.171    -18.25

		   CaHCO3+        1.426e-004  1.295e-004    -3.846    -3.888    -0.042      8.98

		   CaCO3          5.053e-006  5.065e-006    -5.296    -5.295     0.001    -14.66

		   CaOH+          3.385e-009  3.058e-009    -8.470    -8.515    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.979e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.822e-003  6.822e-003      1.00

				CaHCO3+          1.426e-004  1.426e-004      1.00

				CaCO3            1.011e-005  5.053e-006      2.00

				CO3-2            4.871e-006  2.436e-006      2.00

				H+              -1.337e-007  1.337e-007     -1.00

				OH-              2.668e-008  2.668e-008      1.00

				CaOH+            3.385e-009  3.385e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.18     -8.43   -8.26  CaCO3

				Calcite          -0.02     -8.43   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.63     -8.43   -7.80  CaCO3

		Reaction step 199.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 396 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -7.856e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.165e-003  9.165e-003

				Ca               3.487e-003  3.487e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.913      Charge balance

		                                       pe  =  15.050      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 428

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.017e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.981e-003

		                       Total CO2 (mol/kg)  =  9.165e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553072e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.336e-007  1.222e-007    -6.874    -6.913    -0.039      0.00

		   OH-            2.670e-008  2.407e-008    -7.574    -7.619    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.872  -151.871     0.001     32.22

		C(4)         9.165e-003

		   HCO3-          6.823e-003  6.185e-003    -2.166    -2.209    -0.043     23.20

		   CO2            2.192e-003  2.197e-003    -2.659    -2.658     0.001     33.63

		   CaHCO3+        1.426e-004  1.295e-004    -3.846    -3.888    -0.042      8.98

		   CaCO3          5.058e-006  5.069e-006    -5.296    -5.295     0.001    -14.66

		   CO3-2          2.438e-006  1.646e-006    -5.613    -5.784    -0.171     -7.24

		Ca           3.487e-003

		   Ca+2           3.339e-003  2.254e-003    -2.476    -2.647    -0.171    -18.25

		   CaHCO3+        1.426e-004  1.295e-004    -3.846    -3.888    -0.042      8.98

		   CaCO3          5.058e-006  5.069e-006    -5.296    -5.295     0.001    -14.66

		   CaOH+          3.387e-009  3.060e-009    -8.470    -8.514    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.981e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.823e-003  6.823e-003      1.00

				CaHCO3+          1.426e-004  1.426e-004      1.00

				CaCO3            1.012e-005  5.058e-006      2.00

				CO3-2            4.875e-006  2.438e-006      2.00

				H+              -1.336e-007  1.336e-007     -1.00

				OH-              2.670e-008  2.670e-008      1.00

				CaOH+            3.387e-009  3.387e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.18     -8.43   -8.26  CaCO3

				Calcite          -0.02     -8.43   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.63     -8.43   -7.80  CaCO3

		Reaction step 200.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 398 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -7.699e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.166e-003  9.166e-003

				Ca               3.488e-003  3.488e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.913      Charge balance

		                                       pe  =  15.050      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 428

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.017e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.982e-003

		                       Total CO2 (mol/kg)  =  9.166e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553073e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.335e-007  1.221e-007    -6.874    -6.913    -0.039      0.00

		   OH-            2.671e-008  2.408e-008    -7.573    -7.618    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.872  -151.871     0.001     32.22

		C(4)         9.166e-003

		   HCO3-          6.825e-003  6.187e-003    -2.166    -2.209    -0.043     23.20

		   CO2            2.191e-003  2.196e-003    -2.659    -2.658     0.001     33.63

		   CaHCO3+        1.427e-004  1.296e-004    -3.846    -3.887    -0.042      8.98

		   CaCO3          5.062e-006  5.074e-006    -5.296    -5.295     0.001    -14.66

		   CO3-2          2.440e-006  1.647e-006    -5.613    -5.783    -0.171     -7.24

		Ca           3.488e-003

		   Ca+2           3.340e-003  2.254e-003    -2.476    -2.647    -0.171    -18.25

		   CaHCO3+        1.427e-004  1.296e-004    -3.846    -3.887    -0.042      8.98

		   CaCO3          5.062e-006  5.074e-006    -5.296    -5.295     0.001    -14.66

		   CaOH+          3.390e-009  3.062e-009    -8.470    -8.514    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.982e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.825e-003  6.825e-003      1.00

				CaHCO3+          1.427e-004  1.427e-004      1.00

				CaCO3            1.012e-005  5.062e-006      2.00

				CO3-2            4.879e-006  2.440e-006      2.00

				H+              -1.335e-007  1.335e-007     -1.00

				OH-              2.671e-008  2.671e-008      1.00

				CaOH+            3.390e-009  3.390e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.17     -8.43   -8.26  CaCO3

				Calcite          -0.02     -8.43   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.63     -8.43   -7.80  CaCO3

		Reaction step 201.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 400 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -7.545e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.167e-003  9.167e-003

				Ca               3.489e-003  3.489e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.913      Charge balance

		                                       pe  =  15.049      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 428

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.017e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.984e-003

		                       Total CO2 (mol/kg)  =  9.167e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553073e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.334e-007  1.221e-007    -6.875    -6.913    -0.039      0.00

		   OH-            2.673e-008  2.409e-008    -7.573    -7.618    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.872  -151.871     0.001     32.22

		C(4)         9.167e-003

		   HCO3-          6.826e-003  6.188e-003    -2.166    -2.208    -0.043     23.20

		   CO2            2.190e-003  2.196e-003    -2.659    -2.658     0.001     33.63

		   CaHCO3+        1.428e-004  1.296e-004    -3.845    -3.887    -0.042      8.98

		   CaCO3          5.067e-006  5.079e-006    -5.295    -5.294     0.001    -14.66

		   CO3-2          2.441e-006  1.649e-006    -5.612    -5.783    -0.171     -7.24

		Ca           3.489e-003

		   Ca+2           3.341e-003  2.254e-003    -2.476    -2.647    -0.171    -18.25

		   CaHCO3+        1.428e-004  1.296e-004    -3.845    -3.887    -0.042      8.98

		   CaCO3          5.067e-006  5.079e-006    -5.295    -5.294     0.001    -14.66

		   CaOH+          3.392e-009  3.065e-009    -8.470    -8.514    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.984e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.826e-003  6.826e-003      1.00

				CaHCO3+          1.428e-004  1.428e-004      1.00

				CaCO3            1.013e-005  5.067e-006      2.00

				CO3-2            4.883e-006  2.441e-006      2.00

				H+              -1.334e-007  1.334e-007     -1.00

				OH-              2.673e-008  2.673e-008      1.00

				CaOH+            3.392e-009  3.392e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.17     -8.43   -8.26  CaCO3

				Calcite          -0.02     -8.43   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.63     -8.43   -7.80  CaCO3

		Reaction step 202.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 402 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -7.395e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.168e-003  9.167e-003

				Ca               3.489e-003  3.489e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.914      Charge balance

		                                       pe  =  15.049      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 428

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.017e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.985e-003

		                       Total CO2 (mol/kg)  =  9.168e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553073e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.334e-007  1.220e-007    -6.875    -6.914    -0.039      0.00

		   OH-            2.674e-008  2.411e-008    -7.573    -7.618    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.873  -151.872     0.001     32.22

		C(4)         9.168e-003

		   HCO3-          6.828e-003  6.189e-003    -2.166    -2.208    -0.043     23.20

		   CO2            2.190e-003  2.195e-003    -2.660    -2.659     0.001     33.63

		   CaHCO3+        1.428e-004  1.297e-004    -3.845    -3.887    -0.042      8.98

		   CaCO3          5.072e-006  5.083e-006    -5.295    -5.294     0.001    -14.66

		   CO3-2          2.443e-006  1.650e-006    -5.612    -5.783    -0.171     -7.24

		Ca           3.489e-003

		   Ca+2           3.341e-003  2.255e-003    -2.476    -2.647    -0.171    -18.25

		   CaHCO3+        1.428e-004  1.297e-004    -3.845    -3.887    -0.042      8.98

		   CaCO3          5.072e-006  5.083e-006    -5.295    -5.294     0.001    -14.66

		   CaOH+          3.395e-009  3.067e-009    -8.469    -8.513    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.985e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.828e-003  6.828e-003      1.00

				CaHCO3+          1.428e-004  1.428e-004      1.00

				CaCO3            1.014e-005  5.072e-006      2.00

				CO3-2            4.887e-006  2.443e-006      2.00

				H+              -1.334e-007  1.334e-007     -1.00

				OH-              2.674e-008  2.674e-008      1.00

				CaOH+            3.395e-009  3.395e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.17     -8.43   -8.26  CaCO3

				Calcite          -0.02     -8.43   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.63     -8.43   -7.80  CaCO3

		Reaction step 203.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 404 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -7.247e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.168e-003  9.168e-003

				Ca               3.490e-003  3.490e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.914      Charge balance

		                                       pe  =  15.049      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 428

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.018e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.987e-003

		                       Total CO2 (mol/kg)  =  9.168e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553073e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.333e-007  1.219e-007    -6.875    -6.914    -0.039      0.00

		   OH-            2.676e-008  2.412e-008    -7.573    -7.618    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.873  -151.872     0.001     32.22

		C(4)         9.168e-003

		   HCO3-          6.829e-003  6.190e-003    -2.166    -2.208    -0.043     23.20

		   CO2            2.189e-003  2.194e-003    -2.660    -2.659     0.001     33.63

		   CaHCO3+        1.429e-004  1.297e-004    -3.845    -3.887    -0.042      8.98

		   CaCO3          5.076e-006  5.088e-006    -5.294    -5.293     0.001    -14.66

		   CO3-2          2.445e-006  1.651e-006    -5.612    -5.782    -0.171     -7.24

		Ca           3.490e-003

		   Ca+2           3.342e-003  2.255e-003    -2.476    -2.647    -0.171    -18.25

		   CaHCO3+        1.429e-004  1.297e-004    -3.845    -3.887    -0.042      8.98

		   CaCO3          5.076e-006  5.088e-006    -5.294    -5.293     0.001    -14.66

		   CaOH+          3.397e-009  3.069e-009    -8.469    -8.513    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.987e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.829e-003  6.829e-003      1.00

				CaHCO3+          1.429e-004  1.429e-004      1.00

				CaCO3            1.015e-005  5.076e-006      2.00

				CO3-2            4.890e-006  2.445e-006      2.00

				H+              -1.333e-007  1.333e-007     -1.00

				OH-              2.676e-008  2.676e-008      1.00

				CaOH+            3.397e-009  3.397e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.17     -8.43   -8.26  CaCO3

				Calcite          -0.02     -8.43   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.63     -8.43   -7.80  CaCO3

		Reaction step 204.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 406 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -7.102e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.169e-003  9.169e-003

				Ca               3.491e-003  3.491e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.914      Charge balance

		                                       pe  =  15.049      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 428

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.018e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.988e-003

		                       Total CO2 (mol/kg)  =  9.169e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553074e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.332e-007  1.219e-007    -6.875    -6.914    -0.039      0.00

		   OH-            2.677e-008  2.413e-008    -7.572    -7.617    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.873  -151.872     0.001     32.22

		C(4)         9.169e-003

		   HCO3-          6.830e-003  6.192e-003    -2.166    -2.208    -0.043     23.20

		   CO2            2.188e-003  2.193e-003    -2.660    -2.659     0.001     33.63

		   CaHCO3+        1.429e-004  1.298e-004    -3.845    -3.887    -0.042      8.98

		   CaCO3          5.080e-006  5.092e-006    -5.294    -5.293     0.001    -14.66

		   CO3-2          2.447e-006  1.652e-006    -5.611    -5.782    -0.171     -7.24

		Ca           3.491e-003

		   Ca+2           3.343e-003  2.256e-003    -2.476    -2.647    -0.171    -18.25

		   CaHCO3+        1.429e-004  1.298e-004    -3.845    -3.887    -0.042      8.98

		   CaCO3          5.080e-006  5.092e-006    -5.294    -5.293     0.001    -14.66

		   CaOH+          3.399e-009  3.071e-009    -8.469    -8.513    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.988e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.830e-003  6.830e-003      1.00

				CaHCO3+          1.429e-004  1.429e-004      1.00

				CaCO3            1.016e-005  5.080e-006      2.00

				CO3-2            4.894e-006  2.447e-006      2.00

				H+              -1.332e-007  1.332e-007     -1.00

				OH-              2.677e-008  2.677e-008      1.00

				CaOH+            3.399e-009  3.399e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.17     -8.43   -8.26  CaCO3

				Calcite          -0.02     -8.43   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.63     -8.43   -7.80  CaCO3

		Reaction step 205.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 408 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -6.960e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.170e-003  9.170e-003

				Ca               3.491e-003  3.491e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.914      Charge balance

		                                       pe  =  15.049      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 428

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.018e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.990e-003

		                       Total CO2 (mol/kg)  =  9.170e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553074e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.332e-007  1.218e-007    -6.876    -6.914    -0.039      0.00

		   OH-            2.678e-008  2.414e-008    -7.572    -7.617    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.873  -151.872     0.001     32.22

		C(4)         9.170e-003

		   HCO3-          6.832e-003  6.193e-003    -2.165    -2.208    -0.043     23.20

		   CO2            2.188e-003  2.193e-003    -2.660    -2.659     0.001     33.63

		   CaHCO3+        1.430e-004  1.298e-004    -3.845    -3.887    -0.042      8.98

		   CaCO3          5.085e-006  5.097e-006    -5.294    -5.293     0.001    -14.66

		   CO3-2          2.449e-006  1.653e-006    -5.611    -5.782    -0.171     -7.24

		Ca           3.491e-003

		   Ca+2           3.343e-003  2.256e-003    -2.476    -2.647    -0.171    -18.25

		   CaHCO3+        1.430e-004  1.298e-004    -3.845    -3.887    -0.042      8.98

		   CaCO3          5.085e-006  5.097e-006    -5.294    -5.293     0.001    -14.66

		   CaOH+          3.402e-009  3.073e-009    -8.468    -8.512    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.990e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.832e-003  6.832e-003      1.00

				CaHCO3+          1.430e-004  1.430e-004      1.00

				CaCO3            1.017e-005  5.085e-006      2.00

				CO3-2            4.897e-006  2.449e-006      2.00

				H+              -1.332e-007  1.332e-007     -1.00

				OH-              2.678e-008  2.678e-008      1.00

				CaOH+            3.402e-009  3.402e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.17     -8.43   -8.26  CaCO3

				Calcite          -0.02     -8.43   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.63     -8.43   -7.80  CaCO3

		Reaction step 206.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 410 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -6.821e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.171e-003  9.170e-003

				Ca               3.492e-003  3.492e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.915      Charge balance

		                                       pe  =  15.048      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 428

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.018e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.991e-003

		                       Total CO2 (mol/kg)  =  9.171e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553074e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.331e-007  1.217e-007    -6.876    -6.915    -0.039      0.00

		   OH-            2.680e-008  2.416e-008    -7.572    -7.617    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.873  -151.872     0.001     32.22

		C(4)         9.171e-003

		   HCO3-          6.833e-003  6.194e-003    -2.165    -2.208    -0.043     23.20

		   CO2            2.187e-003  2.192e-003    -2.660    -2.659     0.001     33.63

		   CaHCO3+        1.430e-004  1.298e-004    -3.845    -3.887    -0.042      8.98

		   CaCO3          5.089e-006  5.101e-006    -5.293    -5.292     0.001    -14.66

		   CO3-2          2.450e-006  1.654e-006    -5.611    -5.781    -0.171     -7.24

		Ca           3.492e-003

		   Ca+2           3.344e-003  2.256e-003    -2.476    -2.647    -0.171    -18.25

		   CaHCO3+        1.430e-004  1.298e-004    -3.845    -3.887    -0.042      8.98

		   CaCO3          5.089e-006  5.101e-006    -5.293    -5.292     0.001    -14.66

		   CaOH+          3.404e-009  3.075e-009    -8.468    -8.512    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.991e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.833e-003  6.833e-003      1.00

				CaHCO3+          1.430e-004  1.430e-004      1.00

				CaCO3            1.018e-005  5.089e-006      2.00

				CO3-2            4.901e-006  2.450e-006      2.00

				H+              -1.331e-007  1.331e-007     -1.00

				OH-              2.680e-008  2.680e-008      1.00

				CaOH+            3.404e-009  3.404e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.17     -8.43   -8.26  CaCO3

				Calcite          -0.02     -8.43   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.63     -8.43   -7.80  CaCO3

		Reaction step 207.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 412 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -6.685e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.171e-003  9.171e-003

				Ca               3.493e-003  3.493e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.915      Charge balance

		                                       pe  =  15.048      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 428

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.018e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.992e-003

		                       Total CO2 (mol/kg)  =  9.171e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553074e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.330e-007  1.217e-007    -6.876    -6.915    -0.039      0.00

		   OH-            2.681e-008  2.417e-008    -7.572    -7.617    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.873  -151.872     0.001     32.22

		C(4)         9.171e-003

		   HCO3-          6.834e-003  6.195e-003    -2.165    -2.208    -0.043     23.20

		   CO2            2.186e-003  2.191e-003    -2.660    -2.659     0.001     33.63

		   CaHCO3+        1.431e-004  1.299e-004    -3.844    -3.886    -0.042      8.98

		   CaCO3          5.093e-006  5.105e-006    -5.293    -5.292     0.001    -14.66

		   CO3-2          2.452e-006  1.655e-006    -5.610    -5.781    -0.171     -7.24

		Ca           3.493e-003

		   Ca+2           3.345e-003  2.257e-003    -2.476    -2.647    -0.171    -18.25

		   CaHCO3+        1.431e-004  1.299e-004    -3.844    -3.886    -0.042      8.98

		   CaCO3          5.093e-006  5.105e-006    -5.293    -5.292     0.001    -14.66

		   CaOH+          3.406e-009  3.077e-009    -8.468    -8.512    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.992e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.834e-003  6.834e-003      1.00

				CaHCO3+          1.431e-004  1.431e-004      1.00

				CaCO3            1.019e-005  5.093e-006      2.00

				CO3-2            4.904e-006  2.452e-006      2.00

				H+              -1.330e-007  1.330e-007     -1.00

				OH-              2.681e-008  2.681e-008      1.00

				CaOH+            3.406e-009  3.406e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.17     -8.43   -8.26  CaCO3

				Calcite          -0.02     -8.43   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.63     -8.43   -7.80  CaCO3

		Reaction step 208.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 414 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -6.551e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.172e-003  9.172e-003

				Ca               3.493e-003  3.493e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.915      Charge balance

		                                       pe  =  15.048      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 429

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.018e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.994e-003

		                       Total CO2 (mol/kg)  =  9.172e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553074e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.330e-007  1.216e-007    -6.876    -6.915    -0.039      0.00

		   OH-            2.682e-008  2.418e-008    -7.571    -7.617    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.873  -151.872     0.001     32.22

		C(4)         9.172e-003

		   HCO3-          6.836e-003  6.196e-003    -2.165    -2.208    -0.043     23.20

		   CO2            2.186e-003  2.191e-003    -2.660    -2.659     0.001     33.63

		   CaHCO3+        1.431e-004  1.299e-004    -3.844    -3.886    -0.042      8.98

		   CaCO3          5.097e-006  5.109e-006    -5.293    -5.292     0.001    -14.66

		   CO3-2          2.454e-006  1.656e-006    -5.610    -5.781    -0.171     -7.24

		Ca           3.493e-003

		   Ca+2           3.345e-003  2.257e-003    -2.476    -2.646    -0.171    -18.25

		   CaHCO3+        1.431e-004  1.299e-004    -3.844    -3.886    -0.042      8.98

		   CaCO3          5.097e-006  5.109e-006    -5.293    -5.292     0.001    -14.66

		   CaOH+          3.408e-009  3.079e-009    -8.467    -8.512    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.994e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.836e-003  6.836e-003      1.00

				CaHCO3+          1.431e-004  1.431e-004      1.00

				CaCO3            1.019e-005  5.097e-006      2.00

				CO3-2            4.908e-006  2.454e-006      2.00

				H+              -1.330e-007  1.330e-007     -1.00

				OH-              2.682e-008  2.682e-008      1.00

				CaOH+            3.408e-009  3.408e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.17     -8.43   -8.26  CaCO3

				Calcite          -0.02     -8.43   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.63     -8.43   -7.80  CaCO3

		Reaction step 209.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 416 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -6.420e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.173e-003  9.172e-003

				Ca               3.494e-003  3.494e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.915      Charge balance

		                                       pe  =  15.048      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 429

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.019e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.995e-003

		                       Total CO2 (mol/kg)  =  9.173e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553075e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.329e-007  1.216e-007    -6.876    -6.915    -0.039      0.00

		   OH-            2.684e-008  2.419e-008    -7.571    -7.616    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.873  -151.872     0.001     32.22

		C(4)         9.173e-003

		   HCO3-          6.837e-003  6.197e-003    -2.165    -2.208    -0.043     23.20

		   CO2            2.185e-003  2.190e-003    -2.661    -2.660     0.001     33.63

		   CaHCO3+        1.432e-004  1.300e-004    -3.844    -3.886    -0.042      8.98

		   CaCO3          5.101e-006  5.113e-006    -5.292    -5.291     0.001    -14.66

		   CO3-2          2.455e-006  1.658e-006    -5.610    -5.781    -0.171     -7.24

		Ca           3.494e-003

		   Ca+2           3.346e-003  2.257e-003    -2.475    -2.646    -0.171    -18.25

		   CaHCO3+        1.432e-004  1.300e-004    -3.844    -3.886    -0.042      8.98

		   CaCO3          5.101e-006  5.113e-006    -5.292    -5.291     0.001    -14.66

		   CaOH+          3.410e-009  3.081e-009    -8.467    -8.511    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.995e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.837e-003  6.837e-003      1.00

				CaHCO3+          1.432e-004  1.432e-004      1.00

				CaCO3            1.020e-005  5.101e-006      2.00

				CO3-2            4.911e-006  2.455e-006      2.00

				H+              -1.329e-007  1.329e-007     -1.00

				OH-              2.684e-008  2.684e-008      1.00

				CaOH+            3.410e-009  3.410e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.17     -8.43   -8.26  CaCO3

				Calcite          -0.02     -8.43   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.43   -7.80  CaCO3

		Reaction step 210.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 418 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -6.291e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.173e-003  9.173e-003

				Ca               3.495e-003  3.495e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.915      Charge balance

		                                       pe  =  15.048      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 429

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.019e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.996e-003

		                       Total CO2 (mol/kg)  =  9.173e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553075e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.329e-007  1.215e-007    -6.877    -6.915    -0.039      0.00

		   OH-            2.685e-008  2.420e-008    -7.571    -7.616    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.874  -151.873     0.001     32.22

		C(4)         9.173e-003

		   HCO3-          6.838e-003  6.198e-003    -2.165    -2.208    -0.043     23.20

		   CO2            2.184e-003  2.190e-003    -2.661    -2.660     0.001     33.63

		   CaHCO3+        1.432e-004  1.300e-004    -3.844    -3.886    -0.042      8.98

		   CaCO3          5.105e-006  5.117e-006    -5.292    -5.291     0.001    -14.66

		   CO3-2          2.457e-006  1.659e-006    -5.610    -5.780    -0.171     -7.24

		Ca           3.495e-003

		   Ca+2           3.346e-003  2.258e-003    -2.475    -2.646    -0.171    -18.25

		   CaHCO3+        1.432e-004  1.300e-004    -3.844    -3.886    -0.042      8.98

		   CaCO3          5.105e-006  5.117e-006    -5.292    -5.291     0.001    -14.66

		   CaOH+          3.412e-009  3.083e-009    -8.467    -8.511    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.996e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.838e-003  6.838e-003      1.00

				CaHCO3+          1.432e-004  1.432e-004      1.00

				CaCO3            1.021e-005  5.105e-006      2.00

				CO3-2            4.914e-006  2.457e-006      2.00

				H+              -1.329e-007  1.329e-007     -1.00

				OH-              2.685e-008  2.685e-008      1.00

				CaOH+            3.412e-009  3.412e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.17     -8.43   -8.26  CaCO3

				Calcite          -0.02     -8.43   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.43   -7.80  CaCO3

		Reaction step 211.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 420 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -6.165e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.174e-003  9.174e-003

				Ca               3.495e-003  3.495e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.916      Charge balance

		                                       pe  =  15.047      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 429

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.019e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.997e-003

		                       Total CO2 (mol/kg)  =  9.174e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553075e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.328e-007  1.215e-007    -6.877    -6.916    -0.039      0.00

		   OH-            2.686e-008  2.421e-008    -7.571    -7.616    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.874  -151.873     0.001     32.22

		C(4)         9.174e-003

		   HCO3-          6.839e-003  6.199e-003    -2.165    -2.208    -0.043     23.20

		   CO2            2.184e-003  2.189e-003    -2.661    -2.660     0.001     33.63

		   CaHCO3+        1.432e-004  1.301e-004    -3.844    -3.886    -0.042      8.98

		   CaCO3          5.109e-006  5.121e-006    -5.292    -5.291     0.001    -14.66

		   CO3-2          2.459e-006  1.660e-006    -5.609    -5.780    -0.171     -7.24

		Ca           3.495e-003

		   Ca+2           3.347e-003  2.258e-003    -2.475    -2.646    -0.171    -18.25

		   CaHCO3+        1.432e-004  1.301e-004    -3.844    -3.886    -0.042      8.98

		   CaCO3          5.109e-006  5.121e-006    -5.292    -5.291     0.001    -14.66

		   CaOH+          3.414e-009  3.084e-009    -8.467    -8.511    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.997e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.839e-003  6.839e-003      1.00

				CaHCO3+          1.432e-004  1.432e-004      1.00

				CaCO3            1.022e-005  5.109e-006      2.00

				CO3-2            4.917e-006  2.459e-006      2.00

				H+              -1.328e-007  1.328e-007     -1.00

				OH-              2.686e-008  2.686e-008      1.00

				CaOH+            3.414e-009  3.414e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.17     -8.43   -8.26  CaCO3

				Calcite          -0.02     -8.43   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.43   -7.80  CaCO3

		Reaction step 212.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 422 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -6.041e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.174e-003  9.174e-003

				Ca               3.496e-003  3.496e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.916      Charge balance

		                                       pe  =  15.047      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 429

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.019e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  6.999e-003

		                       Total CO2 (mol/kg)  =  9.174e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553075e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.328e-007  1.214e-007    -6.877    -6.916    -0.039      0.00

		   OH-            2.687e-008  2.422e-008    -7.571    -7.616    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.874  -151.873     0.001     32.22

		C(4)         9.174e-003

		   HCO3-          6.840e-003  6.200e-003    -2.165    -2.208    -0.043     23.20

		   CO2            2.183e-003  2.188e-003    -2.661    -2.660     0.001     33.63

		   CaHCO3+        1.433e-004  1.301e-004    -3.844    -3.886    -0.042      8.98

		   CaCO3          5.113e-006  5.125e-006    -5.291    -5.290     0.001    -14.66

		   CO3-2          2.460e-006  1.661e-006    -5.609    -5.780    -0.171     -7.24

		Ca           3.496e-003

		   Ca+2           3.348e-003  2.258e-003    -2.475    -2.646    -0.171    -18.25

		   CaHCO3+        1.433e-004  1.301e-004    -3.844    -3.886    -0.042      8.98

		   CaCO3          5.113e-006  5.125e-006    -5.291    -5.290     0.001    -14.66

		   CaOH+          3.416e-009  3.086e-009    -8.466    -8.511    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  6.999e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.840e-003  6.840e-003      1.00

				CaHCO3+          1.433e-004  1.433e-004      1.00

				CaCO3            1.023e-005  5.113e-006      2.00

				CO3-2            4.920e-006  2.460e-006      2.00

				H+              -1.328e-007  1.328e-007     -1.00

				OH-              2.687e-008  2.687e-008      1.00

				CaOH+            3.416e-009  3.416e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.17     -8.43   -8.26  CaCO3

				Calcite          -0.02     -8.43   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.43   -7.80  CaCO3

		Reaction step 213.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 424 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -5.920e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.175e-003  9.175e-003

				Ca               3.497e-003  3.496e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.916      Charge balance

		                                       pe  =  15.047      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 429

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.019e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.000e-003

		                       Total CO2 (mol/kg)  =  9.175e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553075e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.327e-007  1.214e-007    -6.877    -6.916    -0.039      0.00

		   OH-            2.688e-008  2.423e-008    -7.571    -7.616    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.874  -151.873     0.001     32.22

		C(4)         9.175e-003

		   HCO3-          6.841e-003  6.201e-003    -2.165    -2.208    -0.043     23.20

		   CO2            2.183e-003  2.188e-003    -2.661    -2.660     0.001     33.63

		   CaHCO3+        1.433e-004  1.301e-004    -3.844    -3.886    -0.042      8.98

		   CaCO3          5.116e-006  5.128e-006    -5.291    -5.290     0.001    -14.66

		   CO3-2          2.462e-006  1.662e-006    -5.609    -5.779    -0.171     -7.24

		Ca           3.497e-003

		   Ca+2           3.348e-003  2.259e-003    -2.475    -2.646    -0.171    -18.25

		   CaHCO3+        1.433e-004  1.301e-004    -3.844    -3.886    -0.042      8.98

		   CaCO3          5.116e-006  5.128e-006    -5.291    -5.290     0.001    -14.66

		   CaOH+          3.418e-009  3.088e-009    -8.466    -8.510    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.000e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.841e-003  6.841e-003      1.00

				CaHCO3+          1.433e-004  1.433e-004      1.00

				CaCO3            1.023e-005  5.116e-006      2.00

				CO3-2            4.923e-006  2.462e-006      2.00

				H+              -1.327e-007  1.327e-007     -1.00

				OH-              2.688e-008  2.688e-008      1.00

				CaOH+            3.418e-009  3.418e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.17     -8.43   -8.26  CaCO3

				Calcite          -0.02     -8.43   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.43   -7.80  CaCO3

		Reaction step 214.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 426 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -5.802e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.176e-003  9.175e-003

				Ca               3.497e-003  3.497e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.916      Charge balance

		                                       pe  =  15.047      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 429

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.020e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.001e-003

		                       Total CO2 (mol/kg)  =  9.176e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553075e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.326e-007  1.213e-007    -6.877    -6.916    -0.039      0.00

		   OH-            2.689e-008  2.424e-008    -7.570    -7.615    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.874  -151.873     0.001     32.22

		C(4)         9.176e-003

		   HCO3-          6.843e-003  6.202e-003    -2.165    -2.207    -0.043     23.20

		   CO2            2.182e-003  2.187e-003    -2.661    -2.660     0.001     33.63

		   CaHCO3+        1.434e-004  1.302e-004    -3.844    -3.885    -0.042      8.98

		   CaCO3          5.120e-006  5.132e-006    -5.291    -5.290     0.001    -14.66

		   CO3-2          2.463e-006  1.662e-006    -5.609    -5.779    -0.171     -7.24

		Ca           3.497e-003

		   Ca+2           3.349e-003  2.259e-003    -2.475    -2.646    -0.171    -18.25

		   CaHCO3+        1.434e-004  1.302e-004    -3.844    -3.885    -0.042      8.98

		   CaCO3          5.120e-006  5.132e-006    -5.291    -5.290     0.001    -14.66

		   CaOH+          3.420e-009  3.090e-009    -8.466    -8.510    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.001e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.843e-003  6.843e-003      1.00

				CaHCO3+          1.434e-004  1.434e-004      1.00

				CaCO3            1.024e-005  5.120e-006      2.00

				CO3-2            4.926e-006  2.463e-006      2.00

				H+              -1.326e-007  1.326e-007     -1.00

				OH-              2.689e-008  2.689e-008      1.00

				CaOH+            3.420e-009  3.420e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.17     -8.43   -8.26  CaCO3

				Calcite          -0.01     -8.43   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.43   -7.80  CaCO3

		Reaction step 215.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 428 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -5.685e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.176e-003  9.176e-003

				Ca               3.498e-003  3.498e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.916      Charge balance

		                                       pe  =  15.047      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 429

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.020e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.002e-003

		                       Total CO2 (mol/kg)  =  9.176e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553076e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.326e-007  1.213e-007    -6.877    -6.916    -0.039      0.00

		   OH-            2.691e-008  2.425e-008    -7.570    -7.615    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.874  -151.873     0.001     32.22

		C(4)         9.176e-003

		   HCO3-          6.844e-003  6.203e-003    -2.165    -2.207    -0.043     23.20

		   CO2            2.181e-003  2.187e-003    -2.661    -2.660     0.001     33.63

		   CaHCO3+        1.434e-004  1.302e-004    -3.843    -3.885    -0.042      8.98

		   CaCO3          5.123e-006  5.135e-006    -5.290    -5.289     0.001    -14.66

		   CO3-2          2.465e-006  1.663e-006    -5.608    -5.779    -0.171     -7.24

		Ca           3.498e-003

		   Ca+2           3.349e-003  2.259e-003    -2.475    -2.646    -0.171    -18.25

		   CaHCO3+        1.434e-004  1.302e-004    -3.843    -3.885    -0.042      8.98

		   CaCO3          5.123e-006  5.135e-006    -5.290    -5.289     0.001    -14.66

		   CaOH+          3.422e-009  3.091e-009    -8.466    -8.510    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.002e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.844e-003  6.844e-003      1.00

				CaHCO3+          1.434e-004  1.434e-004      1.00

				CaCO3            1.025e-005  5.123e-006      2.00

				CO3-2            4.929e-006  2.465e-006      2.00

				H+              -1.326e-007  1.326e-007     -1.00

				OH-              2.691e-008  2.691e-008      1.00

				CaOH+            3.422e-009  3.422e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.17     -8.43   -8.26  CaCO3

				Calcite          -0.01     -8.43   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.43   -7.80  CaCO3

		Reaction step 216.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 430 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -5.571e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.177e-003  9.176e-003

				Ca               3.498e-003  3.498e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.916      Charge balance

		                                       pe  =  15.046      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 429

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.020e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.003e-003

		                       Total CO2 (mol/kg)  =  9.177e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553076e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.325e-007  1.212e-007    -6.878    -6.916    -0.039      0.00

		   OH-            2.692e-008  2.426e-008    -7.570    -7.615    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.874  -151.873     0.001     32.22

		C(4)         9.177e-003

		   HCO3-          6.845e-003  6.204e-003    -2.165    -2.207    -0.043     23.20

		   CO2            2.181e-003  2.186e-003    -2.661    -2.660     0.001     33.63

		   CaHCO3+        1.435e-004  1.302e-004    -3.843    -3.885    -0.042      8.98

		   CaCO3          5.127e-006  5.139e-006    -5.290    -5.289     0.001    -14.66

		   CO3-2          2.466e-006  1.664e-006    -5.608    -5.779    -0.171     -7.24

		Ca           3.498e-003

		   Ca+2           3.350e-003  2.259e-003    -2.475    -2.646    -0.171    -18.25

		   CaHCO3+        1.435e-004  1.302e-004    -3.843    -3.885    -0.042      8.98

		   CaCO3          5.127e-006  5.139e-006    -5.290    -5.289     0.001    -14.66

		   CaOH+          3.424e-009  3.093e-009    -8.465    -8.510    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.003e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.845e-003  6.845e-003      1.00

				CaHCO3+          1.435e-004  1.435e-004      1.00

				CaCO3            1.025e-005  5.127e-006      2.00

				CO3-2            4.932e-006  2.466e-006      2.00

				H+              -1.325e-007  1.325e-007     -1.00

				OH-              2.692e-008  2.692e-008      1.00

				CaOH+            3.424e-009  3.424e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.17     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 217.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 432 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -5.459e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.177e-003  9.177e-003

				Ca               3.499e-003  3.499e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.917      Charge balance

		                                       pe  =  15.046      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 429

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.020e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.004e-003

		                       Total CO2 (mol/kg)  =  9.177e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553076e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.325e-007  1.212e-007    -6.878    -6.917    -0.039      0.00

		   OH-            2.693e-008  2.427e-008    -7.570    -7.615    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.874  -151.873     0.001     32.22

		C(4)         9.177e-003

		   HCO3-          6.846e-003  6.205e-003    -2.165    -2.207    -0.043     23.20

		   CO2            2.180e-003  2.185e-003    -2.661    -2.660     0.001     33.63

		   CaHCO3+        1.435e-004  1.303e-004    -3.843    -3.885    -0.042      8.98

		   CaCO3          5.130e-006  5.142e-006    -5.290    -5.289     0.001    -14.66

		   CO3-2          2.467e-006  1.665e-006    -5.608    -5.779    -0.171     -7.24

		Ca           3.499e-003

		   Ca+2           3.350e-003  2.260e-003    -2.475    -2.646    -0.171    -18.25

		   CaHCO3+        1.435e-004  1.303e-004    -3.843    -3.885    -0.042      8.98

		   CaCO3          5.130e-006  5.142e-006    -5.290    -5.289     0.001    -14.66

		   CaOH+          3.426e-009  3.095e-009    -8.465    -8.509    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.004e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.846e-003  6.846e-003      1.00

				CaHCO3+          1.435e-004  1.435e-004      1.00

				CaCO3            1.026e-005  5.130e-006      2.00

				CO3-2            4.935e-006  2.467e-006      2.00

				H+              -1.325e-007  1.325e-007     -1.00

				OH-              2.693e-008  2.693e-008      1.00

				CaOH+            3.426e-009  3.426e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.17     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 218.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 434 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -5.350e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.178e-003  9.177e-003

				Ca               3.499e-003  3.499e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.917      Charge balance

		                                       pe  =  15.046      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 429

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.020e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.005e-003

		                       Total CO2 (mol/kg)  =  9.178e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553076e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.324e-007  1.211e-007    -6.878    -6.917    -0.039      0.00

		   OH-            2.694e-008  2.428e-008    -7.570    -7.615    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.875  -151.873     0.001     32.22

		C(4)         9.178e-003

		   HCO3-          6.847e-003  6.206e-003    -2.165    -2.207    -0.043     23.20

		   CO2            2.180e-003  2.185e-003    -2.662    -2.661     0.001     33.63

		   CaHCO3+        1.435e-004  1.303e-004    -3.843    -3.885    -0.042      8.98

		   CaCO3          5.134e-006  5.146e-006    -5.290    -5.289     0.001    -14.66

		   CO3-2          2.469e-006  1.666e-006    -5.608    -5.778    -0.171     -7.24

		Ca           3.499e-003

		   Ca+2           3.351e-003  2.260e-003    -2.475    -2.646    -0.171    -18.25

		   CaHCO3+        1.435e-004  1.303e-004    -3.843    -3.885    -0.042      8.98

		   CaCO3          5.134e-006  5.146e-006    -5.290    -5.289     0.001    -14.66

		   CaOH+          3.427e-009  3.096e-009    -8.465    -8.509    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.005e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.847e-003  6.847e-003      1.00

				CaHCO3+          1.435e-004  1.435e-004      1.00

				CaCO3            1.027e-005  5.134e-006      2.00

				CO3-2            4.937e-006  2.469e-006      2.00

				H+              -1.324e-007  1.324e-007     -1.00

				OH-              2.694e-008  2.694e-008      1.00

				CaOH+            3.427e-009  3.427e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.17     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 219.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 436 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -5.242e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.178e-003  9.178e-003

				Ca               3.500e-003  3.500e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.917      Charge balance

		                                       pe  =  15.046      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 429

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.020e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.006e-003

		                       Total CO2 (mol/kg)  =  9.178e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553076e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.324e-007  1.211e-007    -6.878    -6.917    -0.039      0.00

		   OH-            2.695e-008  2.429e-008    -7.569    -7.615    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.875  -151.874     0.001     32.22

		C(4)         9.178e-003

		   HCO3-          6.848e-003  6.207e-003    -2.164    -2.207    -0.043     23.20

		   CO2            2.179e-003  2.184e-003    -2.662    -2.661     0.001     33.63

		   CaHCO3+        1.436e-004  1.303e-004    -3.843    -3.885    -0.042      8.98

		   CaCO3          5.137e-006  5.149e-006    -5.289    -5.288     0.001    -14.66

		   CO3-2          2.470e-006  1.667e-006    -5.607    -5.778    -0.171     -7.24

		Ca           3.500e-003

		   Ca+2           3.351e-003  2.260e-003    -2.475    -2.646    -0.171    -18.25

		   CaHCO3+        1.436e-004  1.303e-004    -3.843    -3.885    -0.042      8.98

		   CaCO3          5.137e-006  5.149e-006    -5.289    -5.288     0.001    -14.66

		   CaOH+          3.429e-009  3.098e-009    -8.465    -8.509    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.006e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.848e-003  6.848e-003      1.00

				CaHCO3+          1.436e-004  1.436e-004      1.00

				CaCO3            1.027e-005  5.137e-006      2.00

				CO3-2            4.940e-006  2.470e-006      2.00

				H+              -1.324e-007  1.324e-007     -1.00

				OH-              2.695e-008  2.695e-008      1.00

				CaOH+            3.429e-009  3.429e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.17     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 220.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 438 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -5.137e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.179e-003  9.179e-003

				Ca               3.500e-003  3.500e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.917      Charge balance

		                                       pe  =  15.046      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 429

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.020e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.007e-003

		                       Total CO2 (mol/kg)  =  9.179e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553076e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.323e-007  1.210e-007    -6.878    -6.917    -0.039      0.00

		   OH-            2.696e-008  2.430e-008    -7.569    -7.614    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.875  -151.874     0.001     32.22

		C(4)         9.179e-003

		   HCO3-          6.849e-003  6.207e-003    -2.164    -2.207    -0.043     23.20

		   CO2            2.179e-003  2.184e-003    -2.662    -2.661     0.001     33.63

		   CaHCO3+        1.436e-004  1.304e-004    -3.843    -3.885    -0.042      8.98

		   CaCO3          5.140e-006  5.152e-006    -5.289    -5.288     0.001    -14.66

		   CO3-2          2.471e-006  1.668e-006    -5.607    -5.778    -0.171     -7.24

		Ca           3.500e-003

		   Ca+2           3.352e-003  2.261e-003    -2.475    -2.646    -0.171    -18.25

		   CaHCO3+        1.436e-004  1.304e-004    -3.843    -3.885    -0.042      8.98

		   CaCO3          5.140e-006  5.152e-006    -5.289    -5.288     0.001    -14.66

		   CaOH+          3.431e-009  3.099e-009    -8.465    -8.509    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.007e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.849e-003  6.849e-003      1.00

				CaHCO3+          1.436e-004  1.436e-004      1.00

				CaCO3            1.028e-005  5.140e-006      2.00

				CO3-2            4.943e-006  2.471e-006      2.00

				H+              -1.323e-007  1.323e-007     -1.00

				OH-              2.696e-008  2.696e-008      1.00

				CaOH+            3.431e-009  3.431e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.17     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 221.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 440 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -5.034e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.179e-003  9.179e-003

				Ca               3.501e-003  3.501e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.917      Charge balance

		                                       pe  =  15.046      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 429

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.021e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.009e-003

		                       Total CO2 (mol/kg)  =  9.179e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553077e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.323e-007  1.210e-007    -6.878    -6.917    -0.039      0.00

		   OH-            2.697e-008  2.431e-008    -7.569    -7.614    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.875  -151.874     0.001     32.22

		C(4)         9.179e-003

		   HCO3-          6.850e-003  6.208e-003    -2.164    -2.207    -0.043     23.20

		   CO2            2.178e-003  2.183e-003    -2.662    -2.661     0.001     33.63

		   CaHCO3+        1.437e-004  1.304e-004    -3.843    -3.885    -0.042      8.98

		   CaCO3          5.143e-006  5.155e-006    -5.289    -5.288     0.001    -14.66

		   CO3-2          2.473e-006  1.669e-006    -5.607    -5.778    -0.171     -7.24

		Ca           3.501e-003

		   Ca+2           3.352e-003  2.261e-003    -2.475    -2.646    -0.171    -18.25

		   CaHCO3+        1.437e-004  1.304e-004    -3.843    -3.885    -0.042      8.98

		   CaCO3          5.143e-006  5.155e-006    -5.289    -5.288     0.001    -14.66

		   CaOH+          3.432e-009  3.101e-009    -8.464    -8.509    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.009e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.850e-003  6.850e-003      1.00

				CaHCO3+          1.437e-004  1.437e-004      1.00

				CaCO3            1.029e-005  5.143e-006      2.00

				CO3-2            4.945e-006  2.473e-006      2.00

				H+              -1.323e-007  1.323e-007     -1.00

				OH-              2.697e-008  2.697e-008      1.00

				CaOH+            3.432e-009  3.432e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.17     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 222.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 442 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -4.933e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.180e-003  9.180e-003

				Ca               3.501e-003  3.501e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.917      Charge balance

		                                       pe  =  15.045      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 429

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.021e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.009e-003

		                       Total CO2 (mol/kg)  =  9.180e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   4

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553077e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.322e-007  1.209e-007    -6.879    -6.917    -0.039      0.00

		   OH-            2.698e-008  2.432e-008    -7.569    -7.614    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.875  -151.874     0.001     32.22

		C(4)         9.180e-003

		   HCO3-          6.851e-003  6.209e-003    -2.164    -2.207    -0.043     23.20

		   CO2            2.178e-003  2.183e-003    -2.662    -2.661     0.001     33.63

		   CaHCO3+        1.437e-004  1.304e-004    -3.843    -3.885    -0.042      8.98

		   CaCO3          5.146e-006  5.158e-006    -5.289    -5.287     0.001    -14.66

		   CO3-2          2.474e-006  1.669e-006    -5.607    -5.777    -0.171     -7.24

		Ca           3.501e-003

		   Ca+2           3.353e-003  2.261e-003    -2.475    -2.646    -0.171    -18.25

		   CaHCO3+        1.437e-004  1.304e-004    -3.843    -3.885    -0.042      8.98

		   CaCO3          5.146e-006  5.158e-006    -5.289    -5.287     0.001    -14.66

		   CaOH+          3.434e-009  3.102e-009    -8.464    -8.508    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.009e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.851e-003  6.851e-003      1.00

				CaHCO3+          1.437e-004  1.437e-004      1.00

				CaCO3            1.029e-005  5.146e-006      2.00

				CO3-2            4.948e-006  2.474e-006      2.00

				H+              -1.322e-007  1.322e-007     -1.00

				OH-              2.698e-008  2.698e-008      1.00

				CaOH+            3.434e-009  3.434e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.17     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 223.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 444 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -4.863e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.180e-003  9.180e-003

				Ca               3.502e-003  3.502e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.918      Charge balance

		                                       pe  =  15.045      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 429

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.021e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.010e-003

		                       Total CO2 (mol/kg)  =  9.180e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   2

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553077e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.322e-007  1.209e-007    -6.879    -6.918    -0.039      0.00

		   OH-            2.699e-008  2.433e-008    -7.569    -7.614    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.875  -151.874     0.001     32.22

		C(4)         9.180e-003

		   HCO3-          6.852e-003  6.210e-003    -2.164    -2.207    -0.043     23.20

		   CO2            2.177e-003  2.182e-003    -2.662    -2.661     0.001     33.63

		   CaHCO3+        1.437e-004  1.305e-004    -3.842    -3.884    -0.042      8.98

		   CaCO3          5.149e-006  5.162e-006    -5.288    -5.287     0.001    -14.66

		   CO3-2          2.475e-006  1.670e-006    -5.606    -5.777    -0.171     -7.24

		Ca           3.502e-003

		   Ca+2           3.353e-003  2.261e-003    -2.475    -2.646    -0.171    -18.25

		   CaHCO3+        1.437e-004  1.305e-004    -3.842    -3.884    -0.042      8.98

		   CaCO3          5.149e-006  5.162e-006    -5.288    -5.287     0.001    -14.66

		   CaOH+          3.436e-009  3.104e-009    -8.464    -8.508    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.010e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.852e-003  6.852e-003      1.00

				CaHCO3+          1.437e-004  1.437e-004      1.00

				CaCO3            1.030e-005  5.149e-006      2.00

				CO3-2            4.950e-006  2.475e-006      2.00

				H+              -1.322e-007  1.322e-007     -1.00

				OH-              2.699e-008  2.699e-008      1.00

				CaOH+            3.436e-009  3.436e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.17     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 224.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 446 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -4.764e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.181e-003  9.180e-003

				Ca               3.502e-003  3.502e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.918      Charge balance

		                                       pe  =  15.045      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 430

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.021e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.011e-003

		                       Total CO2 (mol/kg)  =  9.181e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   2

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553077e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.322e-007  1.209e-007    -6.879    -6.918    -0.039      0.00

		   OH-            2.700e-008  2.433e-008    -7.569    -7.614    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.875  -151.874     0.001     32.22

		C(4)         9.181e-003

		   HCO3-          6.853e-003  6.211e-003    -2.164    -2.207    -0.043     23.20

		   CO2            2.177e-003  2.182e-003    -2.662    -2.661     0.001     33.63

		   CaHCO3+        1.438e-004  1.305e-004    -3.842    -3.884    -0.042      8.98

		   CaCO3          5.152e-006  5.165e-006    -5.288    -5.287     0.001    -14.66

		   CO3-2          2.476e-006  1.671e-006    -5.606    -5.777    -0.171     -7.24

		Ca           3.502e-003

		   Ca+2           3.353e-003  2.262e-003    -2.475    -2.646    -0.171    -18.25

		   CaHCO3+        1.438e-004  1.305e-004    -3.842    -3.884    -0.042      8.98

		   CaCO3          5.152e-006  5.165e-006    -5.288    -5.287     0.001    -14.66

		   CaOH+          3.437e-009  3.105e-009    -8.464    -8.508    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.011e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.853e-003  6.853e-003      1.00

				CaHCO3+          1.438e-004  1.438e-004      1.00

				CaCO3            1.030e-005  5.152e-006      2.00

				CO3-2            4.953e-006  2.476e-006      2.00

				H+              -1.322e-007  1.322e-007     -1.00

				OH-              2.700e-008  2.700e-008      1.00

				CaOH+            3.437e-009  3.437e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.17     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 225.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 448 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -4.668e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.181e-003  9.181e-003

				Ca               3.503e-003  3.503e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.918      Charge balance

		                                       pe  =  15.045      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 430

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.021e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.012e-003

		                       Total CO2 (mol/kg)  =  9.181e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   2

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553077e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.321e-007  1.208e-007    -6.879    -6.918    -0.039      0.00

		   OH-            2.701e-008  2.434e-008    -7.569    -7.614    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.875  -151.874     0.001     32.22

		C(4)         9.181e-003

		   HCO3-          6.853e-003  6.212e-003    -2.164    -2.207    -0.043     23.20

		   CO2            2.176e-003  2.182e-003    -2.662    -2.661     0.001     33.63

		   CaHCO3+        1.438e-004  1.305e-004    -3.842    -3.884    -0.042      8.98

		   CaCO3          5.155e-006  5.167e-006    -5.288    -5.287     0.001    -14.66

		   CO3-2          2.478e-006  1.672e-006    -5.606    -5.777    -0.171     -7.24

		Ca           3.503e-003

		   Ca+2           3.354e-003  2.262e-003    -2.474    -2.646    -0.171    -18.25

		   CaHCO3+        1.438e-004  1.305e-004    -3.842    -3.884    -0.042      8.98

		   CaCO3          5.155e-006  5.167e-006    -5.288    -5.287     0.001    -14.66

		   CaOH+          3.439e-009  3.106e-009    -8.464    -8.508    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.012e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.853e-003  6.853e-003      1.00

				CaHCO3+          1.438e-004  1.438e-004      1.00

				CaCO3            1.031e-005  5.155e-006      2.00

				CO3-2            4.955e-006  2.478e-006      2.00

				H+              -1.321e-007  1.321e-007     -1.00

				OH-              2.701e-008  2.701e-008      1.00

				CaOH+            3.439e-009  3.439e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.17     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 226.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 450 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -4.573e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.182e-003  9.181e-003

				Ca               3.503e-003  3.503e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.918      Charge balance

		                                       pe  =  15.045      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 430

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.021e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.013e-003

		                       Total CO2 (mol/kg)  =  9.182e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   2

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553077e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.321e-007  1.208e-007    -6.879    -6.918    -0.039      0.00

		   OH-            2.702e-008  2.435e-008    -7.568    -7.613    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.875  -151.874     0.001     32.22

		C(4)         9.182e-003

		   HCO3-          6.854e-003  6.212e-003    -2.164    -2.207    -0.043     23.20

		   CO2            2.176e-003  2.181e-003    -2.662    -2.661     0.001     33.63

		   CaHCO3+        1.438e-004  1.306e-004    -3.842    -3.884    -0.042      8.98

		   CaCO3          5.158e-006  5.170e-006    -5.288    -5.286     0.001    -14.66

		   CO3-2          2.479e-006  1.673e-006    -5.606    -5.777    -0.171     -7.24

		Ca           3.503e-003

		   Ca+2           3.354e-003  2.262e-003    -2.474    -2.645    -0.171    -18.25

		   CaHCO3+        1.438e-004  1.306e-004    -3.842    -3.884    -0.042      8.98

		   CaCO3          5.158e-006  5.170e-006    -5.288    -5.286     0.001    -14.66

		   CaOH+          3.440e-009  3.108e-009    -8.463    -8.508    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.013e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.854e-003  6.854e-003      1.00

				CaHCO3+          1.438e-004  1.438e-004      1.00

				CaCO3            1.032e-005  5.158e-006      2.00

				CO3-2            4.958e-006  2.479e-006      2.00

				H+              -1.321e-007  1.321e-007     -1.00

				OH-              2.702e-008  2.702e-008      1.00

				CaOH+            3.440e-009  3.440e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.17     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 227.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 452 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -4.481e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.182e-003  9.182e-003

				Ca               3.504e-003  3.504e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.918      Charge balance

		                                       pe  =  15.045      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 430

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.021e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.014e-003

		                       Total CO2 (mol/kg)  =  9.182e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   2

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553077e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.320e-007  1.207e-007    -6.879    -6.918    -0.039      0.00

		   OH-            2.702e-008  2.436e-008    -7.568    -7.613    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.875  -151.874     0.001     32.22

		C(4)         9.182e-003

		   HCO3-          6.855e-003  6.213e-003    -2.164    -2.207    -0.043     23.20

		   CO2            2.175e-003  2.181e-003    -2.662    -2.661     0.001     33.63

		   CaHCO3+        1.439e-004  1.306e-004    -3.842    -3.884    -0.042      8.98

		   CaCO3          5.161e-006  5.173e-006    -5.287    -5.286     0.001    -14.66

		   CO3-2          2.480e-006  1.673e-006    -5.606    -5.776    -0.171     -7.24

		Ca           3.504e-003

		   Ca+2           3.355e-003  2.262e-003    -2.474    -2.645    -0.171    -18.25

		   CaHCO3+        1.439e-004  1.306e-004    -3.842    -3.884    -0.042      8.98

		   CaCO3          5.161e-006  5.173e-006    -5.287    -5.286     0.001    -14.66

		   CaOH+          3.442e-009  3.109e-009    -8.463    -8.507    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.014e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.855e-003  6.855e-003      1.00

				CaHCO3+          1.439e-004  1.439e-004      1.00

				CaCO3            1.032e-005  5.161e-006      2.00

				CO3-2            4.960e-006  2.480e-006      2.00

				H+              -1.320e-007  1.320e-007     -1.00

				OH-              2.702e-008  2.702e-008      1.00

				CaOH+            3.442e-009  3.442e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.17     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 228.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 454 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -4.390e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.183e-003  9.182e-003

				Ca               3.504e-003  3.504e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.918      Charge balance

		                                       pe  =  15.045      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 430

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.022e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.015e-003

		                       Total CO2 (mol/kg)  =  9.183e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   2

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553078e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.320e-007  1.207e-007    -6.879    -6.918    -0.039      0.00

		   OH-            2.703e-008  2.437e-008    -7.568    -7.613    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.875  -151.874     0.001     32.22

		C(4)         9.183e-003

		   HCO3-          6.856e-003  6.214e-003    -2.164    -2.207    -0.043     23.20

		   CO2            2.175e-003  2.180e-003    -2.663    -2.662     0.001     33.63

		   CaHCO3+        1.439e-004  1.306e-004    -3.842    -3.884    -0.042      8.98

		   CaCO3          5.164e-006  5.176e-006    -5.287    -5.286     0.001    -14.66

		   CO3-2          2.481e-006  1.674e-006    -5.605    -5.776    -0.171     -7.24

		Ca           3.504e-003

		   Ca+2           3.355e-003  2.263e-003    -2.474    -2.645    -0.171    -18.25

		   CaHCO3+        1.439e-004  1.306e-004    -3.842    -3.884    -0.042      8.98

		   CaCO3          5.164e-006  5.176e-006    -5.287    -5.286     0.001    -14.66

		   CaOH+          3.443e-009  3.110e-009    -8.463    -8.507    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.015e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.856e-003  6.856e-003      1.00

				CaHCO3+          1.439e-004  1.439e-004      1.00

				CaCO3            1.033e-005  5.164e-006      2.00

				CO3-2            4.962e-006  2.481e-006      2.00

				H+              -1.320e-007  1.320e-007     -1.00

				OH-              2.703e-008  2.703e-008      1.00

				CaOH+            3.443e-009  3.443e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.17     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 229.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 456 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -4.301e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.183e-003  9.183e-003

				Ca               3.505e-003  3.504e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.918      Charge balance

		                                       pe  =  15.044      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 430

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.022e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.016e-003

		                       Total CO2 (mol/kg)  =  9.183e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   2

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553078e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.319e-007  1.207e-007    -6.880    -6.918    -0.039      0.00

		   OH-            2.704e-008  2.437e-008    -7.568    -7.613    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.876  -151.875     0.001     32.22

		C(4)         9.183e-003

		   HCO3-          6.857e-003  6.214e-003    -2.164    -2.207    -0.043     23.20

		   CO2            2.175e-003  2.180e-003    -2.663    -2.662     0.001     33.63

		   CaHCO3+        1.439e-004  1.307e-004    -3.842    -3.884    -0.042      8.98

		   CaCO3          5.166e-006  5.179e-006    -5.287    -5.286     0.001    -14.66

		   CO3-2          2.482e-006  1.675e-006    -5.605    -5.776    -0.171     -7.24

		Ca           3.505e-003

		   Ca+2           3.355e-003  2.263e-003    -2.474    -2.645    -0.171    -18.25

		   CaHCO3+        1.439e-004  1.307e-004    -3.842    -3.884    -0.042      8.98

		   CaCO3          5.166e-006  5.179e-006    -5.287    -5.286     0.001    -14.66

		   CaOH+          3.445e-009  3.112e-009    -8.463    -8.507    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.016e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.857e-003  6.857e-003      1.00

				CaHCO3+          1.439e-004  1.439e-004      1.00

				CaCO3            1.033e-005  5.166e-006      2.00

				CO3-2            4.964e-006  2.482e-006      2.00

				H+              -1.319e-007  1.319e-007     -1.00

				OH-              2.704e-008  2.704e-008      1.00

				CaOH+            3.445e-009  3.445e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.17     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 230.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 458 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -4.214e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.183e-003  9.183e-003

				Ca               3.505e-003  3.505e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.919      Charge balance

		                                       pe  =  15.044      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 430

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.022e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.017e-003

		                       Total CO2 (mol/kg)  =  9.183e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553078e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.319e-007  1.206e-007    -6.880    -6.919    -0.039      0.00

		   OH-            2.705e-008  2.438e-008    -7.568    -7.613    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.876  -151.875     0.001     32.22

		C(4)         9.183e-003

		   HCO3-          6.858e-003  6.215e-003    -2.164    -2.207    -0.043     23.20

		   CO2            2.174e-003  2.179e-003    -2.663    -2.662     0.001     33.63

		   CaHCO3+        1.440e-004  1.307e-004    -3.842    -3.884    -0.042      8.98

		   CaCO3          5.169e-006  5.181e-006    -5.287    -5.286     0.001    -14.66

		   CO3-2          2.483e-006  1.675e-006    -5.605    -5.776    -0.171     -7.24

		Ca           3.505e-003

		   Ca+2           3.356e-003  2.263e-003    -2.474    -2.645    -0.171    -18.25

		   CaHCO3+        1.440e-004  1.307e-004    -3.842    -3.884    -0.042      8.98

		   CaCO3          5.169e-006  5.181e-006    -5.287    -5.286     0.001    -14.66

		   CaOH+          3.446e-009  3.113e-009    -8.463    -8.507    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.017e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.858e-003  6.858e-003      1.00

				CaHCO3+          1.440e-004  1.440e-004      1.00

				CaCO3            1.034e-005  5.169e-006      2.00

				CO3-2            4.966e-006  2.483e-006      2.00

				H+              -1.319e-007  1.319e-007     -1.00

				OH-              2.705e-008  2.705e-008      1.00

				CaOH+            3.446e-009  3.446e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.17     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 231.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 460 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -4.129e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.184e-003  9.184e-003

				Ca               3.505e-003  3.505e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.919      Charge balance

		                                       pe  =  15.044      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 430

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.022e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.018e-003

		                       Total CO2 (mol/kg)  =  9.184e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553078e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.319e-007  1.206e-007    -6.880    -6.919    -0.039      0.00

		   OH-            2.706e-008  2.439e-008    -7.568    -7.613    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.876  -151.875     0.001     32.22

		C(4)         9.184e-003

		   HCO3-          6.858e-003  6.216e-003    -2.164    -2.207    -0.043     23.20

		   CO2            2.174e-003  2.179e-003    -2.663    -2.662     0.001     33.63

		   CaHCO3+        1.440e-004  1.307e-004    -3.842    -3.884    -0.042      8.98

		   CaCO3          5.172e-006  5.184e-006    -5.286    -5.285     0.001    -14.66

		   CO3-2          2.484e-006  1.676e-006    -5.605    -5.776    -0.171     -7.24

		Ca           3.505e-003

		   Ca+2           3.356e-003  2.263e-003    -2.474    -2.645    -0.171    -18.25

		   CaHCO3+        1.440e-004  1.307e-004    -3.842    -3.884    -0.042      8.98

		   CaCO3          5.172e-006  5.184e-006    -5.286    -5.285     0.001    -14.66

		   CaOH+          3.447e-009  3.114e-009    -8.463    -8.507    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.018e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.858e-003  6.858e-003      1.00

				CaHCO3+          1.440e-004  1.440e-004      1.00

				CaCO3            1.034e-005  5.172e-006      2.00

				CO3-2            4.969e-006  2.484e-006      2.00

				H+              -1.319e-007  1.319e-007     -1.00

				OH-              2.706e-008  2.706e-008      1.00

				CaOH+            3.447e-009  3.447e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.17     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 232.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 462 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -4.045e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.184e-003  9.184e-003

				Ca               3.506e-003  3.506e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.919      Charge balance

		                                       pe  =  15.044      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 430

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.022e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.018e-003

		                       Total CO2 (mol/kg)  =  9.184e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553078e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.318e-007  1.206e-007    -6.880    -6.919    -0.039      0.00

		   OH-            2.707e-008  2.440e-008    -7.568    -7.613    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.876  -151.875     0.001     32.22

		C(4)         9.184e-003

		   HCO3-          6.859e-003  6.217e-003    -2.164    -2.206    -0.043     23.20

		   CO2            2.173e-003  2.179e-003    -2.663    -2.662     0.001     33.63

		   CaHCO3+        1.440e-004  1.307e-004    -3.842    -3.884    -0.042      8.98

		   CaCO3          5.174e-006  5.186e-006    -5.286    -5.285     0.001    -14.66

		   CO3-2          2.485e-006  1.677e-006    -5.605    -5.776    -0.171     -7.24

		Ca           3.506e-003

		   Ca+2           3.357e-003  2.263e-003    -2.474    -2.645    -0.171    -18.25

		   CaHCO3+        1.440e-004  1.307e-004    -3.842    -3.884    -0.042      8.98

		   CaCO3          5.174e-006  5.186e-006    -5.286    -5.285     0.001    -14.66

		   CaOH+          3.449e-009  3.115e-009    -8.462    -8.507    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.018e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.859e-003  6.859e-003      1.00

				CaHCO3+          1.440e-004  1.440e-004      1.00

				CaCO3            1.035e-005  5.174e-006      2.00

				CO3-2            4.971e-006  2.485e-006      2.00

				H+              -1.318e-007  1.318e-007     -1.00

				OH-              2.707e-008  2.707e-008      1.00

				CaOH+            3.449e-009  3.449e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.17     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 233.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 464 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -3.963e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.185e-003  9.184e-003

				Ca               3.506e-003  3.506e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.919      Charge balance

		                                       pe  =  15.044      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 430

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.022e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.019e-003

		                       Total CO2 (mol/kg)  =  9.185e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553078e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.318e-007  1.205e-007    -6.880    -6.919    -0.039      0.00

		   OH-            2.707e-008  2.440e-008    -7.567    -7.613    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.876  -151.875     0.001     32.22

		C(4)         9.185e-003

		   HCO3-          6.860e-003  6.217e-003    -2.164    -2.206    -0.043     23.20

		   CO2            2.173e-003  2.178e-003    -2.663    -2.662     0.001     33.63

		   CaHCO3+        1.440e-004  1.308e-004    -3.842    -3.884    -0.042      8.98

		   CaCO3          5.177e-006  5.189e-006    -5.286    -5.285     0.001    -14.66

		   CO3-2          2.486e-006  1.677e-006    -5.604    -5.775    -0.171     -7.24

		Ca           3.506e-003

		   Ca+2           3.357e-003  2.264e-003    -2.474    -2.645    -0.171    -18.25

		   CaHCO3+        1.440e-004  1.308e-004    -3.842    -3.884    -0.042      8.98

		   CaCO3          5.177e-006  5.189e-006    -5.286    -5.285     0.001    -14.66

		   CaOH+          3.450e-009  3.116e-009    -8.462    -8.506    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.019e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.860e-003  6.860e-003      1.00

				CaHCO3+          1.440e-004  1.440e-004      1.00

				CaCO3            1.035e-005  5.177e-006      2.00

				CO3-2            4.973e-006  2.486e-006      2.00

				H+              -1.318e-007  1.318e-007     -1.00

				OH-              2.707e-008  2.707e-008      1.00

				CaOH+            3.450e-009  3.450e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.17     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 234.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 466 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -3.883e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.185e-003  9.185e-003

				Ca               3.507e-003  3.507e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.919      Charge balance

		                                       pe  =  15.044      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 430

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.022e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.020e-003

		                       Total CO2 (mol/kg)  =  9.185e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553078e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.317e-007  1.205e-007    -6.880    -6.919    -0.039      0.00

		   OH-            2.708e-008  2.441e-008    -7.567    -7.612    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.876  -151.875     0.001     32.22

		C(4)         9.185e-003

		   HCO3-          6.861e-003  6.218e-003    -2.164    -2.206    -0.043     23.20

		   CO2            2.173e-003  2.178e-003    -2.663    -2.662     0.001     33.63

		   CaHCO3+        1.441e-004  1.308e-004    -3.841    -3.883    -0.042      8.98

		   CaCO3          5.179e-006  5.191e-006    -5.286    -5.285     0.001    -14.66

		   CO3-2          2.487e-006  1.678e-006    -5.604    -5.775    -0.171     -7.24

		Ca           3.507e-003

		   Ca+2           3.357e-003  2.264e-003    -2.474    -2.645    -0.171    -18.25

		   CaHCO3+        1.441e-004  1.308e-004    -3.841    -3.883    -0.042      8.98

		   CaCO3          5.179e-006  5.191e-006    -5.286    -5.285     0.001    -14.66

		   CaOH+          3.451e-009  3.118e-009    -8.462    -8.506    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.020e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.861e-003  6.861e-003      1.00

				CaHCO3+          1.441e-004  1.441e-004      1.00

				CaCO3            1.036e-005  5.179e-006      2.00

				CO3-2            4.975e-006  2.487e-006      2.00

				H+              -1.317e-007  1.317e-007     -1.00

				OH-              2.708e-008  2.708e-008      1.00

				CaOH+            3.451e-009  3.451e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.87   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 235.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 468 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -3.804e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.185e-003  9.185e-003

				Ca               3.507e-003  3.507e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.919      Charge balance

		                                       pe  =  15.044      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 430

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.022e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.021e-003

		                       Total CO2 (mol/kg)  =  9.185e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553078e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.317e-007  1.205e-007    -6.880    -6.919    -0.039      0.00

		   OH-            2.709e-008  2.442e-008    -7.567    -7.612    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.876  -151.875     0.001     32.22

		C(4)         9.185e-003

		   HCO3-          6.861e-003  6.218e-003    -2.164    -2.206    -0.043     23.20

		   CO2            2.172e-003  2.177e-003    -2.663    -2.662     0.001     33.63

		   CaHCO3+        1.441e-004  1.308e-004    -3.841    -3.883    -0.042      8.98

		   CaCO3          5.182e-006  5.194e-006    -5.286    -5.285     0.001    -14.66

		   CO3-2          2.488e-006  1.679e-006    -5.604    -5.775    -0.171     -7.24

		Ca           3.507e-003

		   Ca+2           3.358e-003  2.264e-003    -2.474    -2.645    -0.171    -18.25

		   CaHCO3+        1.441e-004  1.308e-004    -3.841    -3.883    -0.042      8.98

		   CaCO3          5.182e-006  5.194e-006    -5.286    -5.285     0.001    -14.66

		   CaOH+          3.453e-009  3.119e-009    -8.462    -8.506    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.021e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.861e-003  6.861e-003      1.00

				CaHCO3+          1.441e-004  1.441e-004      1.00

				CaCO3            1.036e-005  5.182e-006      2.00

				CO3-2            4.977e-006  2.488e-006      2.00

				H+              -1.317e-007  1.317e-007     -1.00

				OH-              2.709e-008  2.709e-008      1.00

				CaOH+            3.453e-009  3.453e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.39     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 236.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 470 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -3.727e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.186e-003  9.186e-003

				Ca               3.507e-003  3.507e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.919      Charge balance

		                                       pe  =  15.044      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 430

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.022e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.021e-003

		                       Total CO2 (mol/kg)  =  9.186e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553079e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.317e-007  1.204e-007    -6.880    -6.919    -0.039      0.00

		   OH-            2.710e-008  2.442e-008    -7.567    -7.612    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.876  -151.875     0.001     32.22

		C(4)         9.186e-003

		   HCO3-          6.862e-003  6.219e-003    -2.164    -2.206    -0.043     23.20

		   CO2            2.172e-003  2.177e-003    -2.663    -2.662     0.001     33.63

		   CaHCO3+        1.441e-004  1.308e-004    -3.841    -3.883    -0.042      8.98

		   CaCO3          5.184e-006  5.196e-006    -5.285    -5.284     0.001    -14.66

		   CO3-2          2.489e-006  1.679e-006    -5.604    -5.775    -0.171     -7.24

		Ca           3.507e-003

		   Ca+2           3.358e-003  2.264e-003    -2.474    -2.645    -0.171    -18.25

		   CaHCO3+        1.441e-004  1.308e-004    -3.841    -3.883    -0.042      8.98

		   CaCO3          5.184e-006  5.196e-006    -5.285    -5.284     0.001    -14.66

		   CaOH+          3.454e-009  3.120e-009    -8.462    -8.506    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.021e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.862e-003  6.862e-003      1.00

				CaHCO3+          1.441e-004  1.441e-004      1.00

				CaCO3            1.037e-005  5.184e-006      2.00

				CO3-2            4.979e-006  2.489e-006      2.00

				H+              -1.317e-007  1.317e-007     -1.00

				OH-              2.710e-008  2.710e-008      1.00

				CaOH+            3.454e-009  3.454e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 237.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 472 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -3.651e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.186e-003  9.186e-003

				Ca               3.508e-003  3.508e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.919      Charge balance

		                                       pe  =  15.043      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 430

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.023e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.022e-003

		                       Total CO2 (mol/kg)  =  9.186e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553079e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.316e-007  1.204e-007    -6.881    -6.919    -0.039      0.00

		   OH-            2.710e-008  2.443e-008    -7.567    -7.612    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.876  -151.875     0.001     32.22

		C(4)         9.186e-003

		   HCO3-          6.863e-003  6.220e-003    -2.163    -2.206    -0.043     23.20

		   CO2            2.172e-003  2.177e-003    -2.663    -2.662     0.001     33.63

		   CaHCO3+        1.441e-004  1.309e-004    -3.841    -3.883    -0.042      8.98

		   CaCO3          5.186e-006  5.198e-006    -5.285    -5.284     0.001    -14.66

		   CO3-2          2.490e-006  1.680e-006    -5.604    -5.775    -0.171     -7.24

		Ca           3.508e-003

		   Ca+2           3.358e-003  2.264e-003    -2.474    -2.645    -0.171    -18.25

		   CaHCO3+        1.441e-004  1.309e-004    -3.841    -3.883    -0.042      8.98

		   CaCO3          5.186e-006  5.198e-006    -5.285    -5.284     0.001    -14.66

		   CaOH+          3.455e-009  3.121e-009    -8.462    -8.506    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.022e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.863e-003  6.863e-003      1.00

				CaHCO3+          1.441e-004  1.441e-004      1.00

				CaCO3            1.037e-005  5.186e-006      2.00

				CO3-2            4.980e-006  2.490e-006      2.00

				H+              -1.316e-007  1.316e-007     -1.00

				OH-              2.710e-008  2.710e-008      1.00

				CaOH+            3.455e-009  3.455e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 238.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 474 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -3.577e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.186e-003  9.186e-003

				Ca               3.508e-003  3.508e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.920      Charge balance

		                                       pe  =  15.043      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 430

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.023e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.023e-003

		                       Total CO2 (mol/kg)  =  9.186e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553079e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.316e-007  1.204e-007    -6.881    -6.920    -0.039      0.00

		   OH-            2.711e-008  2.444e-008    -7.567    -7.612    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.876  -151.875     0.001     32.22

		C(4)         9.186e-003

		   HCO3-          6.863e-003  6.220e-003    -2.163    -2.206    -0.043     23.20

		   CO2            2.171e-003  2.176e-003    -2.663    -2.662     0.001     33.63

		   CaHCO3+        1.442e-004  1.309e-004    -3.841    -3.883    -0.042      8.98

		   CaCO3          5.188e-006  5.201e-006    -5.285    -5.284     0.001    -14.66

		   CO3-2          2.491e-006  1.681e-006    -5.604    -5.775    -0.171     -7.24

		Ca           3.508e-003

		   Ca+2           3.359e-003  2.265e-003    -2.474    -2.645    -0.171    -18.25

		   CaHCO3+        1.442e-004  1.309e-004    -3.841    -3.883    -0.042      8.98

		   CaCO3          5.188e-006  5.201e-006    -5.285    -5.284     0.001    -14.66

		   CaOH+          3.456e-009  3.122e-009    -8.461    -8.506    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.023e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.863e-003  6.863e-003      1.00

				CaHCO3+          1.442e-004  1.442e-004      1.00

				CaCO3            1.038e-005  5.188e-006      2.00

				CO3-2            4.982e-006  2.491e-006      2.00

				H+              -1.316e-007  1.316e-007     -1.00

				OH-              2.711e-008  2.711e-008      1.00

				CaOH+            3.456e-009  3.456e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 239.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 476 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -3.504e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.187e-003  9.187e-003

				Ca               3.508e-003  3.508e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.920      Charge balance

		                                       pe  =  15.043      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 430

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.023e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.024e-003

		                       Total CO2 (mol/kg)  =  9.187e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553079e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.316e-007  1.203e-007    -6.881    -6.920    -0.039      0.00

		   OH-            2.712e-008  2.444e-008    -7.567    -7.612    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.876  -151.875     0.001     32.22

		C(4)         9.187e-003

		   HCO3-          6.864e-003  6.221e-003    -2.163    -2.206    -0.043     23.20

		   CO2            2.171e-003  2.176e-003    -2.663    -2.662     0.001     33.63

		   CaHCO3+        1.442e-004  1.309e-004    -3.841    -3.883    -0.042      8.98

		   CaCO3          5.191e-006  5.203e-006    -5.285    -5.284     0.001    -14.66

		   CO3-2          2.492e-006  1.681e-006    -5.603    -5.774    -0.171     -7.24

		Ca           3.508e-003

		   Ca+2           3.359e-003  2.265e-003    -2.474    -2.645    -0.171    -18.25

		   CaHCO3+        1.442e-004  1.309e-004    -3.841    -3.883    -0.042      8.98

		   CaCO3          5.191e-006  5.203e-006    -5.285    -5.284     0.001    -14.66

		   CaOH+          3.457e-009  3.123e-009    -8.461    -8.505    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.024e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.864e-003  6.864e-003      1.00

				CaHCO3+          1.442e-004  1.442e-004      1.00

				CaCO3            1.038e-005  5.191e-006      2.00

				CO3-2            4.984e-006  2.492e-006      2.00

				H+              -1.316e-007  1.316e-007     -1.00

				OH-              2.712e-008  2.712e-008      1.00

				CaOH+            3.457e-009  3.457e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 240.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 478 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -3.433e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.187e-003  9.187e-003

				Ca               3.509e-003  3.509e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.920      Charge balance

		                                       pe  =  15.043      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 430

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.023e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.024e-003

		                       Total CO2 (mol/kg)  =  9.187e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553079e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.315e-007  1.203e-007    -6.881    -6.920    -0.039      0.00

		   OH-            2.713e-008  2.445e-008    -7.567    -7.612    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.876  -151.875     0.001     32.22

		C(4)         9.187e-003

		   HCO3-          6.865e-003  6.221e-003    -2.163    -2.206    -0.043     23.20

		   CO2            2.170e-003  2.176e-003    -2.663    -2.662     0.001     33.63

		   CaHCO3+        1.442e-004  1.309e-004    -3.841    -3.883    -0.042      8.98

		   CaCO3          5.193e-006  5.205e-006    -5.285    -5.284     0.001    -14.66

		   CO3-2          2.493e-006  1.682e-006    -5.603    -5.774    -0.171     -7.24

		Ca           3.509e-003

		   Ca+2           3.359e-003  2.265e-003    -2.474    -2.645    -0.171    -18.25

		   CaHCO3+        1.442e-004  1.309e-004    -3.841    -3.883    -0.042      8.98

		   CaCO3          5.193e-006  5.205e-006    -5.285    -5.284     0.001    -14.66

		   CaOH+          3.459e-009  3.124e-009    -8.461    -8.505    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.024e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.865e-003  6.865e-003      1.00

				CaHCO3+          1.442e-004  1.442e-004      1.00

				CaCO3            1.039e-005  5.193e-006      2.00

				CO3-2            4.986e-006  2.493e-006      2.00

				H+              -1.315e-007  1.315e-007     -1.00

				OH-              2.713e-008  2.713e-008      1.00

				CaOH+            3.459e-009  3.459e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 241.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 480 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -3.363e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.188e-003  9.187e-003

				Ca               3.509e-003  3.509e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.920      Charge balance

		                                       pe  =  15.043      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 430

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.023e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.025e-003

		                       Total CO2 (mol/kg)  =  9.188e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553079e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.315e-007  1.203e-007    -6.881    -6.920    -0.039      0.00

		   OH-            2.713e-008  2.445e-008    -7.567    -7.612    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.876  -151.875     0.001     32.22

		C(4)         9.188e-003

		   HCO3-          6.865e-003  6.222e-003    -2.163    -2.206    -0.043     23.20

		   CO2            2.170e-003  2.175e-003    -2.664    -2.662     0.001     33.63

		   CaHCO3+        1.443e-004  1.309e-004    -3.841    -3.883    -0.042      8.98

		   CaCO3          5.195e-006  5.207e-006    -5.284    -5.283     0.001    -14.66

		   CO3-2          2.494e-006  1.682e-006    -5.603    -5.774    -0.171     -7.24

		Ca           3.509e-003

		   Ca+2           3.360e-003  2.265e-003    -2.474    -2.645    -0.171    -18.25

		   CaHCO3+        1.443e-004  1.309e-004    -3.841    -3.883    -0.042      8.98

		   CaCO3          5.195e-006  5.207e-006    -5.284    -5.283     0.001    -14.66

		   CaOH+          3.460e-009  3.125e-009    -8.461    -8.505    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.025e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.865e-003  6.865e-003      1.00

				CaHCO3+          1.443e-004  1.443e-004      1.00

				CaCO3            1.039e-005  5.195e-006      2.00

				CO3-2            4.988e-006  2.494e-006      2.00

				H+              -1.315e-007  1.315e-007     -1.00

				OH-              2.713e-008  2.713e-008      1.00

				CaOH+            3.460e-009  3.460e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 242.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 482 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -3.295e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.188e-003  9.188e-003

				Ca               3.509e-003  3.509e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.920      Charge balance

		                                       pe  =  15.043      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 430

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.023e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.026e-003

		                       Total CO2 (mol/kg)  =  9.188e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553079e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.315e-007  1.202e-007    -6.881    -6.920    -0.039      0.00

		   OH-            2.714e-008  2.446e-008    -7.566    -7.612    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.877  -151.875     0.001     32.22

		C(4)         9.188e-003

		   HCO3-          6.866e-003  6.223e-003    -2.163    -2.206    -0.043     23.20

		   CO2            2.170e-003  2.175e-003    -2.664    -2.663     0.001     33.63

		   CaHCO3+        1.443e-004  1.310e-004    -3.841    -3.883    -0.042      8.98

		   CaCO3          5.197e-006  5.209e-006    -5.284    -5.283     0.001    -14.66

		   CO3-2          2.495e-006  1.683e-006    -5.603    -5.774    -0.171     -7.24

		Ca           3.509e-003

		   Ca+2           3.360e-003  2.265e-003    -2.474    -2.645    -0.171    -18.25

		   CaHCO3+        1.443e-004  1.310e-004    -3.841    -3.883    -0.042      8.98

		   CaCO3          5.197e-006  5.209e-006    -5.284    -5.283     0.001    -14.66

		   CaOH+          3.461e-009  3.126e-009    -8.461    -8.505    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.026e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.866e-003  6.866e-003      1.00

				CaHCO3+          1.443e-004  1.443e-004      1.00

				CaCO3            1.039e-005  5.197e-006      2.00

				CO3-2            4.989e-006  2.495e-006      2.00

				H+              -1.315e-007  1.315e-007     -1.00

				OH-              2.714e-008  2.714e-008      1.00

				CaOH+            3.461e-009  3.461e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 243.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 484 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -3.228e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.188e-003  9.188e-003

				Ca               3.510e-003  3.510e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.920      Charge balance

		                                       pe  =  15.043      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 430

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.023e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.026e-003

		                       Total CO2 (mol/kg)  =  9.188e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553079e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.315e-007  1.202e-007    -6.881    -6.920    -0.039      0.00

		   OH-            2.715e-008  2.447e-008    -7.566    -7.611    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.877  -151.876     0.001     32.22

		C(4)         9.188e-003

		   HCO3-          6.867e-003  6.223e-003    -2.163    -2.206    -0.043     23.20

		   CO2            2.169e-003  2.175e-003    -2.664    -2.663     0.001     33.63

		   CaHCO3+        1.443e-004  1.310e-004    -3.841    -3.883    -0.042      8.98

		   CaCO3          5.199e-006  5.211e-006    -5.284    -5.283     0.001    -14.66

		   CO3-2          2.496e-006  1.683e-006    -5.603    -5.774    -0.171     -7.24

		Ca           3.510e-003

		   Ca+2           3.360e-003  2.265e-003    -2.474    -2.645    -0.171    -18.25

		   CaHCO3+        1.443e-004  1.310e-004    -3.841    -3.883    -0.042      8.98

		   CaCO3          5.199e-006  5.211e-006    -5.284    -5.283     0.001    -14.66

		   CaOH+          3.462e-009  3.127e-009    -8.461    -8.505    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.026e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.867e-003  6.867e-003      1.00

				CaHCO3+          1.443e-004  1.443e-004      1.00

				CaCO3            1.040e-005  5.199e-006      2.00

				CO3-2            4.991e-006  2.496e-006      2.00

				H+              -1.315e-007  1.315e-007     -1.00

				OH-              2.715e-008  2.715e-008      1.00

				CaOH+            3.462e-009  3.462e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 244.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 486 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -3.163e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.188e-003  9.188e-003

				Ca               3.510e-003  3.510e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.920      Charge balance

		                                       pe  =  15.043      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 430

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.023e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.027e-003

		                       Total CO2 (mol/kg)  =  9.188e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553079e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.314e-007  1.202e-007    -6.881    -6.920    -0.039      0.00

		   OH-            2.715e-008  2.447e-008    -7.566    -7.611    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.877  -151.876     0.001     32.22

		C(4)         9.188e-003

		   HCO3-          6.867e-003  6.224e-003    -2.163    -2.206    -0.043     23.20

		   CO2            2.169e-003  2.174e-003    -2.664    -2.663     0.001     33.63

		   CaHCO3+        1.443e-004  1.310e-004    -3.841    -3.883    -0.042      8.98

		   CaCO3          5.201e-006  5.213e-006    -5.284    -5.283     0.001    -14.66

		   CO3-2          2.496e-006  1.684e-006    -5.603    -5.774    -0.171     -7.24

		Ca           3.510e-003

		   Ca+2           3.361e-003  2.266e-003    -2.474    -2.645    -0.171    -18.25

		   CaHCO3+        1.443e-004  1.310e-004    -3.841    -3.883    -0.042      8.98

		   CaCO3          5.201e-006  5.213e-006    -5.284    -5.283     0.001    -14.66

		   CaOH+          3.463e-009  3.128e-009    -8.461    -8.505    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.027e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.867e-003  6.867e-003      1.00

				CaHCO3+          1.443e-004  1.443e-004      1.00

				CaCO3            1.040e-005  5.201e-006      2.00

				CO3-2            4.993e-006  2.496e-006      2.00

				H+              -1.314e-007  1.314e-007     -1.00

				OH-              2.715e-008  2.715e-008      1.00

				CaOH+            3.463e-009  3.463e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 245.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 488 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -3.098e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.189e-003  9.189e-003

				Ca               3.510e-003  3.510e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.920      Charge balance

		                                       pe  =  15.043      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 430

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.023e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.028e-003

		                       Total CO2 (mol/kg)  =  9.189e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553079e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.314e-007  1.202e-007    -6.881    -6.920    -0.039      0.00

		   OH-            2.716e-008  2.448e-008    -7.566    -7.611    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.877  -151.876     0.001     32.22

		C(4)         9.189e-003

		   HCO3-          6.868e-003  6.224e-003    -2.163    -2.206    -0.043     23.20

		   CO2            2.169e-003  2.174e-003    -2.664    -2.663     0.001     33.63

		   CaHCO3+        1.443e-004  1.310e-004    -3.841    -3.883    -0.042      8.98

		   CaCO3          5.203e-006  5.215e-006    -5.284    -5.283     0.001    -14.66

		   CO3-2          2.497e-006  1.684e-006    -5.603    -5.774    -0.171     -7.24

		Ca           3.510e-003

		   Ca+2           3.361e-003  2.266e-003    -2.474    -2.645    -0.171    -18.25

		   CaHCO3+        1.443e-004  1.310e-004    -3.841    -3.883    -0.042      8.98

		   CaCO3          5.203e-006  5.215e-006    -5.284    -5.283     0.001    -14.66

		   CaOH+          3.464e-009  3.129e-009    -8.460    -8.505    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.028e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.868e-003  6.868e-003      1.00

				CaHCO3+          1.443e-004  1.443e-004      1.00

				CaCO3            1.041e-005  5.203e-006      2.00

				CO3-2            4.994e-006  2.497e-006      2.00

				H+              -1.314e-007  1.314e-007     -1.00

				OH-              2.716e-008  2.716e-008      1.00

				CaOH+            3.464e-009  3.464e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 246.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 490 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -3.035e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.189e-003  9.189e-003

				Ca               3.511e-003  3.511e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.920      Charge balance

		                                       pe  =  15.043      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 430

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.023e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.028e-003

		                       Total CO2 (mol/kg)  =  9.189e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553080e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.314e-007  1.201e-007    -6.882    -6.920    -0.039      0.00

		   OH-            2.716e-008  2.448e-008    -7.566    -7.611    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.877  -151.876     0.001     32.22

		C(4)         9.189e-003

		   HCO3-          6.868e-003  6.225e-003    -2.163    -2.206    -0.043     23.20

		   CO2            2.169e-003  2.174e-003    -2.664    -2.663     0.001     33.63

		   CaHCO3+        1.444e-004  1.310e-004    -3.841    -3.883    -0.042      8.98

		   CaCO3          5.205e-006  5.217e-006    -5.284    -5.283     0.001    -14.66

		   CO3-2          2.498e-006  1.685e-006    -5.602    -5.773    -0.171     -7.24

		Ca           3.511e-003

		   Ca+2           3.361e-003  2.266e-003    -2.474    -2.645    -0.171    -18.25

		   CaHCO3+        1.444e-004  1.310e-004    -3.841    -3.883    -0.042      8.98

		   CaCO3          5.205e-006  5.217e-006    -5.284    -5.283     0.001    -14.66

		   CaOH+          3.465e-009  3.130e-009    -8.460    -8.505    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.028e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.868e-003  6.868e-003      1.00

				CaHCO3+          1.444e-004  1.444e-004      1.00

				CaCO3            1.041e-005  5.205e-006      2.00

				CO3-2            4.996e-006  2.498e-006      2.00

				H+              -1.314e-007  1.314e-007     -1.00

				OH-              2.716e-008  2.716e-008      1.00

				CaOH+            3.465e-009  3.465e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 247.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 492 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.974e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.189e-003  9.189e-003

				Ca               3.511e-003  3.511e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.920      Charge balance

		                                       pe  =  15.042      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.023e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.029e-003

		                       Total CO2 (mol/kg)  =  9.189e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553080e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.313e-007  1.201e-007    -6.882    -6.920    -0.039      0.00

		   OH-            2.717e-008  2.449e-008    -7.566    -7.611    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.877  -151.876     0.001     32.22

		C(4)         9.189e-003

		   HCO3-          6.869e-003  6.225e-003    -2.163    -2.206    -0.043     23.20

		   CO2            2.168e-003  2.173e-003    -2.664    -2.663     0.001     33.63

		   CaHCO3+        1.444e-004  1.311e-004    -3.840    -3.883    -0.042      8.98

		   CaCO3          5.207e-006  5.219e-006    -5.283    -5.282     0.001    -14.66

		   CO3-2          2.499e-006  1.685e-006    -5.602    -5.773    -0.171     -7.24

		Ca           3.511e-003

		   Ca+2           3.361e-003  2.266e-003    -2.473    -2.645    -0.171    -18.25

		   CaHCO3+        1.444e-004  1.311e-004    -3.840    -3.883    -0.042      8.98

		   CaCO3          5.207e-006  5.219e-006    -5.283    -5.282     0.001    -14.66

		   CaOH+          3.466e-009  3.131e-009    -8.460    -8.504    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.029e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.869e-003  6.869e-003      1.00

				CaHCO3+          1.444e-004  1.444e-004      1.00

				CaCO3            1.041e-005  5.207e-006      2.00

				CO3-2            4.997e-006  2.499e-006      2.00

				H+              -1.313e-007  1.313e-007     -1.00

				OH-              2.717e-008  2.717e-008      1.00

				CaOH+            3.466e-009  3.466e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 248.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 494 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.913e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.190e-003  9.189e-003

				Ca               3.511e-003  3.511e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.921      Charge balance

		                                       pe  =  15.042      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.024e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.029e-003

		                       Total CO2 (mol/kg)  =  9.190e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553080e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.313e-007  1.201e-007    -6.882    -6.921    -0.039      0.00

		   OH-            2.718e-008  2.449e-008    -7.566    -7.611    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.877  -151.876     0.001     32.22

		C(4)         9.190e-003

		   HCO3-          6.870e-003  6.226e-003    -2.163    -2.206    -0.043     23.20

		   CO2            2.168e-003  2.173e-003    -2.664    -2.663     0.001     33.63

		   CaHCO3+        1.444e-004  1.311e-004    -3.840    -3.882    -0.042      8.98

		   CaCO3          5.209e-006  5.221e-006    -5.283    -5.282     0.001    -14.66

		   CO3-2          2.499e-006  1.686e-006    -5.602    -5.773    -0.171     -7.24

		Ca           3.511e-003

		   Ca+2           3.362e-003  2.266e-003    -2.473    -2.645    -0.171    -18.25

		   CaHCO3+        1.444e-004  1.311e-004    -3.840    -3.882    -0.042      8.98

		   CaCO3          5.209e-006  5.221e-006    -5.283    -5.282     0.001    -14.66

		   CaOH+          3.467e-009  3.131e-009    -8.460    -8.504    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.029e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.870e-003  6.870e-003      1.00

				CaHCO3+          1.444e-004  1.444e-004      1.00

				CaCO3            1.042e-005  5.209e-006      2.00

				CO3-2            4.999e-006  2.499e-006      2.00

				H+              -1.313e-007  1.313e-007     -1.00

				OH-              2.718e-008  2.718e-008      1.00

				CaOH+            3.467e-009  3.467e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 249.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 496 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.854e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.190e-003  9.190e-003

				Ca               3.512e-003  3.511e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.921      Charge balance

		                                       pe  =  15.042      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.024e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.030e-003

		                       Total CO2 (mol/kg)  =  9.190e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553080e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.313e-007  1.201e-007    -6.882    -6.921    -0.039      0.00

		   OH-            2.718e-008  2.450e-008    -7.566    -7.611    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.877  -151.876     0.001     32.22

		C(4)         9.190e-003

		   HCO3-          6.870e-003  6.226e-003    -2.163    -2.206    -0.043     23.20

		   CO2            2.168e-003  2.173e-003    -2.664    -2.663     0.001     33.63

		   CaHCO3+        1.444e-004  1.311e-004    -3.840    -3.882    -0.042      8.98

		   CaCO3          5.211e-006  5.223e-006    -5.283    -5.282     0.001    -14.66

		   CO3-2          2.500e-006  1.686e-006    -5.602    -5.773    -0.171     -7.24

		Ca           3.512e-003

		   Ca+2           3.362e-003  2.266e-003    -2.473    -2.645    -0.171    -18.25

		   CaHCO3+        1.444e-004  1.311e-004    -3.840    -3.882    -0.042      8.98

		   CaCO3          5.211e-006  5.223e-006    -5.283    -5.282     0.001    -14.66

		   CaOH+          3.468e-009  3.132e-009    -8.460    -8.504    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.030e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.870e-003  6.870e-003      1.00

				CaHCO3+          1.444e-004  1.444e-004      1.00

				CaCO3            1.042e-005  5.211e-006      2.00

				CO3-2            5.000e-006  2.500e-006      2.00

				H+              -1.313e-007  1.313e-007     -1.00

				OH-              2.718e-008  2.718e-008      1.00

				CaOH+            3.468e-009  3.468e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 250.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 498 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.796e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.190e-003  9.190e-003

				Ca               3.512e-003  3.512e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.921      Charge balance

		                                       pe  =  15.042      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.024e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.030e-003

		                       Total CO2 (mol/kg)  =  9.190e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553080e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.313e-007  1.200e-007    -6.882    -6.921    -0.039      0.00

		   OH-            2.719e-008  2.450e-008    -7.566    -7.611    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.877  -151.876     0.001     32.22

		C(4)         9.190e-003

		   HCO3-          6.871e-003  6.226e-003    -2.163    -2.206    -0.043     23.20

		   CO2            2.167e-003  2.173e-003    -2.664    -2.663     0.001     33.63

		   CaHCO3+        1.445e-004  1.311e-004    -3.840    -3.882    -0.042      8.98

		   CaCO3          5.212e-006  5.225e-006    -5.283    -5.282     0.001    -14.66

		   CO3-2          2.501e-006  1.687e-006    -5.602    -5.773    -0.171     -7.24

		Ca           3.512e-003

		   Ca+2           3.362e-003  2.266e-003    -2.473    -2.645    -0.171    -18.25

		   CaHCO3+        1.445e-004  1.311e-004    -3.840    -3.882    -0.042      8.98

		   CaCO3          5.212e-006  5.225e-006    -5.283    -5.282     0.001    -14.66

		   CaOH+          3.469e-009  3.133e-009    -8.460    -8.504    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.030e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.871e-003  6.871e-003      1.00

				CaHCO3+          1.445e-004  1.445e-004      1.00

				CaCO3            1.042e-005  5.212e-006      2.00

				CO3-2            5.002e-006  2.501e-006      2.00

				H+              -1.313e-007  1.313e-007     -1.00

				OH-              2.719e-008  2.719e-008      1.00

				CaOH+            3.469e-009  3.469e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 251.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 500 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.739e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.191e-003  9.190e-003

				Ca               3.512e-003  3.512e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.921      Charge balance

		                                       pe  =  15.042      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.024e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.031e-003

		                       Total CO2 (mol/kg)  =  9.191e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553080e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.312e-007  1.200e-007    -6.882    -6.921    -0.039      0.00

		   OH-            2.719e-008  2.451e-008    -7.566    -7.611    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.877  -151.876     0.001     32.22

		C(4)         9.191e-003

		   HCO3-          6.871e-003  6.227e-003    -2.163    -2.206    -0.043     23.20

		   CO2            2.167e-003  2.172e-003    -2.664    -2.663     0.001     33.63

		   CaHCO3+        1.445e-004  1.311e-004    -3.840    -3.882    -0.042      8.98

		   CaCO3          5.214e-006  5.226e-006    -5.283    -5.282     0.001    -14.66

		   CO3-2          2.502e-006  1.687e-006    -5.602    -5.773    -0.171     -7.24

		Ca           3.512e-003

		   Ca+2           3.362e-003  2.267e-003    -2.473    -2.645    -0.171    -18.25

		   CaHCO3+        1.445e-004  1.311e-004    -3.840    -3.882    -0.042      8.98

		   CaCO3          5.214e-006  5.226e-006    -5.283    -5.282     0.001    -14.66

		   CaOH+          3.470e-009  3.134e-009    -8.460    -8.504    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.031e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.871e-003  6.871e-003      1.00

				CaHCO3+          1.445e-004  1.445e-004      1.00

				CaCO3            1.043e-005  5.214e-006      2.00

				CO3-2            5.003e-006  2.502e-006      2.00

				H+              -1.312e-007  1.312e-007     -1.00

				OH-              2.719e-008  2.719e-008      1.00

				CaOH+            3.470e-009  3.470e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 252.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 502 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.683e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.191e-003  9.191e-003

				Ca               3.512e-003  3.512e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.921      Charge balance

		                                       pe  =  15.042      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.024e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.032e-003

		                       Total CO2 (mol/kg)  =  9.191e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553080e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.312e-007  1.200e-007    -6.882    -6.921    -0.039      0.00

		   OH-            2.720e-008  2.451e-008    -7.565    -7.611    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.877  -151.876     0.001     32.22

		C(4)         9.191e-003

		   HCO3-          6.872e-003  6.227e-003    -2.163    -2.206    -0.043     23.20

		   CO2            2.167e-003  2.172e-003    -2.664    -2.663     0.001     33.63

		   CaHCO3+        1.445e-004  1.312e-004    -3.840    -3.882    -0.042      8.98

		   CaCO3          5.216e-006  5.228e-006    -5.283    -5.282     0.001    -14.66

		   CO3-2          2.502e-006  1.688e-006    -5.602    -5.773    -0.171     -7.24

		Ca           3.512e-003

		   Ca+2           3.363e-003  2.267e-003    -2.473    -2.645    -0.171    -18.25

		   CaHCO3+        1.445e-004  1.312e-004    -3.840    -3.882    -0.042      8.98

		   CaCO3          5.216e-006  5.228e-006    -5.283    -5.282     0.001    -14.66

		   CaOH+          3.471e-009  3.135e-009    -8.460    -8.504    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.032e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.872e-003  6.872e-003      1.00

				CaHCO3+          1.445e-004  1.445e-004      1.00

				CaCO3            1.043e-005  5.216e-006      2.00

				CO3-2            5.005e-006  2.502e-006      2.00

				H+              -1.312e-007  1.312e-007     -1.00

				OH-              2.720e-008  2.720e-008      1.00

				CaOH+            3.471e-009  3.471e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.62     -8.42   -7.80  CaCO3

		Reaction step 253.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 504 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.629e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.191e-003  9.191e-003

				Ca               3.513e-003  3.513e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.921      Charge balance

		                                       pe  =  15.042      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.024e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.032e-003

		                       Total CO2 (mol/kg)  =  9.191e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553080e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.312e-007  1.200e-007    -6.882    -6.921    -0.039      0.00

		   OH-            2.720e-008  2.452e-008    -7.565    -7.611    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.877  -151.876     0.001     32.22

		C(4)         9.191e-003

		   HCO3-          6.872e-003  6.228e-003    -2.163    -2.206    -0.043     23.20

		   CO2            2.167e-003  2.172e-003    -2.664    -2.663     0.001     33.63

		   CaHCO3+        1.445e-004  1.312e-004    -3.840    -3.882    -0.042      8.98

		   CaCO3          5.217e-006  5.230e-006    -5.283    -5.282     0.001    -14.66

		   CO3-2          2.503e-006  1.688e-006    -5.602    -5.773    -0.171     -7.24

		Ca           3.513e-003

		   Ca+2           3.363e-003  2.267e-003    -2.473    -2.645    -0.171    -18.25

		   CaHCO3+        1.445e-004  1.312e-004    -3.840    -3.882    -0.042      8.98

		   CaCO3          5.217e-006  5.230e-006    -5.283    -5.282     0.001    -14.66

		   CaOH+          3.472e-009  3.135e-009    -8.459    -8.504    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.032e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.872e-003  6.872e-003      1.00

				CaHCO3+          1.445e-004  1.445e-004      1.00

				CaCO3            1.043e-005  5.217e-006      2.00

				CO3-2            5.006e-006  2.503e-006      2.00

				H+              -1.312e-007  1.312e-007     -1.00

				OH-              2.720e-008  2.720e-008      1.00

				CaOH+            3.472e-009  3.472e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.42   -7.80  CaCO3

		Reaction step 254.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 506 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.575e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.191e-003  9.191e-003

				Ca               3.513e-003  3.513e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.921      Charge balance

		                                       pe  =  15.042      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.024e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.033e-003

		                       Total CO2 (mol/kg)  =  9.191e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553080e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.312e-007  1.199e-007    -6.882    -6.921    -0.039      0.00

		   OH-            2.721e-008  2.452e-008    -7.565    -7.610    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.877  -151.876     0.001     32.22

		C(4)         9.191e-003

		   HCO3-          6.873e-003  6.228e-003    -2.163    -2.206    -0.043     23.20

		   CO2            2.166e-003  2.171e-003    -2.664    -2.663     0.001     33.63

		   CaHCO3+        1.445e-004  1.312e-004    -3.840    -3.882    -0.042      8.98

		   CaCO3          5.219e-006  5.231e-006    -5.282    -5.281     0.001    -14.66

		   CO3-2          2.504e-006  1.689e-006    -5.601    -5.772    -0.171     -7.24

		Ca           3.513e-003

		   Ca+2           3.363e-003  2.267e-003    -2.473    -2.645    -0.171    -18.25

		   CaHCO3+        1.445e-004  1.312e-004    -3.840    -3.882    -0.042      8.98

		   CaCO3          5.219e-006  5.231e-006    -5.282    -5.281     0.001    -14.66

		   CaOH+          3.472e-009  3.136e-009    -8.459    -8.504    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.033e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.873e-003  6.873e-003      1.00

				CaHCO3+          1.445e-004  1.445e-004      1.00

				CaCO3            1.044e-005  5.219e-006      2.00

				CO3-2            5.007e-006  2.504e-006      2.00

				H+              -1.312e-007  1.312e-007     -1.00

				OH-              2.721e-008  2.721e-008      1.00

				CaOH+            3.472e-009  3.472e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.42   -7.80  CaCO3

		Reaction step 255.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 508 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.523e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.192e-003  9.191e-003

				Ca               3.513e-003  3.513e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.921      Charge balance

		                                       pe  =  15.042      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.024e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.033e-003

		                       Total CO2 (mol/kg)  =  9.192e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553080e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.311e-007  1.199e-007    -6.882    -6.921    -0.039      0.00

		   OH-            2.721e-008  2.453e-008    -7.565    -7.610    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.877  -151.876     0.001     32.22

		C(4)         9.192e-003

		   HCO3-          6.873e-003  6.229e-003    -2.163    -2.206    -0.043     23.20

		   CO2            2.166e-003  2.171e-003    -2.664    -2.663     0.001     33.63

		   CaHCO3+        1.445e-004  1.312e-004    -3.840    -3.882    -0.042      8.98

		   CaCO3          5.221e-006  5.233e-006    -5.282    -5.281     0.001    -14.66

		   CO3-2          2.504e-006  1.689e-006    -5.601    -5.772    -0.171     -7.24

		Ca           3.513e-003

		   Ca+2           3.363e-003  2.267e-003    -2.473    -2.645    -0.171    -18.25

		   CaHCO3+        1.445e-004  1.312e-004    -3.840    -3.882    -0.042      8.98

		   CaCO3          5.221e-006  5.233e-006    -5.282    -5.281     0.001    -14.66

		   CaOH+          3.473e-009  3.137e-009    -8.459    -8.503    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.033e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.873e-003  6.873e-003      1.00

				CaHCO3+          1.445e-004  1.445e-004      1.00

				CaCO3            1.044e-005  5.221e-006      2.00

				CO3-2            5.009e-006  2.504e-006      2.00

				H+              -1.311e-007  1.311e-007     -1.00

				OH-              2.721e-008  2.721e-008      1.00

				CaOH+            3.473e-009  3.473e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.42   -7.80  CaCO3

		Reaction step 256.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 510 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.472e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.192e-003  9.192e-003

				Ca               3.513e-003  3.513e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.921      Charge balance

		                                       pe  =  15.042      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.024e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.034e-003

		                       Total CO2 (mol/kg)  =  9.192e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553080e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.311e-007  1.199e-007    -6.882    -6.921    -0.039      0.00

		   OH-            2.722e-008  2.453e-008    -7.565    -7.610    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.877  -151.876     0.001     32.22

		C(4)         9.192e-003

		   HCO3-          6.874e-003  6.229e-003    -2.163    -2.206    -0.043     23.20

		   CO2            2.166e-003  2.171e-003    -2.664    -2.663     0.001     33.63

		   CaHCO3+        1.446e-004  1.312e-004    -3.840    -3.882    -0.042      8.98

		   CaCO3          5.222e-006  5.235e-006    -5.282    -5.281     0.001    -14.66

		   CO3-2          2.505e-006  1.689e-006    -5.601    -5.772    -0.171     -7.24

		Ca           3.513e-003

		   Ca+2           3.364e-003  2.267e-003    -2.473    -2.644    -0.171    -18.25

		   CaHCO3+        1.446e-004  1.312e-004    -3.840    -3.882    -0.042      8.98

		   CaCO3          5.222e-006  5.235e-006    -5.282    -5.281     0.001    -14.66

		   CaOH+          3.474e-009  3.138e-009    -8.459    -8.503    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.034e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.874e-003  6.874e-003      1.00

				CaHCO3+          1.446e-004  1.446e-004      1.00

				CaCO3            1.044e-005  5.222e-006      2.00

				CO3-2            5.010e-006  2.505e-006      2.00

				H+              -1.311e-007  1.311e-007     -1.00

				OH-              2.722e-008  2.722e-008      1.00

				CaOH+            3.474e-009  3.474e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.42   -7.80  CaCO3

		Reaction step 257.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 512 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.421e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.192e-003  9.192e-003

				Ca               3.514e-003  3.514e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.921      Charge balance

		                                       pe  =  15.042      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.024e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.034e-003

		                       Total CO2 (mol/kg)  =  9.192e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553080e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.311e-007  1.199e-007    -6.882    -6.921    -0.039      0.00

		   OH-            2.722e-008  2.453e-008    -7.565    -7.610    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.877  -151.876     0.001     32.22

		C(4)         9.192e-003

		   HCO3-          6.874e-003  6.229e-003    -2.163    -2.206    -0.043     23.20

		   CO2            2.166e-003  2.171e-003    -2.664    -2.663     0.001     33.63

		   CaHCO3+        1.446e-004  1.312e-004    -3.840    -3.882    -0.042      8.98

		   CaCO3          5.224e-006  5.236e-006    -5.282    -5.281     0.001    -14.66

		   CO3-2          2.506e-006  1.690e-006    -5.601    -5.772    -0.171     -7.24

		Ca           3.514e-003

		   Ca+2           3.364e-003  2.267e-003    -2.473    -2.644    -0.171    -18.25

		   CaHCO3+        1.446e-004  1.312e-004    -3.840    -3.882    -0.042      8.98

		   CaCO3          5.224e-006  5.236e-006    -5.282    -5.281     0.001    -14.66

		   CaOH+          3.475e-009  3.138e-009    -8.459    -8.503    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.034e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.874e-003  6.874e-003      1.00

				CaHCO3+          1.446e-004  1.446e-004      1.00

				CaCO3            1.045e-005  5.224e-006      2.00

				CO3-2            5.011e-006  2.506e-006      2.00

				H+              -1.311e-007  1.311e-007     -1.00

				OH-              2.722e-008  2.722e-008      1.00

				CaOH+            3.475e-009  3.475e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.42   -7.80  CaCO3

		Reaction step 258.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 514 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.372e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.192e-003  9.192e-003

				Ca               3.514e-003  3.514e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.921      Charge balance

		                                       pe  =  15.042      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.024e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.035e-003

		                       Total CO2 (mol/kg)  =  9.192e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553080e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.311e-007  1.199e-007    -6.883    -6.921    -0.039      0.00

		   OH-            2.723e-008  2.454e-008    -7.565    -7.610    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.877  -151.876     0.001     32.22

		C(4)         9.192e-003

		   HCO3-          6.875e-003  6.230e-003    -2.163    -2.206    -0.043     23.20

		   CO2            2.165e-003  2.171e-003    -2.664    -2.663     0.001     33.63

		   CaHCO3+        1.446e-004  1.313e-004    -3.840    -3.882    -0.042      8.98

		   CaCO3          5.225e-006  5.238e-006    -5.282    -5.281     0.001    -14.66

		   CO3-2          2.506e-006  1.690e-006    -5.601    -5.772    -0.171     -7.24

		Ca           3.514e-003

		   Ca+2           3.364e-003  2.268e-003    -2.473    -2.644    -0.171    -18.25

		   CaHCO3+        1.446e-004  1.313e-004    -3.840    -3.882    -0.042      8.98

		   CaCO3          5.225e-006  5.238e-006    -5.282    -5.281     0.001    -14.66

		   CaOH+          3.476e-009  3.139e-009    -8.459    -8.503    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.035e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.875e-003  6.875e-003      1.00

				CaHCO3+          1.446e-004  1.446e-004      1.00

				CaCO3            1.045e-005  5.225e-006      2.00

				CO3-2            5.012e-006  2.506e-006      2.00

				H+              -1.311e-007  1.311e-007     -1.00

				OH-              2.723e-008  2.723e-008      1.00

				CaOH+            3.476e-009  3.476e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.42   -7.80  CaCO3

		Reaction step 259.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 516 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.324e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.193e-003  9.192e-003

				Ca               3.514e-003  3.514e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.921      Charge balance

		                                       pe  =  15.041      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.024e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.035e-003

		                       Total CO2 (mol/kg)  =  9.193e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553081e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.310e-007  1.198e-007    -6.883    -6.921    -0.039      0.00

		   OH-            2.723e-008  2.454e-008    -7.565    -7.610    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.877  -151.876     0.001     32.22

		C(4)         9.193e-003

		   HCO3-          6.875e-003  6.230e-003    -2.163    -2.205    -0.043     23.20

		   CO2            2.165e-003  2.170e-003    -2.665    -2.663     0.001     33.63

		   CaHCO3+        1.446e-004  1.313e-004    -3.840    -3.882    -0.042      8.98

		   CaCO3          5.227e-006  5.239e-006    -5.282    -5.281     0.001    -14.66

		   CO3-2          2.507e-006  1.691e-006    -5.601    -5.772    -0.171     -7.24

		Ca           3.514e-003

		   Ca+2           3.364e-003  2.268e-003    -2.473    -2.644    -0.171    -18.25

		   CaHCO3+        1.446e-004  1.313e-004    -3.840    -3.882    -0.042      8.98

		   CaCO3          5.227e-006  5.239e-006    -5.282    -5.281     0.001    -14.66

		   CaOH+          3.476e-009  3.140e-009    -8.459    -8.503    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.035e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.875e-003  6.875e-003      1.00

				CaHCO3+          1.446e-004  1.446e-004      1.00

				CaCO3            1.045e-005  5.227e-006      2.00

				CO3-2            5.014e-006  2.507e-006      2.00

				H+              -1.310e-007  1.310e-007     -1.00

				OH-              2.723e-008  2.723e-008      1.00

				CaOH+            3.476e-009  3.476e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.42   -7.80  CaCO3

		Reaction step 260.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 518 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.276e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.193e-003  9.193e-003

				Ca               3.514e-003  3.514e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.921      Charge balance

		                                       pe  =  15.041      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.024e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.035e-003

		                       Total CO2 (mol/kg)  =  9.193e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553081e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.310e-007  1.198e-007    -6.883    -6.921    -0.039      0.00

		   OH-            2.724e-008  2.455e-008    -7.565    -7.610    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.877  -151.876     0.001     32.22

		C(4)         9.193e-003

		   HCO3-          6.875e-003  6.231e-003    -2.163    -2.205    -0.043     23.20

		   CO2            2.165e-003  2.170e-003    -2.665    -2.664     0.001     33.63

		   CaHCO3+        1.446e-004  1.313e-004    -3.840    -3.882    -0.042      8.98

		   CaCO3          5.228e-006  5.241e-006    -5.282    -5.281     0.001    -14.66

		   CO3-2          2.507e-006  1.691e-006    -5.601    -5.772    -0.171     -7.24

		Ca           3.514e-003

		   Ca+2           3.364e-003  2.268e-003    -2.473    -2.644    -0.171    -18.25

		   CaHCO3+        1.446e-004  1.313e-004    -3.840    -3.882    -0.042      8.98

		   CaCO3          5.228e-006  5.241e-006    -5.282    -5.281     0.001    -14.66

		   CaOH+          3.477e-009  3.141e-009    -8.459    -8.503    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.035e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.875e-003  6.875e-003      1.00

				CaHCO3+          1.446e-004  1.446e-004      1.00

				CaCO3            1.046e-005  5.228e-006      2.00

				CO3-2            5.015e-006  2.507e-006      2.00

				H+              -1.310e-007  1.310e-007     -1.00

				OH-              2.724e-008  2.724e-008      1.00

				CaOH+            3.477e-009  3.477e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.42   -7.80  CaCO3

		Reaction step 261.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 520 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.230e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.193e-003  9.193e-003

				Ca               3.515e-003  3.514e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.922      Charge balance

		                                       pe  =  15.041      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.024e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.036e-003

		                       Total CO2 (mol/kg)  =  9.193e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553081e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.310e-007  1.198e-007    -6.883    -6.922    -0.039      0.00

		   OH-            2.724e-008  2.455e-008    -7.565    -7.610    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.878  -151.877     0.001     32.22

		C(4)         9.193e-003

		   HCO3-          6.876e-003  6.231e-003    -2.163    -2.205    -0.043     23.20

		   CO2            2.165e-003  2.170e-003    -2.665    -2.664     0.001     33.63

		   CaHCO3+        1.446e-004  1.313e-004    -3.840    -3.882    -0.042      8.98

		   CaCO3          5.230e-006  5.242e-006    -5.282    -5.281     0.001    -14.66

		   CO3-2          2.508e-006  1.691e-006    -5.601    -5.772    -0.171     -7.24

		Ca           3.515e-003

		   Ca+2           3.365e-003  2.268e-003    -2.473    -2.644    -0.171    -18.25

		   CaHCO3+        1.446e-004  1.313e-004    -3.840    -3.882    -0.042      8.98

		   CaCO3          5.230e-006  5.242e-006    -5.282    -5.281     0.001    -14.66

		   CaOH+          3.478e-009  3.141e-009    -8.459    -8.503    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.036e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.876e-003  6.876e-003      1.00

				CaHCO3+          1.446e-004  1.446e-004      1.00

				CaCO3            1.046e-005  5.230e-006      2.00

				CO3-2            5.016e-006  2.508e-006      2.00

				H+              -1.310e-007  1.310e-007     -1.00

				OH-              2.724e-008  2.724e-008      1.00

				CaOH+            3.478e-009  3.478e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.42   -7.80  CaCO3

		Reaction step 262.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 522 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.184e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.193e-003  9.193e-003

				Ca               3.515e-003  3.515e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.922      Charge balance

		                                       pe  =  15.041      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.025e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.036e-003

		                       Total CO2 (mol/kg)  =  9.193e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553081e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.310e-007  1.198e-007    -6.883    -6.922    -0.039      0.00

		   OH-            2.725e-008  2.455e-008    -7.565    -7.610    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.878  -151.877     0.001     32.22

		C(4)         9.193e-003

		   HCO3-          6.876e-003  6.231e-003    -2.163    -2.205    -0.043     23.20

		   CO2            2.165e-003  2.170e-003    -2.665    -2.664     0.001     33.63

		   CaHCO3+        1.447e-004  1.313e-004    -3.840    -3.882    -0.042      8.98

		   CaCO3          5.231e-006  5.243e-006    -5.281    -5.280     0.001    -14.66

		   CO3-2          2.509e-006  1.692e-006    -5.601    -5.772    -0.171     -7.24

		Ca           3.515e-003

		   Ca+2           3.365e-003  2.268e-003    -2.473    -2.644    -0.171    -18.25

		   CaHCO3+        1.447e-004  1.313e-004    -3.840    -3.882    -0.042      8.98

		   CaCO3          5.231e-006  5.243e-006    -5.281    -5.280     0.001    -14.66

		   CaOH+          3.479e-009  3.142e-009    -8.459    -8.503    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.877e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.036e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.876e-003  6.876e-003      1.00

				CaHCO3+          1.447e-004  1.447e-004      1.00

				CaCO3            1.046e-005  5.231e-006      2.00

				CO3-2            5.017e-006  2.509e-006      2.00

				H+              -1.310e-007  1.310e-007     -1.00

				OH-              2.725e-008  2.725e-008      1.00

				CaOH+            3.479e-009  3.479e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.42   -7.80  CaCO3

		Reaction step 263.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 524 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.140e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.193e-003  9.193e-003

				Ca               3.515e-003  3.515e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.922      Charge balance

		                                       pe  =  15.041      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.025e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.037e-003

		                       Total CO2 (mol/kg)  =  9.193e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553081e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.310e-007  1.198e-007    -6.883    -6.922    -0.039      0.00

		   OH-            2.725e-008  2.456e-008    -7.565    -7.610    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.878  -151.877     0.001     32.22

		C(4)         9.193e-003

		   HCO3-          6.877e-003  6.232e-003    -2.163    -2.205    -0.043     23.20

		   CO2            2.164e-003  2.169e-003    -2.665    -2.664     0.001     33.63

		   CaHCO3+        1.447e-004  1.313e-004    -3.840    -3.882    -0.042      8.98

		   CaCO3          5.232e-006  5.245e-006    -5.281    -5.280     0.001    -14.66

		   CO3-2          2.509e-006  1.692e-006    -5.600    -5.772    -0.171     -7.24

		Ca           3.515e-003

		   Ca+2           3.365e-003  2.268e-003    -2.473    -2.644    -0.171    -18.25

		   CaHCO3+        1.447e-004  1.313e-004    -3.840    -3.882    -0.042      8.98

		   CaCO3          5.232e-006  5.245e-006    -5.281    -5.280     0.001    -14.66

		   CaOH+          3.479e-009  3.143e-009    -8.458    -8.503    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.037e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.877e-003  6.877e-003      1.00

				CaHCO3+          1.447e-004  1.447e-004      1.00

				CaCO3            1.046e-005  5.232e-006      2.00

				CO3-2            5.018e-006  2.509e-006      2.00

				H+              -1.310e-007  1.310e-007     -1.00

				OH-              2.725e-008  2.725e-008      1.00

				CaOH+            3.479e-009  3.479e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.42   -7.80  CaCO3

		Reaction step 264.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 526 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.096e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.194e-003  9.193e-003

				Ca               3.515e-003  3.515e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.922      Charge balance

		                                       pe  =  15.041      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.025e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.037e-003

		                       Total CO2 (mol/kg)  =  9.194e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553081e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.309e-007  1.197e-007    -6.883    -6.922    -0.039      0.00

		   OH-            2.725e-008  2.456e-008    -7.565    -7.610    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.878  -151.877     0.001     32.22

		C(4)         9.194e-003

		   HCO3-          6.877e-003  6.232e-003    -2.163    -2.205    -0.043     23.20

		   CO2            2.164e-003  2.169e-003    -2.665    -2.664     0.001     33.63

		   CaHCO3+        1.447e-004  1.313e-004    -3.840    -3.882    -0.042      8.98

		   CaCO3          5.234e-006  5.246e-006    -5.281    -5.280     0.001    -14.66

		   CO3-2          2.510e-006  1.692e-006    -5.600    -5.771    -0.171     -7.24

		Ca           3.515e-003

		   Ca+2           3.365e-003  2.268e-003    -2.473    -2.644    -0.171    -18.25

		   CaHCO3+        1.447e-004  1.313e-004    -3.840    -3.882    -0.042      8.98

		   CaCO3          5.234e-006  5.246e-006    -5.281    -5.280     0.001    -14.66

		   CaOH+          3.480e-009  3.143e-009    -8.458    -8.503    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.037e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.877e-003  6.877e-003      1.00

				CaHCO3+          1.447e-004  1.447e-004      1.00

				CaCO3            1.047e-005  5.234e-006      2.00

				CO3-2            5.019e-006  2.510e-006      2.00

				H+              -1.309e-007  1.309e-007     -1.00

				OH-              2.725e-008  2.725e-008      1.00

				CaOH+            3.480e-009  3.480e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.42   -7.80  CaCO3

		Reaction step 265.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 528 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.054e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.194e-003  9.194e-003

				Ca               3.515e-003  3.515e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.922      Charge balance

		                                       pe  =  15.041      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.025e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.038e-003

		                       Total CO2 (mol/kg)  =  9.194e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553081e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.309e-007  1.197e-007    -6.883    -6.922    -0.039      0.00

		   OH-            2.726e-008  2.457e-008    -7.564    -7.610    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.878  -151.877     0.001     32.22

		C(4)         9.194e-003

		   HCO3-          6.877e-003  6.232e-003    -2.163    -2.205    -0.043     23.20

		   CO2            2.164e-003  2.169e-003    -2.665    -2.664     0.001     33.63

		   CaHCO3+        1.447e-004  1.314e-004    -3.839    -3.882    -0.042      8.98

		   CaCO3          5.235e-006  5.247e-006    -5.281    -5.280     0.001    -14.66

		   CO3-2          2.510e-006  1.693e-006    -5.600    -5.771    -0.171     -7.24

		Ca           3.515e-003

		   Ca+2           3.365e-003  2.268e-003    -2.473    -2.644    -0.171    -18.25

		   CaHCO3+        1.447e-004  1.314e-004    -3.839    -3.882    -0.042      8.98

		   CaCO3          5.235e-006  5.247e-006    -5.281    -5.280     0.001    -14.66

		   CaOH+          3.481e-009  3.144e-009    -8.458    -8.503    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.038e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.877e-003  6.877e-003      1.00

				CaHCO3+          1.447e-004  1.447e-004      1.00

				CaCO3            1.047e-005  5.235e-006      2.00

				CO3-2            5.020e-006  2.510e-006      2.00

				H+              -1.309e-007  1.309e-007     -1.00

				OH-              2.726e-008  2.726e-008      1.00

				CaOH+            3.481e-009  3.481e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.42   -7.80  CaCO3

		Reaction step 266.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 530 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -2.012e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.194e-003  9.194e-003

				Ca               3.516e-003  3.516e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.922      Charge balance

		                                       pe  =  15.041      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.025e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.038e-003

		                       Total CO2 (mol/kg)  =  9.194e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553081e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.309e-007  1.197e-007    -6.883    -6.922    -0.039      0.00

		   OH-            2.726e-008  2.457e-008    -7.564    -7.610    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.878  -151.877     0.001     32.22

		C(4)         9.194e-003

		   HCO3-          6.878e-003  6.233e-003    -2.163    -2.205    -0.043     23.20

		   CO2            2.164e-003  2.169e-003    -2.665    -2.664     0.001     33.63

		   CaHCO3+        1.447e-004  1.314e-004    -3.839    -3.882    -0.042      8.98

		   CaCO3          5.236e-006  5.249e-006    -5.281    -5.280     0.001    -14.66

		   CO3-2          2.511e-006  1.693e-006    -5.600    -5.771    -0.171     -7.24

		Ca           3.516e-003

		   Ca+2           3.366e-003  2.268e-003    -2.473    -2.644    -0.171    -18.25

		   CaHCO3+        1.447e-004  1.314e-004    -3.839    -3.882    -0.042      8.98

		   CaCO3          5.236e-006  5.249e-006    -5.281    -5.280     0.001    -14.66

		   CaOH+          3.481e-009  3.144e-009    -8.458    -8.502    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.038e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.878e-003  6.878e-003      1.00

				CaHCO3+          1.447e-004  1.447e-004      1.00

				CaCO3            1.047e-005  5.236e-006      2.00

				CO3-2            5.021e-006  2.511e-006      2.00

				H+              -1.309e-007  1.309e-007     -1.00

				OH-              2.726e-008  2.726e-008      1.00

				CaOH+            3.481e-009  3.481e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.01     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.42   -7.80  CaCO3

		Reaction step 267.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 532 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.971e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.194e-003  9.194e-003

				Ca               3.516e-003  3.516e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.922      Charge balance

		                                       pe  =  15.041      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.025e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.038e-003

		                       Total CO2 (mol/kg)  =  9.194e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553081e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.309e-007  1.197e-007    -6.883    -6.922    -0.039      0.00

		   OH-            2.727e-008  2.457e-008    -7.564    -7.610    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.878  -151.877     0.001     32.22

		C(4)         9.194e-003

		   HCO3-          6.878e-003  6.233e-003    -2.163    -2.205    -0.043     23.20

		   CO2            2.163e-003  2.169e-003    -2.665    -2.664     0.001     33.63

		   CaHCO3+        1.447e-004  1.314e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.238e-006  5.250e-006    -5.281    -5.280     0.001    -14.66

		   CO3-2          2.511e-006  1.693e-006    -5.600    -5.771    -0.171     -7.24

		Ca           3.516e-003

		   Ca+2           3.366e-003  2.269e-003    -2.473    -2.644    -0.171    -18.25

		   CaHCO3+        1.447e-004  1.314e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.238e-006  5.250e-006    -5.281    -5.280     0.001    -14.66

		   CaOH+          3.482e-009  3.145e-009    -8.458    -8.502    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.038e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.878e-003  6.878e-003      1.00

				CaHCO3+          1.447e-004  1.447e-004      1.00

				CaCO3            1.048e-005  5.238e-006      2.00

				CO3-2            5.022e-006  2.511e-006      2.00

				H+              -1.309e-007  1.309e-007     -1.00

				OH-              2.727e-008  2.727e-008      1.00

				CaOH+            3.482e-009  3.482e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.00     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.42   -7.80  CaCO3

		Reaction step 268.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 534 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.931e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.194e-003  9.194e-003

				Ca               3.516e-003  3.516e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.922      Charge balance

		                                       pe  =  15.041      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.025e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.039e-003

		                       Total CO2 (mol/kg)  =  9.194e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553081e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.309e-007  1.197e-007    -6.883    -6.922    -0.039      0.00

		   OH-            2.727e-008  2.458e-008    -7.564    -7.609    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.878  -151.877     0.001     32.22

		C(4)         9.194e-003

		   HCO3-          6.879e-003  6.233e-003    -2.162    -2.205    -0.043     23.20

		   CO2            2.163e-003  2.168e-003    -2.665    -2.664     0.001     33.63

		   CaHCO3+        1.448e-004  1.314e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.239e-006  5.251e-006    -5.281    -5.280     0.001    -14.66

		   CO3-2          2.512e-006  1.694e-006    -5.600    -5.771    -0.171     -7.24

		Ca           3.516e-003

		   Ca+2           3.366e-003  2.269e-003    -2.473    -2.644    -0.171    -18.25

		   CaHCO3+        1.448e-004  1.314e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.239e-006  5.251e-006    -5.281    -5.280     0.001    -14.66

		   CaOH+          3.483e-009  3.146e-009    -8.458    -8.502    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.039e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.879e-003  6.879e-003      1.00

				CaHCO3+          1.448e-004  1.448e-004      1.00

				CaCO3            1.048e-005  5.239e-006      2.00

				CO3-2            5.023e-006  2.512e-006      2.00

				H+              -1.309e-007  1.309e-007     -1.00

				OH-              2.727e-008  2.727e-008      1.00

				CaOH+            3.483e-009  3.483e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.00     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.42   -7.80  CaCO3

		Reaction step 269.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 536 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.891e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.195e-003  9.194e-003

				Ca               3.516e-003  3.516e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.922      Charge balance

		                                       pe  =  15.041      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.025e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.039e-003

		                       Total CO2 (mol/kg)  =  9.195e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553081e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.309e-007  1.197e-007    -6.883    -6.922    -0.039      0.00

		   OH-            2.727e-008  2.458e-008    -7.564    -7.609    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.878  -151.877     0.001     32.22

		C(4)         9.195e-003

		   HCO3-          6.879e-003  6.234e-003    -2.162    -2.205    -0.043     23.20

		   CO2            2.163e-003  2.168e-003    -2.665    -2.664     0.001     33.63

		   CaHCO3+        1.448e-004  1.314e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.240e-006  5.252e-006    -5.281    -5.280     0.001    -14.66

		   CO3-2          2.512e-006  1.694e-006    -5.600    -5.771    -0.171     -7.24

		Ca           3.516e-003

		   Ca+2           3.366e-003  2.269e-003    -2.473    -2.644    -0.171    -18.25

		   CaHCO3+        1.448e-004  1.314e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.240e-006  5.252e-006    -5.281    -5.280     0.001    -14.66

		   CaOH+          3.483e-009  3.146e-009    -8.458    -8.502    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.039e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.879e-003  6.879e-003      1.00

				CaHCO3+          1.448e-004  1.448e-004      1.00

				CaCO3            1.048e-005  5.240e-006      2.00

				CO3-2            5.024e-006  2.512e-006      2.00

				H+              -1.309e-007  1.309e-007     -1.00

				OH-              2.727e-008  2.727e-008      1.00

				CaOH+            3.483e-009  3.483e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.00     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.42   -7.80  CaCO3

		Reaction step 270.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 538 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.853e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.195e-003  9.195e-003

				Ca               3.516e-003  3.516e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.922      Charge balance

		                                       pe  =  15.041      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.025e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.040e-003

		                       Total CO2 (mol/kg)  =  9.195e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553081e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.308e-007  1.196e-007    -6.883    -6.922    -0.039      0.00

		   OH-            2.728e-008  2.458e-008    -7.564    -7.609    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.878  -151.877     0.001     32.22

		C(4)         9.195e-003

		   HCO3-          6.879e-003  6.234e-003    -2.162    -2.205    -0.043     23.20

		   CO2            2.163e-003  2.168e-003    -2.665    -2.664     0.001     33.63

		   CaHCO3+        1.448e-004  1.314e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.241e-006  5.254e-006    -5.281    -5.280     0.001    -14.66

		   CO3-2          2.513e-006  1.694e-006    -5.600    -5.771    -0.171     -7.24

		Ca           3.516e-003

		   Ca+2           3.366e-003  2.269e-003    -2.473    -2.644    -0.171    -18.25

		   CaHCO3+        1.448e-004  1.314e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.241e-006  5.254e-006    -5.281    -5.280     0.001    -14.66

		   CaOH+          3.484e-009  3.147e-009    -8.458    -8.502    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.040e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.879e-003  6.879e-003      1.00

				CaHCO3+          1.448e-004  1.448e-004      1.00

				CaCO3            1.048e-005  5.241e-006      2.00

				CO3-2            5.025e-006  2.513e-006      2.00

				H+              -1.308e-007  1.308e-007     -1.00

				OH-              2.728e-008  2.728e-008      1.00

				CaOH+            3.484e-009  3.484e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.00     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.42   -7.80  CaCO3

		Reaction step 271.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 540 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.815e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.195e-003  9.195e-003

				Ca               3.517e-003  3.516e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.922      Charge balance

		                                       pe  =  15.041      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.025e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.040e-003

		                       Total CO2 (mol/kg)  =  9.195e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553081e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.308e-007  1.196e-007    -6.883    -6.922    -0.039      0.00

		   OH-            2.728e-008  2.459e-008    -7.564    -7.609    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.878  -151.877     0.001     32.22

		C(4)         9.195e-003

		   HCO3-          6.880e-003  6.234e-003    -2.162    -2.205    -0.043     23.20

		   CO2            2.163e-003  2.168e-003    -2.665    -2.664     0.001     33.63

		   CaHCO3+        1.448e-004  1.314e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.242e-006  5.255e-006    -5.280    -5.279     0.001    -14.66

		   CO3-2          2.513e-006  1.695e-006    -5.600    -5.771    -0.171     -7.24

		Ca           3.517e-003

		   Ca+2           3.367e-003  2.269e-003    -2.473    -2.644    -0.171    -18.25

		   CaHCO3+        1.448e-004  1.314e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.242e-006  5.255e-006    -5.280    -5.279     0.001    -14.66

		   CaOH+          3.485e-009  3.147e-009    -8.458    -8.502    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.040e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.880e-003  6.880e-003      1.00

				CaHCO3+          1.448e-004  1.448e-004      1.00

				CaCO3            1.048e-005  5.242e-006      2.00

				CO3-2            5.026e-006  2.513e-006      2.00

				H+              -1.308e-007  1.308e-007     -1.00

				OH-              2.728e-008  2.728e-008      1.00

				CaOH+            3.485e-009  3.485e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.42   -8.26  CaCO3

				Calcite          -0.00     -8.42   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.42   -7.80  CaCO3

		Reaction step 272.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 542 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.778e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.195e-003  9.195e-003

				Ca               3.517e-003  3.517e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.922      Charge balance

		                                       pe  =  15.041      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.025e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.040e-003

		                       Total CO2 (mol/kg)  =  9.195e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553081e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.308e-007  1.196e-007    -6.883    -6.922    -0.039      0.00

		   OH-            2.729e-008  2.459e-008    -7.564    -7.609    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.878  -151.877     0.001     32.22

		C(4)         9.195e-003

		   HCO3-          6.880e-003  6.235e-003    -2.162    -2.205    -0.043     23.20

		   CO2            2.163e-003  2.168e-003    -2.665    -2.664     0.001     33.63

		   CaHCO3+        1.448e-004  1.314e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.243e-006  5.256e-006    -5.280    -5.279     0.001    -14.66

		   CO3-2          2.514e-006  1.695e-006    -5.600    -5.771    -0.171     -7.24

		Ca           3.517e-003

		   Ca+2           3.367e-003  2.269e-003    -2.473    -2.644    -0.171    -18.25

		   CaHCO3+        1.448e-004  1.314e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.243e-006  5.256e-006    -5.280    -5.279     0.001    -14.66

		   CaOH+          3.485e-009  3.148e-009    -8.458    -8.502    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.040e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.880e-003  6.880e-003      1.00

				CaHCO3+          1.448e-004  1.448e-004      1.00

				CaCO3            1.049e-005  5.243e-006      2.00

				CO3-2            5.027e-006  2.514e-006      2.00

				H+              -1.308e-007  1.308e-007     -1.00

				OH-              2.729e-008  2.729e-008      1.00

				CaOH+            3.485e-009  3.485e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		Reaction step 273.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 544 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.742e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.195e-003  9.195e-003

				Ca               3.517e-003  3.517e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.922      Charge balance

		                                       pe  =  15.041      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.025e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.041e-003

		                       Total CO2 (mol/kg)  =  9.195e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553081e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.308e-007  1.196e-007    -6.883    -6.922    -0.039      0.00

		   OH-            2.729e-008  2.459e-008    -7.564    -7.609    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.878  -151.877     0.001     32.22

		C(4)         9.195e-003

		   HCO3-          6.880e-003  6.235e-003    -2.162    -2.205    -0.043     23.20

		   CO2            2.162e-003  2.168e-003    -2.665    -2.664     0.001     33.63

		   CaHCO3+        1.448e-004  1.314e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.245e-006  5.257e-006    -5.280    -5.279     0.001    -14.66

		   CO3-2          2.514e-006  1.695e-006    -5.600    -5.771    -0.171     -7.24

		Ca           3.517e-003

		   Ca+2           3.367e-003  2.269e-003    -2.473    -2.644    -0.171    -18.25

		   CaHCO3+        1.448e-004  1.314e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.245e-006  5.257e-006    -5.280    -5.279     0.001    -14.66

		   CaOH+          3.486e-009  3.148e-009    -8.458    -8.502    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.041e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.880e-003  6.880e-003      1.00

				CaHCO3+          1.448e-004  1.448e-004      1.00

				CaCO3            1.049e-005  5.245e-006      2.00

				CO3-2            5.028e-006  2.514e-006      2.00

				H+              -1.308e-007  1.308e-007     -1.00

				OH-              2.729e-008  2.729e-008      1.00

				CaOH+            3.486e-009  3.486e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		Reaction step 274.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 546 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.706e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.195e-003  9.195e-003

				Ca               3.517e-003  3.517e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.922      Charge balance

		                                       pe  =  15.041      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.025e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.041e-003

		                       Total CO2 (mol/kg)  =  9.195e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553081e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.308e-007  1.196e-007    -6.883    -6.922    -0.039      0.00

		   OH-            2.729e-008  2.460e-008    -7.564    -7.609    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.878  -151.877     0.001     32.22

		C(4)         9.195e-003

		   HCO3-          6.881e-003  6.235e-003    -2.162    -2.205    -0.043     23.20

		   CO2            2.162e-003  2.167e-003    -2.665    -2.664     0.001     33.63

		   CaHCO3+        1.448e-004  1.315e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.246e-006  5.258e-006    -5.280    -5.279     0.001    -14.66

		   CO3-2          2.515e-006  1.696e-006    -5.600    -5.771    -0.171     -7.24

		Ca           3.517e-003

		   Ca+2           3.367e-003  2.269e-003    -2.473    -2.644    -0.171    -18.25

		   CaHCO3+        1.448e-004  1.315e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.246e-006  5.258e-006    -5.280    -5.279     0.001    -14.66

		   CaOH+          3.486e-009  3.149e-009    -8.458    -8.502    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.041e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.881e-003  6.881e-003      1.00

				CaHCO3+          1.448e-004  1.448e-004      1.00

				CaCO3            1.049e-005  5.246e-006      2.00

				CO3-2            5.029e-006  2.515e-006      2.00

				H+              -1.308e-007  1.308e-007     -1.00

				OH-              2.729e-008  2.729e-008      1.00

				CaOH+            3.486e-009  3.486e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		Reaction step 275.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 548 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.671e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.196e-003  9.195e-003

				Ca               3.517e-003  3.517e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.922      Charge balance

		                                       pe  =  15.040      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.025e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.041e-003

		                       Total CO2 (mol/kg)  =  9.196e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553082e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.308e-007  1.196e-007    -6.884    -6.922    -0.039      0.00

		   OH-            2.730e-008  2.460e-008    -7.564    -7.609    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.878  -151.877     0.001     32.22

		C(4)         9.196e-003

		   HCO3-          6.881e-003  6.235e-003    -2.162    -2.205    -0.043     23.20

		   CO2            2.162e-003  2.167e-003    -2.665    -2.664     0.001     33.63

		   CaHCO3+        1.448e-004  1.315e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.247e-006  5.259e-006    -5.280    -5.279     0.001    -14.66

		   CO3-2          2.515e-006  1.696e-006    -5.599    -5.771    -0.171     -7.24

		Ca           3.517e-003

		   Ca+2           3.367e-003  2.269e-003    -2.473    -2.644    -0.171    -18.25

		   CaHCO3+        1.448e-004  1.315e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.247e-006  5.259e-006    -5.280    -5.279     0.001    -14.66

		   CaOH+          3.487e-009  3.149e-009    -8.458    -8.502    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.041e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.881e-003  6.881e-003      1.00

				CaHCO3+          1.448e-004  1.448e-004      1.00

				CaCO3            1.049e-005  5.247e-006      2.00

				CO3-2            5.030e-006  2.515e-006      2.00

				H+              -1.308e-007  1.308e-007     -1.00

				OH-              2.730e-008  2.730e-008      1.00

				CaOH+            3.487e-009  3.487e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		Reaction step 276.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 550 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.637e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.196e-003  9.196e-003

				Ca               3.517e-003  3.517e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.922      Charge balance

		                                       pe  =  15.040      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.025e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.042e-003

		                       Total CO2 (mol/kg)  =  9.196e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553082e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.307e-007  1.195e-007    -6.884    -6.922    -0.039      0.00

		   OH-            2.730e-008  2.460e-008    -7.564    -7.609    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.878  -151.877     0.001     32.22

		C(4)         9.196e-003

		   HCO3-          6.881e-003  6.236e-003    -2.162    -2.205    -0.043     23.20

		   CO2            2.162e-003  2.167e-003    -2.665    -2.664     0.001     33.63

		   CaHCO3+        1.449e-004  1.315e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.248e-006  5.260e-006    -5.280    -5.279     0.001    -14.66

		   CO3-2          2.515e-006  1.696e-006    -5.599    -5.771    -0.171     -7.24

		Ca           3.517e-003

		   Ca+2           3.367e-003  2.269e-003    -2.473    -2.644    -0.171    -18.25

		   CaHCO3+        1.449e-004  1.315e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.248e-006  5.260e-006    -5.280    -5.279     0.001    -14.66

		   CaOH+          3.488e-009  3.150e-009    -8.457    -8.502    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.042e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.881e-003  6.881e-003      1.00

				CaHCO3+          1.449e-004  1.449e-004      1.00

				CaCO3            1.050e-005  5.248e-006      2.00

				CO3-2            5.031e-006  2.515e-006      2.00

				H+              -1.307e-007  1.307e-007     -1.00

				OH-              2.730e-008  2.730e-008      1.00

				CaOH+            3.488e-009  3.488e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		Reaction step 277.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 552 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.604e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.196e-003  9.196e-003

				Ca               3.518e-003  3.517e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.923      Charge balance

		                                       pe  =  15.040      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.025e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.042e-003

		                       Total CO2 (mol/kg)  =  9.196e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553082e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.307e-007  1.195e-007    -6.884    -6.923    -0.039      0.00

		   OH-            2.730e-008  2.460e-008    -7.564    -7.609    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.878  -151.877     0.001     32.22

		C(4)         9.196e-003

		   HCO3-          6.882e-003  6.236e-003    -2.162    -2.205    -0.043     23.20

		   CO2            2.162e-003  2.167e-003    -2.665    -2.664     0.001     33.63

		   CaHCO3+        1.449e-004  1.315e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.249e-006  5.261e-006    -5.280    -5.279     0.001    -14.66

		   CO3-2          2.516e-006  1.696e-006    -5.599    -5.770    -0.171     -7.24

		Ca           3.518e-003

		   Ca+2           3.367e-003  2.269e-003    -2.473    -2.644    -0.171    -18.25

		   CaHCO3+        1.449e-004  1.315e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.249e-006  5.261e-006    -5.280    -5.279     0.001    -14.66

		   CaOH+          3.488e-009  3.150e-009    -8.457    -8.502    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.042e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.882e-003  6.882e-003      1.00

				CaHCO3+          1.449e-004  1.449e-004      1.00

				CaCO3            1.050e-005  5.249e-006      2.00

				CO3-2            5.032e-006  2.516e-006      2.00

				H+              -1.307e-007  1.307e-007     -1.00

				OH-              2.730e-008  2.730e-008      1.00

				CaOH+            3.488e-009  3.488e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		Reaction step 278.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 554 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.571e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.196e-003  9.196e-003

				Ca               3.518e-003  3.518e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.923      Charge balance

		                                       pe  =  15.040      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.025e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.042e-003

		                       Total CO2 (mol/kg)  =  9.196e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553082e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.307e-007  1.195e-007    -6.884    -6.923    -0.039      0.00

		   OH-            2.731e-008  2.461e-008    -7.564    -7.609    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.878  -151.877     0.001     32.22

		C(4)         9.196e-003

		   HCO3-          6.882e-003  6.236e-003    -2.162    -2.205    -0.043     23.20

		   CO2            2.162e-003  2.167e-003    -2.665    -2.664     0.001     33.63

		   CaHCO3+        1.449e-004  1.315e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.250e-006  5.262e-006    -5.280    -5.279     0.001    -14.66

		   CO3-2          2.516e-006  1.697e-006    -5.599    -5.770    -0.171     -7.24

		Ca           3.518e-003

		   Ca+2           3.368e-003  2.270e-003    -2.473    -2.644    -0.171    -18.25

		   CaHCO3+        1.449e-004  1.315e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.250e-006  5.262e-006    -5.280    -5.279     0.001    -14.66

		   CaOH+          3.489e-009  3.151e-009    -8.457    -8.502    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.042e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.882e-003  6.882e-003      1.00

				CaHCO3+          1.449e-004  1.449e-004      1.00

				CaCO3            1.050e-005  5.250e-006      2.00

				CO3-2            5.032e-006  2.516e-006      2.00

				H+              -1.307e-007  1.307e-007     -1.00

				OH-              2.731e-008  2.731e-008      1.00

				CaOH+            3.489e-009  3.489e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		Reaction step 279.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 556 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.539e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.196e-003  9.196e-003

				Ca               3.518e-003  3.518e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.923      Charge balance

		                                       pe  =  15.040      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.025e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.043e-003

		                       Total CO2 (mol/kg)  =  9.196e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553082e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.307e-007  1.195e-007    -6.884    -6.923    -0.039      0.00

		   OH-            2.731e-008  2.461e-008    -7.564    -7.609    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.878  -151.877     0.001     32.22

		C(4)         9.196e-003

		   HCO3-          6.882e-003  6.237e-003    -2.162    -2.205    -0.043     23.20

		   CO2            2.161e-003  2.167e-003    -2.665    -2.664     0.001     33.63

		   CaHCO3+        1.449e-004  1.315e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.251e-006  5.263e-006    -5.280    -5.279     0.001    -14.66

		   CO3-2          2.517e-006  1.697e-006    -5.599    -5.770    -0.171     -7.24

		Ca           3.518e-003

		   Ca+2           3.368e-003  2.270e-003    -2.473    -2.644    -0.171    -18.25

		   CaHCO3+        1.449e-004  1.315e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.251e-006  5.263e-006    -5.280    -5.279     0.001    -14.66

		   CaOH+          3.489e-009  3.151e-009    -8.457    -8.502    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.043e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.882e-003  6.882e-003      1.00

				CaHCO3+          1.449e-004  1.449e-004      1.00

				CaCO3            1.050e-005  5.251e-006      2.00

				CO3-2            5.033e-006  2.517e-006      2.00

				H+              -1.307e-007  1.307e-007     -1.00

				OH-              2.731e-008  2.731e-008      1.00

				CaOH+            3.489e-009  3.489e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		Reaction step 280.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 558 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.508e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.196e-003  9.196e-003

				Ca               3.518e-003  3.518e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.923      Charge balance

		                                       pe  =  15.040      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.025e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.043e-003

		                       Total CO2 (mol/kg)  =  9.196e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553082e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.307e-007  1.195e-007    -6.884    -6.923    -0.039      0.00

		   OH-            2.731e-008  2.461e-008    -7.564    -7.609    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.878  -151.877     0.001     32.22

		C(4)         9.196e-003

		   HCO3-          6.882e-003  6.237e-003    -2.162    -2.205    -0.043     23.20

		   CO2            2.161e-003  2.166e-003    -2.665    -2.664     0.001     33.63

		   CaHCO3+        1.449e-004  1.315e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.252e-006  5.264e-006    -5.280    -5.279     0.001    -14.66

		   CO3-2          2.517e-006  1.697e-006    -5.599    -5.770    -0.171     -7.24

		Ca           3.518e-003

		   Ca+2           3.368e-003  2.270e-003    -2.473    -2.644    -0.171    -18.25

		   CaHCO3+        1.449e-004  1.315e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.252e-006  5.264e-006    -5.280    -5.279     0.001    -14.66

		   CaOH+          3.490e-009  3.152e-009    -8.457    -8.501    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.043e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.882e-003  6.882e-003      1.00

				CaHCO3+          1.449e-004  1.449e-004      1.00

				CaCO3            1.050e-005  5.252e-006      2.00

				CO3-2            5.034e-006  2.517e-006      2.00

				H+              -1.307e-007  1.307e-007     -1.00

				OH-              2.731e-008  2.731e-008      1.00

				CaOH+            3.490e-009  3.490e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		Reaction step 281.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 560 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.477e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.197e-003  9.196e-003

				Ca               3.518e-003  3.518e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.923      Charge balance

		                                       pe  =  15.040      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.025e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.043e-003

		                       Total CO2 (mol/kg)  =  9.197e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553082e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.307e-007  1.195e-007    -6.884    -6.923    -0.039      0.00

		   OH-            2.731e-008  2.461e-008    -7.564    -7.609    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.878  -151.877     0.001     32.22

		C(4)         9.197e-003

		   HCO3-          6.883e-003  6.237e-003    -2.162    -2.205    -0.043     23.20

		   CO2            2.161e-003  2.166e-003    -2.665    -2.664     0.001     33.63

		   CaHCO3+        1.449e-004  1.315e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.253e-006  5.265e-006    -5.280    -5.279     0.001    -14.66

		   CO3-2          2.517e-006  1.697e-006    -5.599    -5.770    -0.171     -7.24

		Ca           3.518e-003

		   Ca+2           3.368e-003  2.270e-003    -2.473    -2.644    -0.171    -18.25

		   CaHCO3+        1.449e-004  1.315e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.253e-006  5.265e-006    -5.280    -5.279     0.001    -14.66

		   CaOH+          3.490e-009  3.152e-009    -8.457    -8.501    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.043e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.883e-003  6.883e-003      1.00

				CaHCO3+          1.449e-004  1.449e-004      1.00

				CaCO3            1.051e-005  5.253e-006      2.00

				CO3-2            5.035e-006  2.517e-006      2.00

				H+              -1.307e-007  1.307e-007     -1.00

				OH-              2.731e-008  2.731e-008      1.00

				CaOH+            3.490e-009  3.490e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		Reaction step 282.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 562 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.447e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.197e-003  9.196e-003

				Ca               3.518e-003  3.518e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.923      Charge balance

		                                       pe  =  15.040      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.026e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.043e-003

		                       Total CO2 (mol/kg)  =  9.197e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553082e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.307e-007  1.195e-007    -6.884    -6.923    -0.039      0.00

		   OH-            2.732e-008  2.462e-008    -7.564    -7.609    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.878  -151.877     0.001     32.22

		C(4)         9.197e-003

		   HCO3-          6.883e-003  6.237e-003    -2.162    -2.205    -0.043     23.20

		   CO2            2.161e-003  2.166e-003    -2.665    -2.664     0.001     33.63

		   CaHCO3+        1.449e-004  1.315e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.254e-006  5.266e-006    -5.280    -5.279     0.001    -14.66

		   CO3-2          2.518e-006  1.698e-006    -5.599    -5.770    -0.171     -7.24

		Ca           3.518e-003

		   Ca+2           3.368e-003  2.270e-003    -2.473    -2.644    -0.171    -18.25

		   CaHCO3+        1.449e-004  1.315e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.254e-006  5.266e-006    -5.280    -5.279     0.001    -14.66

		   CaOH+          3.491e-009  3.152e-009    -8.457    -8.501    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.043e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.883e-003  6.883e-003      1.00

				CaHCO3+          1.449e-004  1.449e-004      1.00

				CaCO3            1.051e-005  5.254e-006      2.00

				CO3-2            5.036e-006  2.518e-006      2.00

				H+              -1.307e-007  1.307e-007     -1.00

				OH-              2.732e-008  2.732e-008      1.00

				CaOH+            3.491e-009  3.491e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		Reaction step 283.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 564 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.417e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.197e-003  9.197e-003

				Ca               3.518e-003  3.518e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.923      Charge balance

		                                       pe  =  15.040      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.026e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.044e-003

		                       Total CO2 (mol/kg)  =  9.197e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553082e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.306e-007  1.195e-007    -6.884    -6.923    -0.039      0.00

		   OH-            2.732e-008  2.462e-008    -7.564    -7.609    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.878  -151.877     0.001     32.22

		C(4)         9.197e-003

		   HCO3-          6.883e-003  6.237e-003    -2.162    -2.205    -0.043     23.20

		   CO2            2.161e-003  2.166e-003    -2.665    -2.664     0.001     33.63

		   CaHCO3+        1.449e-004  1.315e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.254e-006  5.267e-006    -5.279    -5.278     0.001    -14.66

		   CO3-2          2.518e-006  1.698e-006    -5.599    -5.770    -0.171     -7.24

		Ca           3.518e-003

		   Ca+2           3.368e-003  2.270e-003    -2.473    -2.644    -0.171    -18.25

		   CaHCO3+        1.449e-004  1.315e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.254e-006  5.267e-006    -5.279    -5.278     0.001    -14.66

		   CaOH+          3.491e-009  3.153e-009    -8.457    -8.501    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.044e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.883e-003  6.883e-003      1.00

				CaHCO3+          1.449e-004  1.449e-004      1.00

				CaCO3            1.051e-005  5.254e-006      2.00

				CO3-2            5.036e-006  2.518e-006      2.00

				H+              -1.306e-007  1.306e-007     -1.00

				OH-              2.732e-008  2.732e-008      1.00

				CaOH+            3.491e-009  3.491e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		Reaction step 284.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 566 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.388e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.197e-003  9.197e-003

				Ca               3.519e-003  3.519e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.923      Charge balance

		                                       pe  =  15.040      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.026e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.044e-003

		                       Total CO2 (mol/kg)  =  9.197e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553082e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.306e-007  1.194e-007    -6.884    -6.923    -0.039      0.00

		   OH-            2.732e-008  2.462e-008    -7.563    -7.609    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.878  -151.877     0.001     32.22

		C(4)         9.197e-003

		   HCO3-          6.884e-003  6.238e-003    -2.162    -2.205    -0.043     23.20

		   CO2            2.161e-003  2.166e-003    -2.665    -2.664     0.001     33.63

		   CaHCO3+        1.449e-004  1.316e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.255e-006  5.268e-006    -5.279    -5.278     0.001    -14.66

		   CO3-2          2.518e-006  1.698e-006    -5.599    -5.770    -0.171     -7.24

		Ca           3.519e-003

		   Ca+2           3.368e-003  2.270e-003    -2.473    -2.644    -0.171    -18.25

		   CaHCO3+        1.449e-004  1.316e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.255e-006  5.268e-006    -5.279    -5.278     0.001    -14.66

		   CaOH+          3.492e-009  3.153e-009    -8.457    -8.501    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.044e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.884e-003  6.884e-003      1.00

				CaHCO3+          1.449e-004  1.449e-004      1.00

				CaCO3            1.051e-005  5.255e-006      2.00

				CO3-2            5.037e-006  2.518e-006      2.00

				H+              -1.306e-007  1.306e-007     -1.00

				OH-              2.732e-008  2.732e-008      1.00

				CaOH+            3.492e-009  3.492e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		Reaction step 285.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 568 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.360e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.197e-003  9.197e-003

				Ca               3.519e-003  3.519e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.923      Charge balance

		                                       pe  =  15.040      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.026e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.044e-003

		                       Total CO2 (mol/kg)  =  9.197e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553082e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.306e-007  1.194e-007    -6.884    -6.923    -0.039      0.00

		   OH-            2.733e-008  2.462e-008    -7.563    -7.609    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.878  -151.877     0.001     32.22

		C(4)         9.197e-003

		   HCO3-          6.884e-003  6.238e-003    -2.162    -2.205    -0.043     23.20

		   CO2            2.161e-003  2.166e-003    -2.665    -2.664     0.001     33.63

		   CaHCO3+        1.450e-004  1.316e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.256e-006  5.269e-006    -5.279    -5.278     0.001    -14.66

		   CO3-2          2.519e-006  1.698e-006    -5.599    -5.770    -0.171     -7.24

		Ca           3.519e-003

		   Ca+2           3.369e-003  2.270e-003    -2.473    -2.644    -0.171    -18.25

		   CaHCO3+        1.450e-004  1.316e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.256e-006  5.269e-006    -5.279    -5.278     0.001    -14.66

		   CaOH+          3.492e-009  3.154e-009    -8.457    -8.501    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.044e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.884e-003  6.884e-003      1.00

				CaHCO3+          1.450e-004  1.450e-004      1.00

				CaCO3            1.051e-005  5.256e-006      2.00

				CO3-2            5.038e-006  2.519e-006      2.00

				H+              -1.306e-007  1.306e-007     -1.00

				OH-              2.733e-008  2.733e-008      1.00

				CaOH+            3.492e-009  3.492e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		Reaction step 286.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 570 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.332e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.197e-003  9.197e-003

				Ca               3.519e-003  3.519e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.923      Charge balance

		                                       pe  =  15.040      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.026e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.045e-003

		                       Total CO2 (mol/kg)  =  9.197e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553082e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.306e-007  1.194e-007    -6.884    -6.923    -0.039      0.00

		   OH-            2.733e-008  2.463e-008    -7.563    -7.609    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.878  -151.877     0.001     32.22

		C(4)         9.197e-003

		   HCO3-          6.884e-003  6.238e-003    -2.162    -2.205    -0.043     23.20

		   CO2            2.160e-003  2.166e-003    -2.665    -2.664     0.001     33.63

		   CaHCO3+        1.450e-004  1.316e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.257e-006  5.270e-006    -5.279    -5.278     0.001    -14.66

		   CO3-2          2.519e-006  1.699e-006    -5.599    -5.770    -0.171     -7.24

		Ca           3.519e-003

		   Ca+2           3.369e-003  2.270e-003    -2.473    -2.644    -0.171    -18.25

		   CaHCO3+        1.450e-004  1.316e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.257e-006  5.270e-006    -5.279    -5.278     0.001    -14.66

		   CaOH+          3.492e-009  3.154e-009    -8.457    -8.501    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.045e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.884e-003  6.884e-003      1.00

				CaHCO3+          1.450e-004  1.450e-004      1.00

				CaCO3            1.051e-005  5.257e-006      2.00

				CO3-2            5.038e-006  2.519e-006      2.00

				H+              -1.306e-007  1.306e-007     -1.00

				OH-              2.733e-008  2.733e-008      1.00

				CaOH+            3.492e-009  3.492e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		Reaction step 287.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 572 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.305e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.197e-003  9.197e-003

				Ca               3.519e-003  3.519e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.923      Charge balance

		                                       pe  =  15.040      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.026e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.045e-003

		                       Total CO2 (mol/kg)  =  9.197e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553082e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.306e-007  1.194e-007    -6.884    -6.923    -0.039      0.00

		   OH-            2.733e-008  2.463e-008    -7.563    -7.609    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.878  -151.877     0.001     32.22

		C(4)         9.197e-003

		   HCO3-          6.884e-003  6.238e-003    -2.162    -2.205    -0.043     23.20

		   CO2            2.160e-003  2.165e-003    -2.665    -2.664     0.001     33.63

		   CaHCO3+        1.450e-004  1.316e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.258e-006  5.270e-006    -5.279    -5.278     0.001    -14.66

		   CO3-2          2.520e-006  1.699e-006    -5.599    -5.770    -0.171     -7.24

		Ca           3.519e-003

		   Ca+2           3.369e-003  2.270e-003    -2.473    -2.644    -0.171    -18.25

		   CaHCO3+        1.450e-004  1.316e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.258e-006  5.270e-006    -5.279    -5.278     0.001    -14.66

		   CaOH+          3.493e-009  3.155e-009    -8.457    -8.501    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.045e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.884e-003  6.884e-003      1.00

				CaHCO3+          1.450e-004  1.450e-004      1.00

				CaCO3            1.052e-005  5.258e-006      2.00

				CO3-2            5.039e-006  2.520e-006      2.00

				H+              -1.306e-007  1.306e-007     -1.00

				OH-              2.733e-008  2.733e-008      1.00

				CaOH+            3.493e-009  3.493e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		Reaction step 288.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 574 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.278e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.198e-003  9.197e-003

				Ca               3.519e-003  3.519e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.923      Charge balance

		                                       pe  =  15.040      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.026e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.045e-003

		                       Total CO2 (mol/kg)  =  9.198e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553082e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.306e-007  1.194e-007    -6.884    -6.923    -0.039      0.00

		   OH-            2.733e-008  2.463e-008    -7.563    -7.609    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.878  -151.877     0.001     32.22

		C(4)         9.198e-003

		   HCO3-          6.885e-003  6.239e-003    -2.162    -2.205    -0.043     23.20

		   CO2            2.160e-003  2.165e-003    -2.666    -2.664     0.001     33.63

		   CaHCO3+        1.450e-004  1.316e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.259e-006  5.271e-006    -5.279    -5.278     0.001    -14.66

		   CO3-2          2.520e-006  1.699e-006    -5.599    -5.770    -0.171     -7.24

		Ca           3.519e-003

		   Ca+2           3.369e-003  2.270e-003    -2.473    -2.644    -0.171    -18.25

		   CaHCO3+        1.450e-004  1.316e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.259e-006  5.271e-006    -5.279    -5.278     0.001    -14.66

		   CaOH+          3.493e-009  3.155e-009    -8.457    -8.501    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.045e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.885e-003  6.885e-003      1.00

				CaHCO3+          1.450e-004  1.450e-004      1.00

				CaCO3            1.052e-005  5.259e-006      2.00

				CO3-2            5.040e-006  2.520e-006      2.00

				H+              -1.306e-007  1.306e-007     -1.00

				OH-              2.733e-008  2.733e-008      1.00

				CaOH+            3.493e-009  3.493e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		Reaction step 289.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 576 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.252e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.198e-003  9.197e-003

				Ca               3.519e-003  3.519e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.923      Charge balance

		                                       pe  =  15.040      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.026e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.045e-003

		                       Total CO2 (mol/kg)  =  9.198e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553082e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.306e-007  1.194e-007    -6.884    -6.923    -0.039      0.00

		   OH-            2.734e-008  2.463e-008    -7.563    -7.608    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.878  -151.877     0.001     32.22

		C(4)         9.198e-003

		   HCO3-          6.885e-003  6.239e-003    -2.162    -2.205    -0.043     23.20

		   CO2            2.160e-003  2.165e-003    -2.666    -2.665     0.001     33.63

		   CaHCO3+        1.450e-004  1.316e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.260e-006  5.272e-006    -5.279    -5.278     0.001    -14.66

		   CO3-2          2.520e-006  1.699e-006    -5.599    -5.770    -0.171     -7.24

		Ca           3.519e-003

		   Ca+2           3.369e-003  2.270e-003    -2.472    -2.644    -0.171    -18.25

		   CaHCO3+        1.450e-004  1.316e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.260e-006  5.272e-006    -5.279    -5.278     0.001    -14.66

		   CaOH+          3.494e-009  3.155e-009    -8.457    -8.501    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.045e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.885e-003  6.885e-003      1.00

				CaHCO3+          1.450e-004  1.450e-004      1.00

				CaCO3            1.052e-005  5.260e-006      2.00

				CO3-2            5.040e-006  2.520e-006      2.00

				H+              -1.306e-007  1.306e-007     -1.00

				OH-              2.734e-008  2.734e-008      1.00

				CaOH+            3.494e-009  3.494e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		Reaction step 290.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 578 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.227e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.198e-003  9.198e-003

				Ca               3.519e-003  3.519e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.923      Charge balance

		                                       pe  =  15.040      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.026e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.046e-003

		                       Total CO2 (mol/kg)  =  9.198e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553082e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.306e-007  1.194e-007    -6.884    -6.923    -0.039      0.00

		   OH-            2.734e-008  2.464e-008    -7.563    -7.608    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.879  -151.877     0.001     32.22

		C(4)         9.198e-003

		   HCO3-          6.885e-003  6.239e-003    -2.162    -2.205    -0.043     23.20

		   CO2            2.160e-003  2.165e-003    -2.666    -2.665     0.001     33.63

		   CaHCO3+        1.450e-004  1.316e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.260e-006  5.273e-006    -5.279    -5.278     0.001    -14.66

		   CO3-2          2.521e-006  1.699e-006    -5.599    -5.770    -0.171     -7.24

		Ca           3.519e-003

		   Ca+2           3.369e-003  2.270e-003    -2.472    -2.644    -0.171    -18.25

		   CaHCO3+        1.450e-004  1.316e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.260e-006  5.273e-006    -5.279    -5.278     0.001    -14.66

		   CaOH+          3.494e-009  3.156e-009    -8.457    -8.501    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.046e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.885e-003  6.885e-003      1.00

				CaHCO3+          1.450e-004  1.450e-004      1.00

				CaCO3            1.052e-005  5.260e-006      2.00

				CO3-2            5.041e-006  2.521e-006      2.00

				H+              -1.306e-007  1.306e-007     -1.00

				OH-              2.734e-008  2.734e-008      1.00

				CaOH+            3.494e-009  3.494e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		Reaction step 291.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 580 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.202e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.198e-003  9.198e-003

				Ca               3.520e-003  3.519e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.923      Charge balance

		                                       pe  =  15.040      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.026e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.046e-003

		                       Total CO2 (mol/kg)  =  9.198e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553082e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.305e-007  1.194e-007    -6.884    -6.923    -0.039      0.00

		   OH-            2.734e-008  2.464e-008    -7.563    -7.608    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.879  -151.877     0.001     32.22

		C(4)         9.198e-003

		   HCO3-          6.885e-003  6.239e-003    -2.162    -2.205    -0.043     23.20

		   CO2            2.160e-003  2.165e-003    -2.666    -2.665     0.001     33.63

		   CaHCO3+        1.450e-004  1.316e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.261e-006  5.274e-006    -5.279    -5.278     0.001    -14.66

		   CO3-2          2.521e-006  1.700e-006    -5.598    -5.770    -0.171     -7.24

		Ca           3.520e-003

		   Ca+2           3.369e-003  2.270e-003    -2.472    -2.644    -0.171    -18.25

		   CaHCO3+        1.450e-004  1.316e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.261e-006  5.274e-006    -5.279    -5.278     0.001    -14.66

		   CaOH+          3.495e-009  3.156e-009    -8.457    -8.501    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.046e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.885e-003  6.885e-003      1.00

				CaHCO3+          1.450e-004  1.450e-004      1.00

				CaCO3            1.052e-005  5.261e-006      2.00

				CO3-2            5.042e-006  2.521e-006      2.00

				H+              -1.305e-007  1.305e-007     -1.00

				OH-              2.734e-008  2.734e-008      1.00

				CaOH+            3.495e-009  3.495e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		Reaction step 292.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 582 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.177e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.198e-003  9.198e-003

				Ca               3.520e-003  3.520e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.923      Charge balance

		                                       pe  =  15.040      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.026e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.046e-003

		                       Total CO2 (mol/kg)  =  9.198e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553082e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.305e-007  1.194e-007    -6.884    -6.923    -0.039      0.00

		   OH-            2.734e-008  2.464e-008    -7.563    -7.608    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.879  -151.878     0.001     32.22

		C(4)         9.198e-003

		   HCO3-          6.886e-003  6.239e-003    -2.162    -2.205    -0.043     23.20

		   CO2            2.160e-003  2.165e-003    -2.666    -2.665     0.001     33.63

		   CaHCO3+        1.450e-004  1.316e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.262e-006  5.274e-006    -5.279    -5.278     0.001    -14.66

		   CO3-2          2.521e-006  1.700e-006    -5.598    -5.770    -0.171     -7.24

		Ca           3.520e-003

		   Ca+2           3.369e-003  2.271e-003    -2.472    -2.644    -0.171    -18.25

		   CaHCO3+        1.450e-004  1.316e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.262e-006  5.274e-006    -5.279    -5.278     0.001    -14.66

		   CaOH+          3.495e-009  3.156e-009    -8.457    -8.501    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.046e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.886e-003  6.886e-003      1.00

				CaHCO3+          1.450e-004  1.450e-004      1.00

				CaCO3            1.052e-005  5.262e-006      2.00

				CO3-2            5.042e-006  2.521e-006      2.00

				H+              -1.305e-007  1.305e-007     -1.00

				OH-              2.734e-008  2.734e-008      1.00

				CaOH+            3.495e-009  3.495e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		Reaction step 293.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 584 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.153e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.198e-003  9.198e-003

				Ca               3.520e-003  3.520e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.923      Charge balance

		                                       pe  =  15.040      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 431

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.026e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.046e-003

		                       Total CO2 (mol/kg)  =  9.198e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553082e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.305e-007  1.193e-007    -6.884    -6.923    -0.039      0.00

		   OH-            2.735e-008  2.464e-008    -7.563    -7.608    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.879  -151.878     0.001     32.22

		C(4)         9.198e-003

		   HCO3-          6.886e-003  6.240e-003    -2.162    -2.205    -0.043     23.20

		   CO2            2.160e-003  2.165e-003    -2.666    -2.665     0.001     33.63

		   CaHCO3+        1.450e-004  1.316e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.263e-006  5.275e-006    -5.279    -5.278     0.001    -14.66

		   CO3-2          2.521e-006  1.700e-006    -5.598    -5.770    -0.171     -7.24

		Ca           3.520e-003

		   Ca+2           3.369e-003  2.271e-003    -2.472    -2.644    -0.171    -18.25

		   CaHCO3+        1.450e-004  1.316e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.263e-006  5.275e-006    -5.279    -5.278     0.001    -14.66

		   CaOH+          3.495e-009  3.157e-009    -8.457    -8.501    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.046e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.886e-003  6.886e-003      1.00

				CaHCO3+          1.450e-004  1.450e-004      1.00

				CaCO3            1.053e-005  5.263e-006      2.00

				CO3-2            5.043e-006  2.521e-006      2.00

				H+              -1.305e-007  1.305e-007     -1.00

				OH-              2.735e-008  2.735e-008      1.00

				CaOH+            3.495e-009  3.495e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		Reaction step 294.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 586 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.129e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.198e-003  9.198e-003

				Ca               3.520e-003  3.520e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.923      Charge balance

		                                       pe  =  15.040      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 432

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.026e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.046e-003

		                       Total CO2 (mol/kg)  =  9.198e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553082e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.305e-007  1.193e-007    -6.884    -6.923    -0.039      0.00

		   OH-            2.735e-008  2.464e-008    -7.563    -7.608    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.879  -151.878     0.001     32.22

		C(4)         9.198e-003

		   HCO3-          6.886e-003  6.240e-003    -2.162    -2.205    -0.043     23.20

		   CO2            2.159e-003  2.165e-003    -2.666    -2.665     0.001     33.63

		   CaHCO3+        1.450e-004  1.316e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.263e-006  5.276e-006    -5.279    -5.278     0.001    -14.66

		   CO3-2          2.522e-006  1.700e-006    -5.598    -5.769    -0.171     -7.24

		Ca           3.520e-003

		   Ca+2           3.370e-003  2.271e-003    -2.472    -2.644    -0.171    -18.25

		   CaHCO3+        1.450e-004  1.316e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.263e-006  5.276e-006    -5.279    -5.278     0.001    -14.66

		   CaOH+          3.496e-009  3.157e-009    -8.456    -8.501    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.046e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.886e-003  6.886e-003      1.00

				CaHCO3+          1.450e-004  1.450e-004      1.00

				CaCO3            1.053e-005  5.263e-006      2.00

				CO3-2            5.043e-006  2.522e-006      2.00

				H+              -1.305e-007  1.305e-007     -1.00

				OH-              2.735e-008  2.735e-008      1.00

				CaOH+            3.496e-009  3.496e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		Reaction step 295.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 588 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.106e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.198e-003  9.198e-003

				Ca               3.520e-003  3.520e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.923      Charge balance

		                                       pe  =  15.040      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 432

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.026e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.047e-003

		                       Total CO2 (mol/kg)  =  9.198e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553082e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.305e-007  1.193e-007    -6.884    -6.923    -0.039      0.00

		   OH-            2.735e-008  2.465e-008    -7.563    -7.608    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.879  -151.878     0.001     32.22

		C(4)         9.198e-003

		   HCO3-          6.886e-003  6.240e-003    -2.162    -2.205    -0.043     23.20

		   CO2            2.159e-003  2.164e-003    -2.666    -2.665     0.001     33.63

		   CaHCO3+        1.450e-004  1.316e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.264e-006  5.276e-006    -5.279    -5.278     0.001    -14.66

		   CO3-2          2.522e-006  1.700e-006    -5.598    -5.769    -0.171     -7.24

		Ca           3.520e-003

		   Ca+2           3.370e-003  2.271e-003    -2.472    -2.644    -0.171    -18.25

		   CaHCO3+        1.450e-004  1.316e-004    -3.839    -3.881    -0.042      8.98

		   CaCO3          5.264e-006  5.276e-006    -5.279    -5.278     0.001    -14.66

		   CaOH+          3.496e-009  3.157e-009    -8.456    -8.501    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.047e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.886e-003  6.886e-003      1.00

				CaHCO3+          1.450e-004  1.450e-004      1.00

				CaCO3            1.053e-005  5.264e-006      2.00

				CO3-2            5.044e-006  2.522e-006      2.00

				H+              -1.305e-007  1.305e-007     -1.00

				OH-              2.735e-008  2.735e-008      1.00

				CaOH+            3.496e-009  3.496e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		Reaction step 296.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 590 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.084e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.198e-003  9.198e-003

				Ca               3.520e-003  3.520e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.923      Charge balance

		                                       pe  =  15.040      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 432

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.026e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.047e-003

		                       Total CO2 (mol/kg)  =  9.198e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553082e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.305e-007  1.193e-007    -6.884    -6.923    -0.039      0.00

		   OH-            2.735e-008  2.465e-008    -7.563    -7.608    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.879  -151.878     0.001     32.22

		C(4)         9.198e-003

		   HCO3-          6.886e-003  6.240e-003    -2.162    -2.205    -0.043     23.20

		   CO2            2.159e-003  2.164e-003    -2.666    -2.665     0.001     33.63

		   CaHCO3+        1.451e-004  1.317e-004    -3.838    -3.881    -0.042      8.98

		   CaCO3          5.265e-006  5.277e-006    -5.279    -5.278     0.001    -14.66

		   CO3-2          2.522e-006  1.701e-006    -5.598    -5.769    -0.171     -7.24

		Ca           3.520e-003

		   Ca+2           3.370e-003  2.271e-003    -2.472    -2.644    -0.171    -18.25

		   CaHCO3+        1.451e-004  1.317e-004    -3.838    -3.881    -0.042      8.98

		   CaCO3          5.265e-006  5.277e-006    -5.279    -5.278     0.001    -14.66

		   CaOH+          3.496e-009  3.158e-009    -8.456    -8.501    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.047e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.886e-003  6.886e-003      1.00

				CaHCO3+          1.451e-004  1.451e-004      1.00

				CaCO3            1.053e-005  5.265e-006      2.00

				CO3-2            5.045e-006  2.522e-006      2.00

				H+              -1.305e-007  1.305e-007     -1.00

				OH-              2.735e-008  2.735e-008      1.00

				CaOH+            3.496e-009  3.496e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		Reaction step 297.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 592 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.062e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.199e-003  9.198e-003

				Ca               3.520e-003  3.520e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.923      Charge balance

		                                       pe  =  15.040      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 432

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.026e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.047e-003

		                       Total CO2 (mol/kg)  =  9.199e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553082e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.305e-007  1.193e-007    -6.884    -6.923    -0.039      0.00

		   OH-            2.735e-008  2.465e-008    -7.563    -7.608    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.879  -151.878     0.001     32.22

		C(4)         9.199e-003

		   HCO3-          6.887e-003  6.240e-003    -2.162    -2.205    -0.043     23.20

		   CO2            2.159e-003  2.164e-003    -2.666    -2.665     0.001     33.63

		   CaHCO3+        1.451e-004  1.317e-004    -3.838    -3.881    -0.042      8.98

		   CaCO3          5.265e-006  5.278e-006    -5.279    -5.278     0.001    -14.66

		   CO3-2          2.523e-006  1.701e-006    -5.598    -5.769    -0.171     -7.24

		Ca           3.520e-003

		   Ca+2           3.370e-003  2.271e-003    -2.472    -2.644    -0.171    -18.25

		   CaHCO3+        1.451e-004  1.317e-004    -3.838    -3.881    -0.042      8.98

		   CaCO3          5.265e-006  5.278e-006    -5.279    -5.278     0.001    -14.66

		   CaOH+          3.497e-009  3.158e-009    -8.456    -8.501    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.047e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.887e-003  6.887e-003      1.00

				CaHCO3+          1.451e-004  1.451e-004      1.00

				CaCO3            1.053e-005  5.265e-006      2.00

				CO3-2            5.045e-006  2.523e-006      2.00

				H+              -1.305e-007  1.305e-007     -1.00

				OH-              2.735e-008  2.735e-008      1.00

				CaOH+            3.497e-009  3.497e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		Reaction step 298.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 594 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.040e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.199e-003  9.198e-003

				Ca               3.520e-003  3.520e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.923      Charge balance

		                                       pe  =  15.040      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 432

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.026e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.047e-003

		                       Total CO2 (mol/kg)  =  9.199e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553082e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.305e-007  1.193e-007    -6.884    -6.923    -0.039      0.00

		   OH-            2.736e-008  2.465e-008    -7.563    -7.608    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.879  -151.878     0.001     32.22

		C(4)         9.199e-003

		   HCO3-          6.887e-003  6.240e-003    -2.162    -2.205    -0.043     23.20

		   CO2            2.159e-003  2.164e-003    -2.666    -2.665     0.001     33.63

		   CaHCO3+        1.451e-004  1.317e-004    -3.838    -3.881    -0.042      8.98

		   CaCO3          5.266e-006  5.279e-006    -5.279    -5.277     0.001    -14.66

		   CO3-2          2.523e-006  1.701e-006    -5.598    -5.769    -0.171     -7.24

		Ca           3.520e-003

		   Ca+2           3.370e-003  2.271e-003    -2.472    -2.644    -0.171    -18.25

		   CaHCO3+        1.451e-004  1.317e-004    -3.838    -3.881    -0.042      8.98

		   CaCO3          5.266e-006  5.279e-006    -5.279    -5.277     0.001    -14.66

		   CaOH+          3.497e-009  3.158e-009    -8.456    -8.501    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.047e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.887e-003  6.887e-003      1.00

				CaHCO3+          1.451e-004  1.451e-004      1.00

				CaCO3            1.053e-005  5.266e-006      2.00

				CO3-2            5.046e-006  2.523e-006      2.00

				H+              -1.305e-007  1.305e-007     -1.00

				OH-              2.736e-008  2.736e-008      1.00

				CaOH+            3.497e-009  3.497e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		Reaction step 299.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 596 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -1.019e-007  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.199e-003  9.199e-003

				Ca               3.520e-003  3.520e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.923      Charge balance

		                                       pe  =  15.039      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 432

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.026e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.048e-003

		                       Total CO2 (mol/kg)  =  9.199e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553082e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.305e-007  1.193e-007    -6.885    -6.923    -0.039      0.00

		   OH-            2.736e-008  2.465e-008    -7.563    -7.608    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.879  -151.878     0.001     32.22

		C(4)         9.199e-003

		   HCO3-          6.887e-003  6.241e-003    -2.162    -2.205    -0.043     23.20

		   CO2            2.159e-003  2.164e-003    -2.666    -2.665     0.001     33.63

		   CaHCO3+        1.451e-004  1.317e-004    -3.838    -3.881    -0.042      8.98

		   CaCO3          5.267e-006  5.279e-006    -5.278    -5.277     0.001    -14.66

		   CO3-2          2.523e-006  1.701e-006    -5.598    -5.769    -0.171     -7.24

		Ca           3.520e-003

		   Ca+2           3.370e-003  2.271e-003    -2.472    -2.644    -0.171    -18.25

		   CaHCO3+        1.451e-004  1.317e-004    -3.838    -3.881    -0.042      8.98

		   CaCO3          5.267e-006  5.279e-006    -5.278    -5.277     0.001    -14.66

		   CaOH+          3.498e-009  3.159e-009    -8.456    -8.501    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.048e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.887e-003  6.887e-003      1.00

				CaHCO3+          1.451e-004  1.451e-004      1.00

				CaCO3            1.053e-005  5.267e-006      2.00

				CO3-2            5.046e-006  2.523e-006      2.00

				H+              -1.305e-007  1.305e-007     -1.00

				OH-              2.736e-008  2.736e-008      1.00

				CaOH+            3.498e-009  3.498e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		Reaction step 300.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 598 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -9.979e-008  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.199e-003  9.199e-003

				Ca               3.520e-003  3.520e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.923      Charge balance

		                                       pe  =  15.039      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 432

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.026e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.048e-003

		                       Total CO2 (mol/kg)  =  9.199e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553082e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.305e-007  1.193e-007    -6.885    -6.923    -0.039      0.00

		   OH-            2.736e-008  2.466e-008    -7.563    -7.608    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.879  -151.878     0.001     32.22

		C(4)         9.199e-003

		   HCO3-          6.887e-003  6.241e-003    -2.162    -2.205    -0.043     23.20

		   CO2            2.159e-003  2.164e-003    -2.666    -2.665     0.001     33.63

		   CaHCO3+        1.451e-004  1.317e-004    -3.838    -3.880    -0.042      8.98

		   CaCO3          5.267e-006  5.280e-006    -5.278    -5.277     0.001    -14.66

		   CO3-2          2.523e-006  1.701e-006    -5.598    -5.769    -0.171     -7.24

		Ca           3.520e-003

		   Ca+2           3.370e-003  2.271e-003    -2.472    -2.644    -0.171    -18.25

		   CaHCO3+        1.451e-004  1.317e-004    -3.838    -3.880    -0.042      8.98

		   CaCO3          5.267e-006  5.280e-006    -5.278    -5.277     0.001    -14.66

		   CaOH+          3.498e-009  3.159e-009    -8.456    -8.500    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.048e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.887e-003  6.887e-003      1.00

				CaHCO3+          1.451e-004  1.451e-004      1.00

				CaCO3            1.053e-005  5.267e-006      2.00

				CO3-2            5.047e-006  2.523e-006      2.00

				H+              -1.305e-007  1.305e-007     -1.00

				OH-              2.736e-008  2.736e-008      1.00

				CaOH+            3.498e-009  3.498e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		Reaction step 301.

		Using solution 1.		Solution after simulation 2.

		Using kinetics 1.

		Kinetics 1.

				Time step: 2 seconds  (Incremented time: 600 seconds)

				Rate name       Delta Moles Total Moles   Reactant        Coefficient

				Calcite         -9.775e-008  9.985e-001   CaCO3                     1

		-----------------------------Solution composition------------------------------

				Elements           Molality       Moles

				C                9.199e-003  9.199e-003

				Ca               3.521e-003  3.520e-003

		----------------------------Description of solution----------------------------

		                                       pH  =   6.923      Charge balance

		                                       pe  =  15.039      Adjusted to redox equilibrium

		       Specific Conductance (uS/cm, 10 oC) = 432

		                          Density (g/cm3)  =   1.00019

		                               Volume (L)  =   1.00091

		                        Activity of water  =   1.000

		                           Ionic strength  =  1.026e-002

		                       Mass of water (kg)  =  1.000e+000

		                 Total alkalinity (eq/kg)  =  7.048e-003

		                       Total CO2 (mol/kg)  =  9.199e-003

		                      Temperature (deg C)  =  10.00

		                  Electrical balance (eq)  = -6.734e-006

		 Percent error, 100*(Cat-|An|)/(Cat+|An|)  =  -0.05

		                               Iterations  =   1

		                                  Total H  = 1.110164e+002

		                                  Total O  = 5.553083e+001

		----------------------------Distribution of species----------------------------

		                                               Log       Log       Log    mole V

		   Species          Molality    Activity  Molality  Activity     Gamma   cm3/mol

		   H+             1.304e-007  1.193e-007    -6.885    -6.923    -0.039      0.00

		   OH-            2.736e-008  2.466e-008    -7.563    -7.608    -0.045     -4.95

		   H2O            5.551e+001  9.998e-001     1.744    -0.000     0.000     18.02

		C(-4)        0.000e+000

		   CH4            0.000e+000  0.000e+000  -151.879  -151.878     0.001     32.22

		C(4)         9.199e-003

		   HCO3-          6.887e-003  6.241e-003    -2.162    -2.205    -0.043     23.20

		   CO2            2.159e-003  2.164e-003    -2.666    -2.665     0.001     33.63

		   CaHCO3+        1.451e-004  1.317e-004    -3.838    -3.880    -0.042      8.98

		   CaCO3          5.268e-006  5.280e-006    -5.278    -5.277     0.001    -14.66

		   CO3-2          2.524e-006  1.702e-006    -5.598    -5.769    -0.171     -7.24

		Ca           3.521e-003

		   Ca+2           3.370e-003  2.271e-003    -2.472    -2.644    -0.171    -18.25

		   CaHCO3+        1.451e-004  1.317e-004    -3.838    -3.880    -0.042      8.98

		   CaCO3          5.268e-006  5.280e-006    -5.278    -5.277     0.001    -14.66

		   CaOH+          3.498e-009  3.159e-009    -8.456    -8.500    -0.044     (0)  

		H(0)         0.000e+000

		   H2             0.000e+000  0.000e+000   -47.008   -47.007     0.001     28.63

		O(0)         6.878e-004

		   O2             3.439e-004  3.447e-004    -3.464    -3.463     0.001     28.95

		--------------------------Distribution of alkalinity---------------------------

				Total alkalinity (eq/kgw)  =  7.048e-003

				Species          Alkalinity    Molality   Alk/Mol

				HCO3-            6.887e-003  6.887e-003      1.00

				CaHCO3+          1.451e-004  1.451e-004      1.00

				CaCO3            1.054e-005  5.268e-006      2.00

				CO3-2            5.047e-006  2.524e-006      2.00

				H+              -1.304e-007  1.304e-007     -1.00

				OH-              2.736e-008  2.736e-008      1.00

				CaOH+            3.498e-009  3.498e-009      1.00

		------------------------------Saturation indices-------------------------------

				Phase               SI   log IAP   log K(283 K,   1 atm)

				Aragonite        -0.16     -8.41   -8.26  CaCO3

				Calcite          -0.00     -8.41   -8.41  CaCO3

				CH4(g)         -149.17   -151.88   -2.71  CH4

				CO2(g)           -1.40     -2.66   -1.27  CO2

				H2(g)           -43.95    -47.01   -3.05  H2

				H2O(g)           -1.91     -0.00    1.91  H2O

				O2(g)            -0.70     -3.46   -2.77  O2

				Vaterite         -0.61     -8.41   -7.80  CaCO3

		------------------

		End of simulation.

		------------------

		------------------------------------

		Reading input data for simulation 7.

		------------------------------------

		--------------------------------

		End of Run after 26.817 Seconds.

		--------------------------------





Messages





Database

		#  stimela.dat (version 2013-10-15)

		#  under development by Peter de Moel (Omnisys) for Stimela platform at Delft University of Technology

		#  based on: phreeqc.dat (file date 2013-06-03, as part of Phreeqc Interactive 3.0.6-7757)

		#  Stimela is focussed on modelling for water and waste water treatment 

		#  list of modifications: 

		#  added [Fe+2] and [Mn+2] (with master species [Fe+2]+2 and [Mn+2]+2) for redox-uncoupled models with Fe+2 and/or Mn+2

		#  added [N-3] (with master species [N-3]H4+) as alternative for redox-uncoupled Amm (with master species AmmH+)

		#  added [C-4] and [S-2] (with master species [C-4]H4 and H2[S-2]) as alternatives for redox-uncoupled Mtg and Sg)

		#  added species H3PO4 (included in DIN 38404-10 (Dezember 2012)) 

		#  added solid Vaterite (CaCO3) (included in Standard Methods 2330 (2010))

		#  end of list of modifications 

		# PHREEQC.DAT for calculating pressure dependence of reactions, with

		#   molal volumina of aqueous species and of minerals, and

		#   critical temperatures and pressures of gases used in Peng-Robinson's EOS.

		# Details are given at the end of this file.

		SOLUTION_MASTER_SPECIES

		#

		#element		species		alk		gfw_formula		element_gfw

		#

		H				H+		-1.0		H				1.008

		H(0)				H2		0.0		H

		H(1)				H+		-1.0		0.0

		E				e-		0.0		0.0				0.0

		O				H2O		0.0		O				16.0

		O(0)				O2		0.0		O

		O(-2)				H2O		0.0		0.0

		Ca				Ca+2		0.0		Ca				40.08

		Mg				Mg+2		0.0		Mg				24.312

		Na				Na+		0.0		Na				22.9898

		K				K+		0.0		K				39.102

		Fe				Fe+2		0.0		Fe				55.847

		Fe(+2)				Fe+2		0.0		Fe

		Fe(+3)				Fe+3		-2.0		Fe

		Mn				Mn+2		0.0		Mn				54.938

		Mn(+2)				Mn+2		0.0		Mn

		Mn(+3)				Mn+3		0.0		Mn

		Al				Al+3		0.0		Al				26.9815

		Ba				Ba+2		0.0		Ba				137.34

		Sr				Sr+2		0.0		Sr				87.62

		Si				H4SiO4		0.0		SiO2				28.0843

		Cl				Cl-		0.0		Cl				35.453

		C				CO3-2		2.0		HCO3				12.0111

		C(+4)				CO3-2		2.0		HCO3

		C(-4)				CH4		0.0		CH4

		Alkalinity		CO3-2		1.0		Ca0.5(CO3)0.5		50.05

		S				SO4-2		0.0		SO4				32.064

		S(6)				SO4-2		0.0		SO4

		S(-2)				HS-		1.0		S

		N				NO3-		0.0		N				14.0067

		N(+5)				NO3-		0.0		N

		N(+3)				NO2-		0.0		N

		N(0)				N2		0.0		N

		N(-3)				NH4+		0.0     N

		#Amm				AmmH+		0.0		AmmH				17.0

		# begin modification stimela.dat 

		# added redox-uncoupled (inert) elements [N-3], [Fe+2] and [Mn+2]

		[N-3]				[N-3]H4+		0.0		NH4				14.0067

		[Fe+2]				[Fe+2]+2		0.0		Fe				55.847

		[Mn+2]				[Mn+2]+2		0.0		Mn				54.938

		# end modification stimela.dat

		B				H3BO3		0.0		B				10.81

		P				PO4-3		2.0		P				30.9738

		F				F-		0.0		F				18.9984

		Li				Li+		0.0		Li				6.939

		Br				Br-		0.0		Br				79.904

		Zn				Zn+2		0.0		Zn				65.37

		Cd				Cd+2		0.0		Cd				112.4

		Pb				Pb+2		0.0		Pb				207.19

		Cu				Cu+2		0.0		Cu				63.546

		Cu(+2)				Cu+2		0.0		Cu

		Cu(+1)				Cu+1		0.0		Cu

		# redox-uncoupled gases

		Hdg				Hdg		0		Hdg		2.016 # H2 gas

		Oxg				Oxg		0		Oxg		32 # Oxygen gas

		Mtg				Mtg		0.0		Mtg		16.032 # CH4 gas

		Sg				H2Sg		1.0		H2Sg		34.08

		Ntg				Ntg		0		Ntg		28.0134 # N2 gas

		# begin modification stimela.dat 

		# redox_uncoupled elements Amm ( = [N-3]H3 ), Mtg  and Sg  will confuse novice users / students

		# notation as [C-4] and [S-2] for redox-uncoupled (inert) elements Mtg and Sg

		[C-4]				[C-4]H4		0.0		CH4				12.0111				# CH4 gas

		[S-2]				H2[S-2]		1.0		H2S				34.08				# H2S gas

		# uniform notation omitted for Oxg, Hdg and Ntg, to keep compliance with phreeqc.dat   

		# end modification stimela.dat

		SOLUTION_SPECIES

		H+ = H+

				-gamma		9.0		0.0

				-dw		 9.31e-9

		e- = e-

		H2O = H2O

		Ca+2 = Ca+2

				-gamma		5.0		0.1650

		#		-gamma		4.5		0.23 # anhydrite in NaCl solutions, Freyer and Voigt, 2004, GCA 68, 307

				-dw		 0.793e-9

				-Vm  -0.3456  -7.252  6.149  -2.479  1.239  5  1.60  -57.1  -6.12e-3  1 # supcrt modified

		Mg+2 = Mg+2

				-gamma		5.5		0.20

				-dw		 0.705e-9

				-Vm  -1.410  -8.6  11.13  -2.39  1.332  5.5  1.29  -32.9  -5.86e-3  1 # supcrt modified

		Na+ = Na+

				-gamma		4.0		 0.075

				-gamma		4.08 0.082 # halite solubility

				-dw		 1.33e-9

				-Vm  1.403  -2.285  4.419  -2.726  -5.125e-5  4.0  0.162  47.67  -3.09e-3  0.725 # supcrt modified

		# for calculating densities (rho) when I > 3...

		#		-Vm  1.403  -2.285  4.419  -2.726  -5.125e-5  2.0  0.162  47.67  -3.09e-3  0.4

		K+ = K+

				-gamma		3.5		0.015

				-dw		 1.96e-9

				-Vm  3.322  -1.473  6.534  -2.712  9.06e-2  3.5  0  29.7  0  1 # supcrt modified

		Fe+2 = Fe+2

				-gamma		6.0		0.0

				-dw		 0.719e-9

				-Vm  -0.3255  -9.687  1.536  -2.379  0.3033  5.5  -4.21e-2  37.96  0  1 # supcrt modified

		Mn+2 = Mn+2

				-gamma		6.0		0.0

				-dw		 0.688e-9

				-Vm  -.1016  -8.0295  8.9060  -2.4471  1.4006 6 # supcrt

		Al+3 = Al+3

				-gamma		9.0		0.0

				-dw		 0.559e-9

				-Vm  -3.3404  -17.1108  14.9917  -2.0716  2.8711 9 # supcrt

		Ba+2 = Ba+2

				-gamma  5.0  0

				-gamma		4.0  0.153 # Barite solubility

				-dw 0.848e-9

				-Vm  2.063  -10.06  1.9534  -2.36  0.4218  5  1.58  -12.03  -8.35e-3  1 # supcrt modified

		Sr+2 = Sr+2

				-dw		 0.794e-9

				-gamma		5.260		0.121

				-Vm  -1.57e-2  -10.15  10.18  -2.36  0.860  5.26  0.859  -27.0  -4.1e-3  1.97 # supcrt modified

		H4SiO4 = H4SiO4

				-dw		 1.10e-9

				-Vm  10.5  1.7  20  -2.7  0.1291 # supcrt + 2*H2O in a1

		Cl- = Cl-

				-gamma		3.5		  0.015

				-gamma		3.63  0.017 # cf. pitzer.dat

				-dw		 2.03e-9

				-Vm  4.465  4.801  4.325  -2.847  1.748  0  -0.331  20.16  0  1 # supcrt modified

		CO3-2 = CO3-2

				-gamma		5.4		0.0

				-dw		 0.955e-9

				-Vm  6.95  0  0  -5.98  8.32  0  -0.115  167  -0.026  1 # supcrt modified

		SO4-2 = SO4-2

				-gamma		5.0		-0.04

				-dw		 1.07e-9

				-Vm  8.0  2.51  -42.5 5.41  4.23 0 0 0 0 1 # supcrt modified

		NO3- = NO3-

				-gamma		3.0		0.0

				-dw		 1.9e-9

				-Vm  6.392  6.78  0  -3.06  0.449  0  0.80  0  -1.05e-2  1 # supcrt modified

		#AmmH+ = AmmH+

		#		-gamma		2.5		0.0

		#		-dw		 1.98e-9

		#		-Vm  4.837  2.345  5.522  -2.88 1.096  3  -1.456  75.0  7.17e-3  1 # supcrt modified

		# begin modification stimela.dat 

		# added [N-3]H4+, [Fe+2]+2 and [Mn+2]+2

		[N-3]H4+ = [N-3]H4+

				-gamma		2.5		0.0

				-dw		 1.98e-9

				-Vm  4.837  2.345  5.522  -2.88 1.096  3  -1.456  75.0  7.17e-3  1 # supcrt modified

		[Fe+2]+2 = [Fe+2]+2

				-gamma		6.0		0.0

				-dw		 0.719e-9

				-Vm  -0.3255  -9.687  1.536  -2.379  0.3033  5.5  -4.21e-2  37.96  0  1 # supcrt modified

		[Mn+2]+2 = [Mn+2]+2

				-gamma		6.0		0.0

				-dw		 0.688e-9

				-Vm  -.1016  -8.0295  8.9060  -2.4471  1.4006 6 # supcrt

		# end modification stimela.dat

		H3BO3 = H3BO3

				-dw		1.1e-9

				-Vm 7.0643  8.8547  3.5844  -3.1451 -.2000  # supcrt

		PO4-3 = PO4-3

				-gamma		4.0		0.0

				-dw		 0.612e-9

				-Vm  -.5259  -9.0654  9.3131  -2.4042  5.6114 # supcrt

		F- = F-

				-gamma		3.5		0.0

				-dw		 1.46e-9

				-Vm  .6870  1.3588  7.6033  -2.8352  1.787 # supcrt

		Li+ = Li+

				-gamma		6.0		0.0

				-dw		 1.03e-9

				-Vm  -.0237  -.0690  11.5800  -2.7761 .4862 6 # supcrt

		Br- = Br-

				-gamma		3.0		0.0

				-dw		 2.01e-9

				-Vm  5.2690  6.5940  4.7450  -3.1430  1.3858 # supcrt

		Zn+2 = Zn+2

				-gamma		5.0		0.0

				-dw		 0.715e-9

				-Vm  -1.0677  -10.3884  9.8331  -2.3495  1.4574 5 # supcrt

		Cd+2 = Cd+2

				-dw		 0.717e-9

				-Vm  .0537  -10.7080  16.5176  -2.3363  1.2528 5 # supcrt

		Pb+2 = Pb+2

				-dw		 0.945e-9

				-Vm  -.0051  -7.7939  8.8134  -2.4568  1.0788 4.5 # supcrt

		Cu+2 = Cu+2

				-gamma		6.0		0.0

				-dw		 0.733e-9

				-Vm  -1.1021  -10.4726  9.8662  -2.3461  1.4769 6 # supcrt

		# redox-uncoupled gases

		Hdg = Hdg # H2

				-dw		 5.13e-9

				-Vm 6.52  0.78  0.12 # supcrt

		Oxg = Oxg # O2

				-dw		 2.35e-9

				-Vm  5.7889  6.3536  3.2528  -3.0417  -0.3943 # supcrt

		Mtg = Mtg # CH4

				-dw		 1.85e-9

				-Vm 7.7 # CH4 solubility, 25-100C, 1-700atm

		Ntg = Ntg # N2

				-dw		 1.96e-9

				-Vm 7 # Pray et al., 1952, IEC 44. 1146

		H2Sg = H2Sg # H2S

				-dw		 2.1e-9

				-Vm  7.81  2.96  -0.46 # supcrt

		# begin modification stimela.dat 

		[C-4]H4 = [C-4]H4 # CH4

				-dw		 1.85e-9

				-Vm 7.7 # CH4 solubility, 25-100C, 1-700atm

		H2[S-2] = H2[S-2] # H2S

				-dw		 2.1e-9

				-Vm  7.81  2.96  -0.46 # supcrt

		# end modification stimela.dat

		# aqueous species

		H2O = OH- + H+

				-analytic  293.29227  0.1360833  -10576.913  -123.73158  0  -6.996455e-5

				-gamma		3.5		0.0

				-dw		 5.27e-9

				-Vm  -9.66  28.5  80.0 -22.9 1.89 0 1.09 0 0 1 # supcrt modified

		2 H2O = O2 + 4 H+ + 4 e-

				-log_k		-86.08

				-delta_h 134.79 kcal

				-dw		 2.35e-9

				-Vm  5.7889  6.3536  3.2528  -3.0417  -0.3943 # supcrt

		2 H+ + 2 e- = H2

				-log_k		-3.15

				-delta_h -1.759 kcal

				-dw		 5.13e-9

				-Vm 6.52  0.78  0.12 # supcrt

		CO3-2 + H+ = HCO3-

				-log_k		10.329

				-delta_h -3.561		kcal

				-analytic		107.8871		0.03252849		-5151.79		-38.92561		563713.9

				-gamma		5.4		0.0

				-dw		 1.18e-9

				-Vm  8.60  0  -12.0  0  1.643  0  0  167  0  1 # supcrt modified

		CO3-2 + 2 H+ = CO2 + H2O

				-log_k		16.681

				-delta_h -5.738		kcal

				-analytic		464.1965		0.09344813		-26986.16		-165.75951		2248628.9

				-dw		 1.92e-9

				-Vm  20.85  -46.93  -79.0  27.9  -0.193 # supcrt modified

		CO3-2 + 10 H+ + 8 e- = CH4 + 3 H2O

				-log_k		41.071

				-delta_h -61.039 kcal

				-dw		 1.85e-9

				-Vm 7.7

		SO4-2 + H+ = HSO4-

				-log_k		1.988

				-delta_h 3.85		kcal

				-analytic		-56.889		0.006473		2307.9		19.8858		0.0

				-dw		 1.33e-9

				-Vm 8.2 9.2590  2.1108  -3.1618 1.1748  0 -0.3 15 0 1 # supcrt modified

		HS- = S-2 + H+

				-log_k		-12.918

				-delta_h 12.1		kcal

				-gamma		5.0		0.0

				-dw		 0.731e-9

		SO4-2 + 9 H+ + 8 e- = HS- + 4 H2O

				-log_k		33.65

				-delta_h -60.140 kcal

				-gamma		3.5		0.0

				-dw		 1.73e-9

				-Vm  5.0119  4.9799  3.4765  -2.9849  1.4410 # supcrt

		HS- + H+ = H2S

				-log_k		6.994

				-delta_h -5.30		kcal

				-analytical  -11.17  0.02386  3279.0

				-dw		 2.1e-9

				-Vm  7.81  2.96  -0.46 # supcrt

		H2Sg = HSg- + H+

				-log_k		-6.994

				-delta_h 5.30		kcal

				-analytical  11.17  -0.02386  -3279.0

				-dw		 2.1e-9

				-Vm  5.0119  4.9799  3.4765  -2.9849  1.4410 # supcrt

		# begin modification stimela.dat 

		H2[S-2] = H[S-2]- + H+

				-log_k		-6.994

				-delta_h 5.30		kcal

				-analytical  11.17  -0.02386  -3279.0

				-dw		 2.1e-9

				-Vm  5.0119  4.9799  3.4765  -2.9849  1.4410 # supcrt

		# end modification stimela.dat

		NO3- + 2 H+ + 2 e- = NO2- + H2O

				-log_k		28.570

				-delta_h -43.760 kcal

				-gamma		3.0		0.0

				-dw		 1.91e-9

				-Vm  5.5864  5.8590  3.4472  -3.0212  1.1847 # supcrt

		2 NO3- + 12 H+ + 10 e- = N2 + 6 H2O

				-log_k		207.08

				-delta_h -312.130		kcal

				-dw		 1.96e-9

				-Vm 7 # Pray et al., 1952, IEC 44. 1146

		NO3- + 10 H+ + 8 e- = NH4+ + 3 H2O

				log_k		119.077

				delta_h -187.055		kcal

				-gamma		2.5		0.0

				-dw		 1.98e-9

				-Vm  4.837  2.345  5.522  -2.88 1.096  3  -1.456  75.0  7.17e-3  1 # supcrt modified

		#AmmH+ = AmmH+

		#		-gamma		2.5		0.0

		#		-dw		 1.98e-9

		#		-Vm  4.837  2.345  5.522  -2.88 1.096  3  -1.456  75.0  7.17e-3  1 # supcrt modified

		NH4+ = NH3 + H+

				-log_k		-9.252

				-delta_h 12.48		kcal

				-analytic  0.6322  -0.001225  -2835.76

				-dw		 2.28e-9

				-Vm  5.09  2.8  8.62  -2.88  -0.05 # supcrt

		#AmmH+ = Amm + H+

		#		-log_k		-9.252

		#		-delta_h 12.48		kcal

		#		-analytic  0.6322  -0.001225  -2835.76

		#		-dw		 2.28e-9

		#		-Vm  5.09  2.8  8.62  -2.88  -0.05 # supcrt

		# begin modification stimela.dat 

		[N-3]H4+ = [N-3]H3 + H+

				-log_k		-9.252

				-delta_h 12.48		kcal

				-analytic  0.6322  -0.001225  -2835.76

				-dw		 2.28e-9

				-Vm  5.09  2.8  8.62  -2.88  -0.05 # supcrt

		# end modification stimela.dat

		NH4+ + SO4-2 = NH4SO4-

				log_k		1.11

		#        -gamma  5.0     0.0 

		#AmmH+ + SO4-2 = AmmHSO4-

		#		-log_k		1.11

		# begin modification stimela.dat 

		[N-3]H4+ + SO4-2 = [N-3]H4SO4-

				-log_k		1.11

		# end modification stimela.dat

		H3BO3 = H2BO3- + H+

				-log_k		-9.24

				-delta_h 3.224		kcal

		H3BO3 + F- = BF(OH)3-

				-log_k		-0.4

				-delta_h 1.850		kcal

		H3BO3 + 2 F- + H+ = BF2(OH)2- + H2O

				-log_k		7.63

				-delta_h 1.618		kcal

		H3BO3 + 2 H+ + 3 F- = BF3OH- + 2 H2O

				-log_k		13.67

				-delta_h -1.614		kcal

		H3BO3 + 3 H+ + 4 F- = BF4- + 3 H2O

				-log_k		20.28

				-delta_h -1.846		kcal

		PO4-3 + H+ = HPO4-2

				-log_k		12.346

				-delta_h -3.530		kcal

				-gamma		5.0		0.0

				-dw		0.69e-9

				-Vm  3.6315  1.0857  5.3233  -2.8239  3.3363 # supcrt

		PO4-3 + 2 H+ = H2PO4-

				-log_k		19.553

				-delta_h -4.520		kcal

				-gamma		5.4		0.0

				-dw		 0.846e-9

				-Vm  6.4875  8.0594  2.5823  -3.1122  1.3003 # supcrt

		# begin modification stimela.dat 

		# adding H3PO4

		# from $Id: minteq.v4.dat 794 2006-02-27 21:06:22Z dlpark $

		3H+ + PO4-3 = H3PO4

				log_k		21.721

				delta_h		-10.1		kJ

				-gamma		0		0

						#                  Id:		3305802

						#        log K source:		NIST46.3                      

						#      Delta H source:		NIST46.3                      

						#T and ionic strength:		 0.00 25.0

		# end modification stimela.dat

		H+ + F- = HF

				-log_k		3.18

				-delta_h 3.18		kcal

				-analytic		-2.033		0.012645		429.01

				-Vm  3.4753  .7042  5.4732  -2.8081  -.0007 # supcrt

		H+ + 2 F- = HF2-

				-log_k		3.76

				-delta_h 4.550		kcal

				-Vm  5.2263  4.9797  3.7928  -2.9849  1.2934 # supcrt

		Ca+2 + H2O = CaOH+ + H+

				-log_k		-12.78

		Ca+2 + CO3-2 = CaCO3

				-log_k		3.224

				-delta_h 3.545		kcal

				-analytic		-1228.732		-0.299440		35512.75		485.818

				-dw 4.46e-10		# complexes: calc'd with the Pikal formula

				-Vm  -.2430  -8.3748  9.0417  -2.4328  -.0300 # supcrt

		Ca+2 + CO3-2 + H+ = CaHCO3+

				-log_k		11.435

				-delta_h -0.871		kcal

				-analytic		1317.0071		0.34546894		-39916.84		-517.70761		563713.9

				-gamma		6.0		0.0

				-dw 5.06e-10

				-Vm  3.1911  .0104  5.7459  -2.7794  .3084 5.4 # supcrt

		Ca+2 + SO4-2 = CaSO4

				-log_k		2.25

				-delta_h 1.325		kcal

				-dw 4.71e-10

				-Vm  2.7910  -.9666  6.1300  -2.7390  -.0010 # supcrt

		Ca+2 + HSO4- = CaHSO4+

				-log_k		  1.08

		Ca+2 + PO4-3 = CaPO4-

				-log_k		6.459

				-delta_h 3.10		kcal

				-gamma  5.4  0.0 

		Ca+2 + HPO4-2 = CaHPO4

				-log_k		2.739

				-delta_h 3.3 kcal

		Ca+2 + H2PO4- = CaH2PO4+

				-log_k		1.408

				-delta_h 3.4 kcal

				-gamma  5.4  0.0 

		#Ca+2 + F- = CaF+

		#		-log_k		0.94

		#		-delta_h 4.120		kcal

		#		-Vm  .9846  -5.3773  7.8635  -2.5567  .6911 5.5 # supcrt

		#		-gamma  5.5  0.0 

		Mg+2 + H2O = MgOH+ + H+

				-log_k		-11.44

				-delta_h 15.952 kcal

				-gamma		6.5		0.0

		Mg+2 + CO3-2 = MgCO3

				-log_k		2.98

				-delta_h 2.713		kcal

				-analytic		0.9910		0.00667

				-dw 4.21e-10

				-Vm  -.5837  -9.2067  9.3687  -2.3984  -.0300 # supcrt

		Mg+2 + H+ + CO3-2 = MgHCO3+

				-log_k		11.399

				-delta_h -2.771		kcal

				-analytic		48.6721		0.03252849		-2614.335		-18.00263		563713.9

				-dw 4.78e-10

				-Vm  2.7171  -1.1469  6.2008  -2.7316  .5985 4 # supcrt

				-gamma		4.0		0.0

		Mg+2 + SO4-2 = MgSO4

				-log_k		2.37

				-delta_h 4.550		kcal

				-dw 4.45e-10

				-Vm  2.4  -0.97  6.1  -2.74  # est'd

		Mg+2 + PO4-3 = MgPO4-

				-log_k		6.589

				-delta_h 3.10		kcal

				-gamma		5.4		0.0

		Mg+2 + HPO4-2 = MgHPO4

				-log_k		2.87

				-delta_h 3.3 kcal

		Mg+2 + H2PO4- = MgH2PO4+

				-log_k		1.513

				-delta_h 3.4 kcal

				-gamma		5.4		0.0

		Mg+2 + F- = MgF+

				-log_k		1.82

				-delta_h 3.20		kcal

				-Vm  .6494  -6.1958  8.1852  -2.5229  .9706 4.5 # supcrt

				-gamma		4.5		0.0

				Na+ + OH- = NaOH

				-log_k		-10 # remove this complex

		Na+ + CO3-2 = NaCO3-

				-log_k		1.27

				-delta_h 8.91 kcal

				-dw 5.85e-10

				-Vm  3.99  0  15.3  -8.12  3.11  0  2.7  0  0.026  1

				#-gamma		5.4		0.0

		Na+ + HCO3- = NaHCO3

				-log_k  -0.25

				-delta_h  -1 kcal

				-dw 6.73e-10

				-Vm  0.51

		Na+ + SO4-2 = NaSO4-

				-log_k		0.7

				-delta_h 1.120		kcal

				-dw 6.18e-10

				-Vm  1e-5  19.3  1.07  -2.05  3.41  0  4.7  0  0  0.77 # not in supcrt

				-gamma		5.4		0.0

		Na+ + HPO4-2 = NaHPO4-

				-log_k		0.29

				-gamma		5.4		0.0

		Na+ + F- = NaF

				-log_k		-0.24

				-Vm  2.7483  -1.0708  6.1709  -2.7347  -.030 # supcrt

		K+ + SO4-2 = KSO4-

				-log_k		0.85

				-delta_h 2.250		kcal

				-analytical  3.106  0.0  -673.6

				-dw 7.46e-10

				-gamma		5.4		0.0

		K+ + HPO4-2 = KHPO4-

				-log_k		0.29

				-gamma		5.4		0.0

		Fe+2 + H2O = FeOH+ + H+

				-log_k		-9.5

				-delta_h 13.20		kcal

				-gamma		5.0		0.0

		Fe+2 + 3H2O = Fe(OH)3- + 3H+ 

				-log_k -31.0

				-delta_h 30.3 kcal

				-gamma  5.0 0.0

		Fe+2 + Cl- = FeCl+

				-log_k		0.14

		Fe+2 + CO3-2 = FeCO3

				-log_k		4.38

		Fe+2 + HCO3- = FeHCO3+

				-log_k		2.0

		Fe+2 + SO4-2 = FeSO4

				-log_k		2.25

				-delta_h 3.230		kcal

		Fe+2 + HSO4- = FeHSO4+

				-log_k		1.08

		Fe+2 + 2HS- = Fe(HS)2

				-log_k		8.95

		Fe+2 + 3HS- = Fe(HS)3-

				-log_k		10.987

		Fe+2 + HPO4-2 = FeHPO4

				-log_k		3.6

		Fe+2 + H2PO4- = FeH2PO4+

				-log_k		2.7

				-gamma		5.4		0.0

		Fe+2 + F- = FeF+

				-log_k		1.0

		Fe+2 = Fe+3 + e-

				-log_k		-13.02

				-delta_h 9.680		kcal

				-gamma		9.0		0.0

		Fe+3 + H2O = FeOH+2 + H+

				-log_k		-2.19

				-delta_h 10.4		kcal

				-gamma		5.0		0.0

		Fe+3 + 2 H2O = Fe(OH)2+ + 2 H+

				-log_k		-5.67

				-delta_h 17.1		kcal

				-gamma		5.4		0.0

		Fe+3 + 3 H2O = Fe(OH)3 + 3 H+

				-log_k		-12.56

				-delta_h 24.8		kcal

		Fe+3 + 4 H2O = Fe(OH)4- + 4 H+

				-log_k		-21.6

				-delta_h 31.9		kcal

				-gamma		5.4		0.0

		Fe+2 + 2H2O = Fe(OH)2 + 2H+ 

				-log_k  -20.57

				-delta_h 28.565 kcal  

		2 Fe+3 + 2 H2O = Fe2(OH)2+4 + 2 H+

				-log_k		-2.95

				-delta_h 13.5		kcal

		3 Fe+3 + 4 H2O = Fe3(OH)4+5 + 4 H+

				-log_k		-6.3

				-delta_h 14.3		kcal

		Fe+3 + Cl- = FeCl+2

				-log_k		1.48

				-delta_h 5.6		kcal

				-gamma		5.0		0.0

		Fe+3 + 2 Cl- = FeCl2+

				-log_k		2.13

				-gamma		5.0		0.0

		Fe+3 + 3 Cl- = FeCl3

				-log_k		1.13

		Fe+3 + SO4-2 = FeSO4+

				-log_k		4.04

				-delta_h 3.91		kcal

				-gamma		5.0		0.0

		Fe+3 + HSO4- = FeHSO4+2

				-log_k		2.48

		Fe+3 + 2 SO4-2 = Fe(SO4)2-

				-log_k		5.38

				-delta_h 4.60		kcal

		Fe+3 + HPO4-2 = FeHPO4+

				-log_k		5.43

				-delta_h 5.76		kcal

				-gamma		5.0		0.0

		Fe+3 + H2PO4- = FeH2PO4+2

				-log_k		5.43

				-gamma		5.4		0.0

		Fe+3 + F- = FeF+2

				-log_k		6.2

				-delta_h 2.7		kcal

				-gamma		5.0		0.0

		Fe+3 + 2 F- = FeF2+

				-log_k		10.8

				-delta_h 4.8		kcal

				-gamma		5.0		0.0

		Fe+3 + 3 F- = FeF3

				-log_k		14.0

				-delta_h 5.4		kcal

		Mn+2 + H2O = MnOH+ + H+

				-log_k		-10.59

				-delta_h 14.40		kcal

				-gamma		5.0		0.0

		Mn+2 + 3H2O = Mn(OH)3- + 3H+ 

				-log_k  -34.8

				-gamma		5.0		0.0

		Mn+2 + Cl- = MnCl+

				-log_k		0.61

				-Vm  2.7448  -1.0793  6.1743  -2.7344  .3686 # supcrt

				-gamma		5.0		0.0

		Mn+2 + 2 Cl- = MnCl2

				-log_k		0.25

		Mn+2 + 3 Cl- = MnCl3-

				-log_k		-0.31

				-gamma		5.0		0.0

		Mn+2 + CO3-2 = MnCO3

				-log_k		4.9

		Mn+2 + HCO3- = MnHCO3+

				-log_k		1.95

				-gamma		5.0		0.0

		Mn+2 + SO4-2 = MnSO4

				-log_k		2.25

				-delta_h 3.370		kcal

				-Vm  2.4377  -1.8292  6.4690  -2.7034  -.0300 # supcrt

		Mn+2 + 2 NO3- = Mn(NO3)2

				-log_k		0.6

				-delta_h -0.396		kcal

		Mn+2 + F- = MnF+

				-log_k		0.84

				-gamma		5.0		0.0

		Mn+2 = Mn+3 + e-

				-log_k		-25.51

				-delta_h 25.80		kcal

				-gamma		9.0		0.0

		Al+3 + H2O = AlOH+2 + H+

				-log_k		-5.0

				-delta_h 11.49		kcal

				-analytic		-38.253		0.0		-656.27		14.327

				-Vm  -1.4649  -11.3582  10.2143  -2.3095  1.6668 5.4 # supcrt

				-gamma		5.4		0.0

		Al+3 + 2 H2O = Al(OH)2+ + 2 H+

				-log_k		-10.1

				-delta_h 26.90		kcal

				-analytic		88.50		0.0		-9391.6		-27.121

				-gamma		5.4		0.0

		Al+3 + 3 H2O = Al(OH)3 + 3 H+

				-log_k		-16.9

				-delta_h 39.89		kcal

				-analytic		226.374		0.0		-18247.8		-73.597

		Al+3 + 4 H2O = Al(OH)4- + 4 H+

				-log_k		-22.7

				-delta_h 42.30		kcal

				-analytic		51.578		0.0		-11168.9		-14.865

				-gamma		4.5		0.0

		Al+3 + SO4-2 = AlSO4+

				-log_k		3.5

				-delta_h 2.29 kcal

				-gamma		4.5		0.0

		Al+3 + 2SO4-2 = Al(SO4)2-

				-log_k		5.0

				-delta_h 3.11 kcal

				-gamma		4.5		0.0

		Al+3 + HSO4- = AlHSO4+2

				-log_k		0.46

		Al+3 + F- = AlF+2

				-log_k		7.0

				-delta_h 1.060		kcal

				-gamma		5.4		0.0

		Al+3 + 2 F- = AlF2+

				-log_k		12.7

				-delta_h 1.980		kcal

				-gamma		5.4		0.0

		Al+3 + 3 F- = AlF3

				-log_k		16.8

				-delta_h 2.160		kcal

		Al+3 + 4 F- = AlF4-

				-log_k		19.4

				-delta_h 2.20		kcal

				-gamma		4.5		0.0

		# Al+3 + 5 F- = AlF5-2

				# log_k		20.6

				# delta_h 1.840		kcal

		# Al+3 + 6 F- = AlF6-3

				# log_k		20.6

				# delta_h -1.670		kcal

		H4SiO4 = H3SiO4- + H+

				-log_k		-9.83

				-delta_h 6.12		kcal

				-analytic		-302.3724		-0.050698		15669.69		108.18466		-1119669.0

				-Vm  7.94  1.0881  5.3224  -2.8240  1.4767 # supcrt + H2O in a1

				-gamma		4		0.0

		H4SiO4 = H2SiO4-2 + 2 H+

				-log_k		-23.0

				-delta_h 17.6		kcal

				-analytic		-294.0184		-0.072650		11204.49		108.18466		-1119669.0

				-gamma		5.4		0.0

		H4SiO4 + 4 H+ + 6 F- = SiF6-2 + 4 H2O

				-log_k		30.18

				-delta_h -16.260		kcal

				-Vm  8.5311  13.0492  .6211  -3.3185  2.7716 # supcrt

				-gamma		5.0		0.0

		Ba+2 + H2O = BaOH+ + H+

				-log_k		-13.47

				-gamma		5.0		0.0

		Ba+2 + CO3-2 = BaCO3

				-log_k		2.71

				-delta_h 3.55		kcal

				-analytic		0.113		0.008721

				-Vm  .2907  -7.0717  8.5295  -2.4867  -.0300 # supcrt

		Ba+2 + HCO3- = BaHCO3+

				-log_k		0.982

				-delta_h 5.56 kcal

				-analytical		-3.0938		0.013669		0.0		0.0		0.0

		Ba+2 + SO4-2 = BaSO4

				-log_k		2.7

		Sr+2 + H2O = SrOH+ + H+

				-log_k		-13.29

				-gamma		5.0		0.0

		Sr+2 + CO3-2 + H+ = SrHCO3+

				-log_k		11.509

				-delta_h 2.489		kcal

				-analytic		104.6391		0.04739549		-5151.79		-38.92561		563713.9

				-gamma		5.4		0.0

		Sr+2 + CO3-2 = SrCO3

				-log_k		2.81

				-delta_h 5.22		kcal

				-analytic		-1.019		0.012826

				-Vm  -.1787  -8.2177  8.9799  -2.4393  -.0300 # supcrt

		Sr+2 + SO4-2 = SrSO4

				-log_k		2.29

				-delta_h 2.08		kcal

				-Vm  6.7910  -.9666  6.1300  -2.7390  -.0010 # celestite solubility

		Li+ + SO4-2 = LiSO4-

				-log_k		0.64

				-gamma		5.0		0.0

		Cu+2 + e- = Cu+

				-log_k		2.72

				-delta_h 1.65		kcal

				-gamma		2.5		0.0

		Cu+ + 2Cl- = CuCl2-

				-log_k		  5.50

				-delta_h -0.42 kcal

				-gamma  4.0  0.0

		Cu+ + 3Cl- = CuCl3-2

				-log_k		  5.70

				-delta_h 0.26 kcal

				-gamma  5.0  0.0  

		Cu+2 + CO3-2 = CuCO3 

				-log_k		  6.73

		Cu+2 + 2CO3-2 = Cu(CO3)2-2 

				-log_k		  9.83

				Cu+2 + HCO3- = CuHCO3+

				-log_k		  2.7

		Cu+2 + Cl- = CuCl+ 

				-log_k		  0.43

				-delta_h 8.65 kcal

				-gamma  4.0  0.0

		Cu+2 + 2Cl- = CuCl2 

				-log_k		  0.16

				-delta_h 10.56 kcal

		Cu+2 + 3Cl- = CuCl3-

				-log_k		  -2.29

				-delta_h 13.69 kcal

				-gamma  4.0  0.0

		Cu+2 + 4Cl- = CuCl4-2

				-log_k		  -4.59

				-delta_h 17.78 kcal

				-gamma  5.0  0.0

		Cu+2 + F- = CuF+ 

				-log_k		  1.26

				-delta_h 1.62 kcal

		Cu+2 + H2O = CuOH+ + H+

				-log_k		-8.0

				-gamma		4.0		0.0

		Cu+2 + 2 H2O = Cu(OH)2 + 2 H+

				-log_k		-13.68

		Cu+2 + 3 H2O = Cu(OH)3- + 3 H+

				-log_k		-26.9

		Cu+2 + 4 H2O = Cu(OH)4-2 + 4 H+

				-log_k		-39.6

		2Cu+2 + 2H2O = Cu2(OH)2+2 + 2H+ 

				-log_k  -10.359

				-delta_h 17.539 kcal

				-analytical  2.497  0.0  -3833.0  0.0  0.0

		Cu+2 + SO4-2 = CuSO4

				-log_k		2.31

				-delta_h 1.220		kcal

		Cu+2 + 3HS- = Cu(HS)3-

				-log_k  25.9

		Zn+2 + H2O = ZnOH+ + H+

				-log_k		-8.96

				-delta_h 13.4 kcal

		Zn+2 + 2 H2O = Zn(OH)2 + 2 H+

				-log_k		-16.9

		Zn+2 + 3 H2O = Zn(OH)3- + 3 H+

				-log_k		-28.4

		Zn+2 + 4 H2O = Zn(OH)4-2 + 4 H+

				-log_k		-41.2

		Zn+2 + Cl- = ZnCl+

				-log_k		0.43

				-delta_h 7.79 kcal

				-Vm  1.5844  -3.9128  7.2879  -2.6172  .2025 4

				-gamma  4.0  0.0

		Zn+2 + 2 Cl- = ZnCl2

				-log_k		0.45

				-delta_h 8.5 kcal

				-Vm  5.0570  4.5665  3.9552  -2.9678  -.0010

		Zn+2 + 3Cl- = ZnCl3-

				-log_k		0.5

				-delta_h 9.56 kcal

				-Vm  9.5417  15.5168  -.3487  -3.4205  1.2513

				-gamma  4.0  0.0

		Zn+2 + 4Cl- = ZnCl4-2

				-log_k		0.2

				-delta_h 10.96 kcal

				-Vm  14.6628  28.0213  -5.2636  -3.9374  2.6662

				-gamma  5.0  0.0

		Zn+2 + H2O + Cl- = ZnOHCl + H+ 

				-log_k  -7.48  

		Zn+2 + 2HS- = Zn(HS)2

				-log_k  14.94

		Zn+2 + 3HS- = Zn(HS)3-

				-log_k  16.1  

		Zn+2 + CO3-2 = ZnCO3

				-log_k		5.3

		Zn+2 + 2CO3-2 = Zn(CO3)2-2

				-log_k		9.63

		Zn+2 + HCO3- = ZnHCO3+

				-log_k		2.1

		Zn+2 + SO4-2 = ZnSO4

				-log_k		2.37

				-delta_h 1.36 kcal

		Zn+2 + 2SO4-2 = Zn(SO4)2-2

				-log_k		3.28

		Zn+2 + Br- = ZnBr+ 

				-log_k  -0.58

		Zn+2 + 2Br- = ZnBr2

				-log_k  -0.98

		Zn+2 + F- = ZnF+ 

				-log_k  1.15

				-delta_h 2.22 kcal

		Cd+2 + H2O = CdOH+ + H+

				-log_k		-10.08

				-delta_h 13.1 kcal

		Cd+2 + 2 H2O = Cd(OH)2 + 2 H+

				-log_k		-20.35

		Cd+2 + 3 H2O = Cd(OH)3- + 3 H+

				-log_k		-33.3

		Cd+2 + 4 H2O = Cd(OH)4-2 + 4 H+

				-log_k		-47.35

		2Cd+2 + H2O = Cd2OH+3 + H+ 

				-log_k  -9.39

				-delta_h 10.9 kcal

		Cd+2 + H2O + Cl- = CdOHCl + H+ 

				-log_k  -7.404

				-delta_h 4.355 kcal

		Cd+2 + NO3- = CdNO3+

				-log_k  0.4

				-delta_h -5.2 kcal

		Cd+2 + Cl- = CdCl+

				-log_k		1.98

				-delta_h 0.59 kcal

		Cd+2 + 2 Cl- = CdCl2

				-log_k		2.6

				-delta_h 1.24 kcal

		Cd+2 + 3 Cl- = CdCl3-

				-log_k		2.4

				-delta_h 3.9 kcal

		Cd+2 + CO3-2 = CdCO3

				-log_k		2.9

		Cd+2 + 2CO3-2 = Cd(CO3)2-2

				-log_k		6.4

		Cd+2 + HCO3- = CdHCO3+

				-log_k		1.5

		Cd+2 + SO4-2 = CdSO4

				-log_k		2.46

				-delta_h 1.08 kcal

		Cd+2 + 2SO4-2 = Cd(SO4)2-2

				-log_k		3.5

		Cd+2 + Br- = CdBr+ 

				-log_k  2.17

				-delta_h -0.81 kcal

		Cd+2 + 2Br- = CdBr2

				-log_k  2.9

		Cd+2 + F- = CdF+ 

				-log_k  1.1

		Cd+2 + 2F- = CdF2

				-log_k  1.5  

		Cd+2 + HS- = CdHS+ 

				-log_k  10.17

		Cd+2 + 2HS- = Cd(HS)2 

				-log_k  16.53

		Cd+2 + 3HS- = Cd(HS)3-

				-log_k  18.71

		Cd+2 + 4HS- = Cd(HS)4-2

				-log_k  20.9  

		Pb+2 + H2O = PbOH+ + H+

				-log_k		-7.71

		Pb+2 + 2 H2O = Pb(OH)2 + 2 H+

				-log_k		-17.12

		Pb+2 + 3 H2O = Pb(OH)3- + 3 H+

				-log_k		-28.06

		Pb+2 + 4 H2O = Pb(OH)4-2 + 4 H+

				-log_k		-39.7

		2 Pb+2 + H2O = Pb2OH+3 + H+

				-log_k		-6.36

		Pb+2 + Cl- = PbCl+

				-log_k		1.6

				-delta_h 4.38 kcal

				-Vm  2.8934  -.7165  6.0316  -2.7494  .1281 6

		Pb+2 + 2 Cl- = PbCl2

				-log_k		1.8

				-delta_h 1.08 kcal

				-Vm  6.5402  8.1879  2.5318  -3.1175  -.0300

		Pb+2 + 3 Cl- = PbCl3-

				-log_k		1.7

				-delta_h 2.17 kcal

				-Vm  11.0396  19.1743  -1.7863  -3.5717  .7356

		Pb+2 + 4 Cl- = PbCl4-2

				-log_k		1.38

				-delta_h 3.53 kcal

				-Vm  16.4150  32.2997  -6.9452  -4.1143  2.3118

		Pb+2 + CO3-2 = PbCO3

				-log_k		7.24

		Pb+2 + 2 CO3-2 = Pb(CO3)2-2

				-log_k		10.64

		Pb+2 + HCO3- = PbHCO3+

				-log_k		2.9

		Pb+2 + SO4-2 = PbSO4

				-log_k		2.75

		Pb+2 + 2 SO4-2 = Pb(SO4)2-2

				-log_k		3.47

		Pb+2 + 2HS- = Pb(HS)2 

				-log_k  15.27

		Pb+2 + 3HS- = Pb(HS)3-

				-log_k  16.57

		3Pb+2 + 4H2O = Pb3(OH)4+2 + 4H+ 

				-log_k  -23.88

				-delta_h 26.5 kcal  

		Pb+2 + NO3- = PbNO3+

				-log_k		1.17

		Pb+2 + Br- = PbBr+ 

				-log_k  1.77

				-delta_h 2.88 kcal

		Pb+2 + 2Br- = PbBr2 

				-log_k  1.44

		Pb+2 + F- = PbF+ 

				-log_k  1.25

		Pb+2 + 2F- = PbF2

				-log_k  2.56

		Pb+2 + 3F- = PbF3-

				-log_k  3.42

		Pb+2 + 4F- = PbF4-2

				-log_k  3.1  

		PHASES

		Calcite

				CaCO3 = CO3-2 + Ca+2

				-log_k		-8.48

				-delta_h -2.297 kcal

				-analytic		-171.9065		-0.077993		2839.319		71.595

				-Vm 36.9 cm3/mol # MW (100.09 g/mol) / rho (2.71 g/cm3)

		Aragonite

				CaCO3 = CO3-2 + Ca+2

				-log_k		-8.336

				-delta_h -2.589 kcal

				-analytic		-171.9773		-0.077993		2903.293		71.595

				-Vm 34.04

		# begin modification stimela.dat 

		# adding Vaterite from Aragonite according Standard Methods 2330 (2010) 

		Vaterite

				CaCO3 = CO3-2 + Ca+2

				log_k		   -8.336  # overruled by -analytic

				delta_h -2.589 kcal  # overruled by -analytic

				-analytic       -172.1295     -0.077993      3074.688      71.595

				-Vm 39.41 cm3/mol # MW (100.09 g/mol) / rho (2.54 g/cm3)

		# end modification stimela.dat

		Dolomite

				CaMg(CO3)2 = Ca+2 + Mg+2 + 2 CO3-2

				-log_k		-17.09

				-delta_h  -9.436 kcal

				-Vm 64.5

		Siderite

				FeCO3 = Fe+2 + CO3-2

				-log_k		-10.89

				-delta_h  -2.480 kcal

				-Vm 29.2

		Rhodochrosite

				MnCO3 = Mn+2 + CO3-2

				-log_k		-11.13

				-delta_h  -1.430 kcal

				-Vm 31.1

		Strontianite

				SrCO3 = Sr+2 + CO3-2

				-log_k		-9.271

				-delta_h -0.400 kcal

				-analytic		155.0305		0.0		-7239.594		-56.58638

				-Vm 39.69

		Witherite

				BaCO3 = Ba+2 + CO3-2

				-log_k		-8.562

				-delta_h  0.703 kcal

				-analytic		607.642		0.121098		-20011.25		-236.4948

				-Vm 46

		Gypsum

				CaSO4:2H2O = Ca+2 + SO4-2 + 2 H2O

				-log_k		-4.58

				-delta_h -0.109 kcal

				-analytic		68.2401		0.0		-3221.51		-25.0627

				-Vm 73.9 # 172.18 / 2.33  (Vm H2O = 13.9 cm3/mol)

		Anhydrite

				CaSO4 = Ca+2 + SO4-2

				-log_k		-4.36

				-delta_h -1.710 kcal

				-analytic  84.90  0  -3135.12  -31.79 # 50 - 160oC, 1 - 1e3 atm, anhydrite dissolution, Blount and Dickson, 1973, Am. Mineral. 58, 323.

				-Vm 46.1 # 136.14 / 2.95

		Celestite

				SrSO4 = Sr+2 + SO4-2

				-log_k		-6.63

				-delta_h -4.037 kcal

		#		-analytic		-14805.9622		-2.4660924		756968.533		5436.3588		-40553604.0

				-analytic  -7.14 6.11e-3  75 0 0 -1.79e-5  # Howell et al., 1992, JCED 37, 464.

				-Vm 46.4

		Barite

				BaSO4 = Ba+2 + SO4-2

				-log_k		-9.97

				-delta_h  6.35 kcal

				-analytic		136.035		0.0		-7680.41		-48.595

				-Vm 51.9

		Hydroxyapatite

				Ca5(PO4)3OH + 4 H+ = H2O + 3 HPO4-2 + 5 Ca+2

				-log_k		 -3.421

				-delta_h -36.155 kcal

				-Vm 128.9

		Fluorite

				CaF2 = Ca+2 + 2 F-

				-log_k		-10.6

				-delta_h   4.69 kcal

				-analytic		66.348		0.0		-4298.2		-25.271

				-Vm 15.7

		SiO2(a)

				SiO2 + 2 H2O = H4SiO4

				-log_k		-2.71

				-delta_h  3.340 kcal

				-analytic		-0.26		0.0		-731.0

		Chalcedony

				SiO2 + 2 H2O = H4SiO4

				-log_k		-3.55

				-delta_h  4.720 kcal

				-analytic		-0.09		0.0		-1032.0

				-Vm 23.1

		Quartz

				SiO2 + 2 H2O = H4SiO4

				-log_k		-3.98

				-delta_h  5.990 kcal

				-analytic		0.41		0.0		-1309.0

				-Vm 22.67

		Gibbsite

				Al(OH)3 + 3 H+ = Al+3 + 3 H2O

				-log_k		  8.11

				-delta_h -22.800 kcal

		Al(OH)3(a)

				Al(OH)3 + 3 H+ = Al+3 + 3 H2O

				-log_k		 10.8

				-delta_h -26.500 kcal

		Kaolinite

				Al2Si2O5(OH)4 + 6 H+ = H2O + 2 H4SiO4 + 2 Al+3

				-log_k		  7.435

				-delta_h -35.300 kcal

		Albite

				NaAlSi3O8 + 8 H2O = Na+ + Al(OH)4- + 3 H4SiO4

				-log_k		-18.002

				-delta_h 25.896 kcal

		Anorthite

				CaAl2Si2O8 + 8 H2O = Ca+2 + 2 Al(OH)4- + 2 H4SiO4

				-log_k		-19.714

				-delta_h 11.580 kcal

		K-feldspar

				KAlSi3O8 + 8 H2O = K+ + Al(OH)4- + 3 H4SiO4

				-log_k		-20.573

				-delta_h 30.820		kcal

		K-mica

				KAl3Si3O10(OH)2 + 10 H+ = K+ + 3 Al+3 + 3 H4SiO4

				-log_k		12.703

				-delta_h -59.376 kcal

		Chlorite(14A)

				Mg5Al2Si3O10(OH)8 + 16H+ = 5Mg+2 + 2Al+3 + 3H4SiO4 + 6H2O

				-log_k		68.38

				-delta_h -151.494 kcal

		Ca-Montmorillonite

				Ca0.165Al2.33Si3.67O10(OH)2 + 12 H2O = 0.165Ca+2 + 2.33 Al(OH)4- + 3.67 H4SiO4 + 2 H+

				-log_k		-45.027

				-delta_h 58.373		kcal

		Talc

				Mg3Si4O10(OH)2 + 4 H2O + 6 H+ = 3 Mg+2 + 4 H4SiO4

				-log_k		21.399

				-delta_h -46.352 kcal

		Illite

				K0.6Mg0.25Al2.3Si3.5O10(OH)2 + 11.2H2O = 0.6K+ + 0.25Mg+2 + 2.3Al(OH)4- + 3.5H4SiO4 + 1.2H+

				-log_k		-40.267

				-delta_h 54.684 kcal

		Chrysotile

				Mg3Si2O5(OH)4 + 6 H+ = H2O + 2 H4SiO4 + 3 Mg+2

				-log_k		32.2

				-delta_h -46.800 kcal

				-analytic		13.248		0.0		10217.1		-6.1894

		Sepiolite

				Mg2Si3O7.5OH:3H2O + 4 H+ + 0.5H2O = 2 Mg+2 + 3 H4SiO4

				-log_k		15.760

				-delta_h -10.700 kcal

		Sepiolite(d)

				Mg2Si3O7.5OH:3H2O + 4 H+ + 0.5H2O = 2 Mg+2 + 3 H4SiO4

				-log_k		18.66

		Hematite

				Fe2O3 + 6 H+ = 2 Fe+3 + 3 H2O

				-log_k		-4.008

				-delta_h -30.845 kcal

		Goethite

				FeOOH + 3 H+ = Fe+3 + 2 H2O

				-log_k		-1.0

				-delta_h		 -14.48 kcal

		Fe(OH)3(a)

				Fe(OH)3 + 3 H+ = Fe+3 + 3 H2O

				-log_k		4.891

		Pyrite

				FeS2 + 2 H+ + 2 e- = Fe+2 + 2 HS-

				-log_k		-18.479

				-delta_h 11.300 kcal

		FeS(ppt)

				FeS + H+ = Fe+2 + HS-

				-log_k		-3.915

		Mackinawite

				FeS + H+ = Fe+2 + HS-

				-log_k		-4.648

		Sulfur

				S + 2H+ + 2e- = H2S

				-log_k		4.882

				-delta_h -9.5 kcal

		Vivianite

				Fe3(PO4)2:8H2O = 3 Fe+2 + 2 PO4-3 + 8 H2O

				-log_k		-36.0

		Pyrolusite		# H2O added for surface calc's

				MnO2:H2O + 4 H+ + 2 e- = Mn+2 + 3 H2O

				-log_k		41.38

				-delta_h -65.110 kcal

		Hausmannite

				Mn3O4 + 8 H+ + 2 e- = 3 Mn+2 + 4 H2O

				-log_k		61.03

				-delta_h -100.640 kcal

		Manganite

				MnOOH + 3 H+ + e- = Mn+2 + 2 H2O

				-log_k		25.34

		Pyrochroite

				Mn(OH)2 + 2 H+ = Mn+2 + 2 H2O

				-log_k		15.2

		Halite

				NaCl  =  Cl- + Na+

				log_k		  1.570

				-delta_h  1.37

				#-analytic -713.4616   -.1201241   37302.21    262.4583    -2106915.

				-Vm 27.1

		Sylvite

				KCl  = K+ + Cl-

				log_k		   0.900

				-analytic     3.984     0.0		 -919.55

				Vm 37.5

		CO2(g)

				CO2 = CO2

				-log_k		-1.468

				-delta_h -4.776 kcal

				-analytic  109.534  1.9913e-2  -6986.04  -40.83  669370

				-T_c  304.2 # critical T, K

				-P_c   72.86 # critical P, atm

				-Omega 0.225 # acentric factor

		H2O(g)

				H2O = H2O

				-log_k  1.506; delta_h -44.03 kJ

				-T_c  647.3

				-P_c  217.60

				-Omega 0.344

				-analytic   -16.5066 -2.0013E-3  2710.7  3.7646  0 2.24E-6

		# Gases from LLNL...

		O2(g)

				O2 = O2

				-log_k   -2.8983

				-analytic -7.5001 7.8981e-3 0.0 0.0 2.0027e5

				-T_c  154.6

				-P_c   49.80

				-Omega 0.021

		H2(g)

				H2 = H2

				-log_k		   -3.1050

				-delta_h -4.184  kJ

				-analytic   -9.3114    4.6473e-3   -49.335    1.4341    1.2815e5

				-T_c  33.2

				-P_c   12.80

				-Omega 0.225

		N2(g)

				N2 = N2

				-log_k				 -3.1864

				-analytic -58.453 1.818e-3  3199  17.909 -27460

				-T_c  126.2

				-P_c   33.50

				-Omega 0.039

		H2S(g)

				H2S  =  H+ + HS-

				-log_k		   -7.9759

				-analytic -97.354 -3.1576e-2 1.8285e3 37.44 28.56

				-T_c  373.2

				-P_c  88.20

				-Omega 0.1

		CH4(g)

				CH4 = CH4

				-log_k		   -2.8502

				-analytic -24.027 4.7146e-3 372.27 6.4264 2.3362e5

				-T_c  190.6

				-P_c   45.40

				-Omega 0.008

		NH3(g)

				NH3 = NH3

				-log_k		   1.7966

				-analytic -18.758 3.3670e-4 2.5113e3 4.8619 39.192

				-T_c  405.6

				-P_c   111.3

				-Omega 0.25

		#Amm(g)

		#		Amm = Amm

		#		-log_k		   1.7966

		#		-analytic -18.758 3.3670e-4 2.5113e3 4.8619 39.192

		#		-T_c  405.6

		#		-P_c   111.3

		#		-Omega 0.25

		# redox-uncoupled gases

		Oxg(g)

				Oxg = Oxg

				-analytic -7.5001 7.8981e-3 0.0 0.0 2.0027e5

				-T_c  154.6 ; -P_c   49.80 ; -Omega 0.021

		Hdg(g)

				Hdg = Hdg

				-analytic   -9.3114    4.6473e-3   -49.335    1.4341    1.2815e5

				-T_c  33.2 ; -P_c   12.80 ; -Omega 0.225

		Ntg(g)

				Ntg = Ntg

				-analytic -58.453 1.81800e-3  3199  17.909 -27460

				T_c  126.2 ; -P_c   33.50 ; -Omega 0.039

		Mtg(g)

				Mtg = Mtg

				-analytic -24.027 4.7146e-3 3.7227e2 6.4264 2.3362e5

				-T_c  190.6 ; -P_c   45.40 ; -Omega 0.008

		H2Sg(g)

				H2Sg  =  H+ + HSg-

				-analytic -97.354 -3.1576e-2 1.8285e3 37.44 28.56

				-T_c  373.2 ; -P_c  88.20 ; -Omega 0.1

		# begin modification stimela.dat 

		# uniform notation of elements in redox-uncoupled gases

		[N-3]H3(g)

				[N-3]H3 = [N-3]H3

				-log_k		   1.7966

				-analytic -18.758 3.3670e-4 2.5113e3 4.8619 39.192

				-T_c  405.6

				-P_c   111.3

				-Omega 0.25

		[C-4]H4(g)

				[C-4]H4 = [C-4]H4

				-analytic -24.027 4.7146e-3 3.7227e2 6.4264 2.3362e5

				-T_c  190.6 ; -P_c   45.40 ; -Omega 0.008

		H2[S-2](g)

				H2[S-2]  =  H+ + H[S-2]-

				-analytic -97.354 -3.1576e-2 1.8285e3 37.44 28.56

				-T_c  373.2 ; -P_c  88.20 ; -Omega 0.1

		# end modification stimela.dat

		Melanterite

				FeSO4:7H2O = 7 H2O + Fe+2 + SO4-2

				-log_k		-2.209

				-delta_h 4.910		kcal

				-analytic		1.447		-0.004153		0.0		0.0		-214949.0

		Alunite

				KAl3(SO4)2(OH)6 + 6 H+ = K+ + 3 Al+3 + 2 SO4-2 + 6H2O

				-log_k		-1.4

				-delta_h -50.250 kcal

		Jarosite-K

				KFe3(SO4)2(OH)6 + 6 H+ = 3 Fe+3 + 6 H2O + K+ + 2 SO4-2

				-log_k		-9.21

				-delta_h -31.280 kcal

		Zn(OH)2(e)

				Zn(OH)2 + 2 H+ = Zn+2 + 2 H2O

				-log_k		11.5

		Smithsonite

				ZnCO3 = Zn+2 + CO3-2

				-log_k		-10.0

				-delta_h -4.36		kcal

		Sphalerite

				ZnS + H+ = Zn+2 + HS-

				-log_k		-11.618

				-delta_h 8.250		kcal

		Willemite		289

				Zn2SiO4 + 4H+ = 2Zn+2 + H4SiO4

				-log_k		15.33

				-delta_h -33.37		kcal

		Cd(OH)2

				Cd(OH)2 + 2 H+ = Cd+2 + 2 H2O

				-log_k		13.65

		Otavite		315

				CdCO3 = Cd+2 + CO3-2

				-log_k		-12.1

				-delta_h -0.019		kcal

		CdSiO3		328

				CdSiO3 + H2O + 2H+ = Cd+2 + H4SiO4

				-log_k		9.06

				-delta_h -16.63		kcal

		CdSO4		329

				CdSO4 = Cd+2 + SO4-2

				-log_k		-0.1

				-delta_h -14.74		kcal

		Cerrusite		365

				PbCO3 = Pb+2 + CO3-2

				-log_k		-13.13

				-delta_h 4.86		kcal

		Anglesite		384

				PbSO4 = Pb+2 + SO4-2

				-log_k		-7.79

				-delta_h 2.15		kcal

		Pb(OH)2		389

				Pb(OH)2 + 2H+ = Pb+2 + 2H2O

				-log_k		8.15

				-delta_h -13.99		kcal

		EXCHANGE_MASTER_SPECIES

				X		X-

		EXCHANGE_SPECIES

				X- = X-

				-log_k		0.0

				Na+ + X- = NaX

				-log_k		0.0

				-gamma		4.08 0.082

				K+ + X- = KX

				-log_k		0.7

				-gamma		3.5		0.015

				-delta_h  -4.3		# Jardine & Sparks, 1984

				Li+ + X- = LiX

				-log_k		-0.08

				-gamma		6.0		0.0

				-delta_h  1.4		# Merriam & Thomas, 1956

		# !!!!!

		#		H+ + X- = HX

		#		-log_k		1.0

		#		-gamma		9.0		0.0

				NH4+ + X- = NH4X

				log_k   0.6

				-gamma  2.5     0.0

				delta_h  -2.4   # Laudelout et al., 1968

		#		AmmH+ + X- = AmmHX

		#		-log_k		0.6

		#		-gamma		2.5		0.0

		#		-delta_h  -2.4		# Laudelout et al., 1968

		# begin modification stimela.dat 

				[N-3]H4+ + X- = [N-3]H4X

				-log_k		0.6

				-gamma		2.5		0.0

				-delta_h  -2.4		# Laudelout et al., 1968

		# end modification stimela.dat

				Ca+2 + 2X- = CaX2

				-log_k		0.8

				-gamma		5.0		0.165

				-delta_h  7.2    # Van Bladel & Gheyl, 1980

				Mg+2 + 2X- = MgX2

				-log_k		0.6

				-gamma		5.5		0.2

				-delta_h  7.4		# Laudelout et al., 1968

				Sr+2 + 2X- = SrX2

				-log_k		0.91

				-gamma		5.26		0.121

				-delta_h  5.5		# Laudelout et al., 1968

				Ba+2 + 2X- = BaX2

				-log_k		0.91

				-gamma		5.0		0.0

				-delta_h  4.5		# Laudelout et al., 1968

				Mn+2 + 2X- = MnX2

				-log_k		0.52

				-gamma		6.0		0.0

				Fe+2 + 2X- = FeX2

				-log_k		0.44

				-gamma		6.0		0.0

				Cu+2 + 2X- = CuX2

				-log_k		0.6

				-gamma		6.0		0.0

				Zn+2 + 2X- = ZnX2

				-log_k		0.8

				-gamma		5.0		0.0

				Cd+2 + 2X- = CdX2

				-log_k		0.8

				-gamma 0.0  0.0

				Pb+2 + 2X- = PbX2

				-log_k		1.05

				-gamma 0.0  0.0

				Al+3 + 3X- = AlX3

				-log_k		0.41

				-gamma		9.0		0.0

				AlOH+2 + 2X- = AlOHX2

				-log_k		0.89

				-gamma		0.0		0.0

		SURFACE_MASTER_SPECIES

				Hfo_s		Hfo_sOH

				Hfo_w		Hfo_wOH

		SURFACE_SPECIES

		# All surface data from

		# Dzombak and Morel, 1990

		#

		#

		# Acid-base data from table 5.7

		#

		# strong binding site--Hfo_s,

				Hfo_sOH = Hfo_sOH

				-log_k		0.0

				Hfo_sOH		+ H+ = Hfo_sOH2+

				-log_k		7.29		# = pKa1,int

				Hfo_sOH = Hfo_sO- + H+

				-log_k		-8.93		# = -pKa2,int

		# weak binding site--Hfo_w

				Hfo_wOH = Hfo_wOH

				-log_k		0.0

				Hfo_wOH		+ H+ = Hfo_wOH2+

				-log_k		7.29		# = pKa1,int

				Hfo_wOH = Hfo_wO- + H+

				-log_k		-8.93		# = -pKa2,int

		###############################################

		# CATIONS #

		###############################################

		#

		# Cations from table 10.1 or 10.5

		#

		# Calcium

				Hfo_sOH + Ca+2 = Hfo_sOHCa+2

				-log_k		4.97

				Hfo_wOH + Ca+2 = Hfo_wOCa+ + H+

				-log_k -5.85

		# Strontium

				Hfo_sOH + Sr+2 = Hfo_sOHSr+2

				-log_k		5.01

				Hfo_wOH + Sr+2 = Hfo_wOSr+ + H+

				-log_k -6.58

				Hfo_wOH + Sr+2 + H2O = Hfo_wOSrOH + 2H+

				-log_k -17.6

		# Barium

				Hfo_sOH + Ba+2 = Hfo_sOHBa+2

				-log_k		5.46

				Hfo_wOH + Ba+2 = Hfo_wOBa+ + H+

				-log_k		-7.2		# table 10.5

		#

		# Cations from table 10.2

		#

		# Cadmium

				Hfo_sOH + Cd+2 = Hfo_sOCd+ + H+

				-log_k		0.47

				Hfo_wOH + Cd+2 = Hfo_wOCd+ + H+

				-log_k		-2.91

		# Zinc

				Hfo_sOH + Zn+2 = Hfo_sOZn+ + H+

				-log_k		0.99

				Hfo_wOH + Zn+2 = Hfo_wOZn+ + H+

				-log_k		-1.99

		# Copper

				Hfo_sOH + Cu+2 = Hfo_sOCu+ + H+

				-log_k		2.89

				Hfo_wOH + Cu+2 = Hfo_wOCu+ + H+

				-log_k		0.6		# table 10.5

		# Lead

				Hfo_sOH + Pb+2 = Hfo_sOPb+ + H+

				-log_k		4.65

				Hfo_wOH + Pb+2 = Hfo_wOPb+ + H+

				-log_k		0.3		# table 10.5

		#

		# Derived constants table 10.5

		#

		# Magnesium

				Hfo_wOH + Mg+2 = Hfo_wOMg+ + H+

				-log_k -4.6

		# Manganese

				Hfo_sOH + Mn+2 = Hfo_sOMn+ + H+

				-log_k		-0.4		# table 10.5

				Hfo_wOH + Mn+2 = Hfo_wOMn+ + H+

				-log_k -3.5		# table 10.5

		# Iron, strong site: Appelo, Van der Weiden, Tournassat & Charlet, EST 36, 3096

				Hfo_sOH + Fe+2 = Hfo_sOFe+ + H+

				-log_k		-0.95

		# Iron, weak site: Liger et al., GCA 63, 2939, re-optimized for D&M

				Hfo_wOH + Fe+2 = Hfo_wOFe+ + H+

				-log_k -2.98

				Hfo_wOH + Fe+2 + H2O = Hfo_wOFeOH + 2H+

				-log_k -11.55

		###############################################

		# ANIONS #

		###############################################

		#

		# Anions from table 10.6

		#

		# Phosphate

				Hfo_wOH + PO4-3 + 3H+ = Hfo_wH2PO4 + H2O

				-log_k		31.29

				Hfo_wOH + PO4-3 + 2H+ = Hfo_wHPO4- + H2O

				-log_k		25.39

				Hfo_wOH + PO4-3 + H+ = Hfo_wPO4-2 + H2O

				-log_k		17.72

		#

		# Anions from table 10.7

		#

		# Borate

				Hfo_wOH + H3BO3 = Hfo_wH2BO3 + H2O

				-log_k		0.62

		#

		# Anions from table 10.8

		#

		# Sulfate

				Hfo_wOH + SO4-2 + H+ = Hfo_wSO4- + H2O

				-log_k		7.78

				Hfo_wOH + SO4-2 = Hfo_wOHSO4-2

				-log_k		0.79

		#

		# Derived constants table 10.10

		#

				Hfo_wOH + F- + H+ = Hfo_wF + H2O

				-log_k		8.7

				Hfo_wOH + F- = Hfo_wOHF-

				-log_k		1.6

		#

		# Carbonate: Van Geen et al., 1994 reoptimized for D&M model

		#

				Hfo_wOH + CO3-2 + H+ = Hfo_wCO3- + H2O

				-log_k		12.56

				Hfo_wOH + CO3-2 + 2H+= Hfo_wHCO3 + H2O

				-log_k		20.62

		RATES

		#######

		# Example of quartz kinetic rates block:

		#KINETICS

		#Quartz

		#-m0  158.8		    # 90 % Qu

		#-parms 23.13  1.5

		#-step 3.1536e8 in 10

		#-tol 1e-12

		# Rate definition:

		 Quartz

		  -start

		 #1 rem Specific rate k from Rimstidt and Barnes, 1980, GCA 44,1683

		 #2 rem  k = 10^-13.7 mol/m2/s (25 C), Ea = 90 kJ/mol

		 #2 rem  sp. rate * parm(2) due to salts (Dove and Rimstidt, MSA Rev. 29, 259)

		 #4 rem  parm(1) = A (m2) recalc's to mol/s

		 #5 rem  parm(2) salt correction: (1 + 1.5 * c_Na (mM)), < 35

		 10 dif_temp = 1/TK - 1/298

		  20 pk_w = 13.7 + 4700.4 * dif_temp

		  40 moles = parm(1) * parm(2) * (m/m0)^0.67 * 10^-pk_w * (1 -  SR("Quartz"))

		#						 Integrate...

		  50 save moles * time

		  -end

		###########

		#K-feldspar

		###########

		# Example of KINETICS data block for K-feldspar rate:

		#		KINETICS 1

		#		K-feldspar

		#				-m0 2.16  # 10% K-fsp, 0.1 mm cubes

		#				-m  1.94

		#				-parms 1.36e4  0.1

		K-feldspar

		      -start

		#1 rem specific rate from Sverdrup, 1990, in kmol/m2/s

		#2 rem parm(1) = 10 * (A/V, 1/dm) (recalc's sp. rate to mol/kgw)

		#3 rem parm(2) = corrects for field rate relative to lab rate

		#4 rem temp corr: from p. 162. E (kJ/mol) / R / 2.303 = H in H*(1/T-1/298)

		10    dif_temp = 1/TK - 1/298

		20    pk_H = 12.5 + 3134 * dif_temp

		30    pk_w = 15.3 + 1838 * dif_temp

		40    pk_OH = 14.2 + 3134 * dif_temp

		50    pk_CO2 = 14.6 + 1677 * dif_temp

		#60   pk_org = 13.9 + 1254 * dif_temp  # rate increase with DOC

		70    rate = 10^-pk_H * ACT("H+")^0.5 + 10^-pk_w + 10^-pk_OH * ACT("OH-")^0.3

		71    rate = rate + 10^-pk_CO2 * (10^SI("CO2(g)"))^0.6

		#72   rate = rate + 10^-pk_org * TOT("DOC")^0.4

		80    moles = parm(1) * parm(2) * rate * (1 - SR("K-feldspar")) * time

		81 rem decrease rate on precipitation

		90    if SR("K-feldspar") > 1 then moles = moles * 0.1

		100   save moles

		      -end

		###########

		#Albite

		###########

		# Example of KINETICS data block for Albite rate:

		#		KINETICS 1

		#		Albite

		#				-m0 0.43  # 2% Albite, 0.1 mm cubes

		#				-parms 2.72e3  0.1

		Albite

		      -start

		#1 rem specific rate from Sverdrup, 1990, in kmol/m2/s

		#2 rem parm(1) = 10 * (A/V, 1/dm) (recalc's sp. rate to mol/kgw)

		#3 rem parm(2) = corrects for field rate relative to lab rate

		#4 rem temp corr: from p. 162. E (kJ/mol) / R / 2.303 = H in H*(1/T-1/298)

		10    dif_temp = 1/TK - 1/298

		20    pk_H = 12.5 + 3359 * dif_temp

		30    pk_w = 14.8 + 2648 * dif_temp

		40    pk_OH = 13.7 + 3359 * dif_temp

		#41 rem		 ^12.9 in Sverdrup, but larger than for oligoclase...

		50    pk_CO2 = 14.0 + 1677 * dif_temp

		#60   pk_org = 12.5 + 1254 * dif_temp # ...rate increase for DOC

		70    rate = 10^-pk_H * ACT("H+")^0.5 + 10^-pk_w + 10^-pk_OH * ACT("OH-")^0.3

		71    rate = rate + 10^-pk_CO2 * (10^SI("CO2(g)"))^0.6

		#72   rate = rate + 10^-pk_org * TOT("DOC")^0.4

		80    moles = parm(1) * parm(2) * rate * (1 - SR("Albite")) * time

		81 rem decrease rate on precipitation

		90    if SR("Albite") > 1 then moles = moles * 0.1

		100   save moles

		      -end

		########

		#Calcite

		########

		# Example of KINETICS data block for calcite rate:

		#		KINETICS 1

		#		Calcite

		#				-tol    1e-8

		#				-m0		 3.e-3

		#				-m		3.e-3

		#				-parms		50		  0.6

		Calcite

		  -start

		   1 rem		parm(1) = A/V, 1/dm		parm(2) = exponent for m/m0

		   10 si_cc = si("Calcite")

		   20 if (m <= 0  and si_cc < 0) then goto 200

		   30  k1 = 10^(0.198 - 444.0 / (273.16 + tc) )

		   40  k2 = 10^(2.84 - 2177.0 / (273.16 + tc) )

		   50  if tc <= 25 then k3 = 10^(-5.86 - 317.0 / (273.16 + tc) )

		   60  if tc > 25 then k3 = 10^(-1.1 - 1737.0 / (273.16 + tc) )

		   70   t = 1

		   80   if m0 > 0 then t = m/m0

		   90   if t = 0 then t = 1

		   100   moles = parm(1) * 0.1 * (t)^parm(2)

		   110   moles = moles * (k1 * act("H+") + k2 * act("CO2") + k3 * act("H2O"))

		   120   moles = moles * (1 - 10^(2/3*si_cc))

		   130   moles = moles * time

		   140  if (moles > m) then moles = m

		   150 if (moles >= 0) then goto 200

		   160  temp = tot("Ca")

		   170  mc  = tot("C(4)")

		   180  if mc < temp then temp = mc

		   190  if -moles > temp then moles = -temp

		   200 save moles

		  -end

		#######

		#Pyrite

		#######

		# Example of KINETICS data block for pyrite rate:

		#		KINETICS 1

		#		Pyrite

		#				-tol    1e-8

		#				-m0		 5.e-4

		#				-m		5.e-4

		#				-parms -5.0		 0.1		 .5		 -0.11

		Pyrite

		  -start

		   1 rem		parm(1) = log10(A/V, 1/dm)		parm(2) = exp for (m/m0)

		   2 rem		parm(3) = exp for O2				parm(4) = exp for H+

		   10 if (m <= 0) then goto 200

		   20 if (si("Pyrite") >= 0) then goto 200

		   30  rate = -10.19 + parm(1) + parm(3)*lm("O2") + parm(4)*lm("H+") + parm(2)*log10(m/m0)

		   40  moles = 10^rate * time

		   50 if (moles > m) then moles = m

		   60 if (moles >= (mol("O2")/3.5)) then moles = mol("O2")/3.5

		   200 save moles

		  -end

		##########

		#Organic_C

		##########

		# Example of KINETICS data block for Organic_C rate:

		#		KINETICS 1

		#		Organic_C

		#				-tol		1e-8

		#		      # m in mol/kgw

		#				-m0		5e-3

		#				-m		5e-3

		Organic_C

		  -start

		   10 if (m <= 0) then goto 200

		   20  mO2 = mol("O2")

		   30  mNO3 = tot("N(5)")

		   40  mSO4 = tot("S(6)")

		   50   rate = 1.57e-9*mO2/(2.94e-4 + mO2) + 1.67e-11*mNO3/(1.55e-4 + mNO3)

		   60   rate = rate + 1.e-13*mSO4/(1.e-4 + mSO4)

		   70  moles = rate * m * (m/m0) * time

		   80 if (moles > m) then moles = m

		   200 save moles

		  -end

		###########

		#Pyrolusite

		###########

		#

		# Postma, and Appelo., GCA 64, 1237

		#

		# Example of KINETICS data block for Pyrolusite

		#       KINETICS 1-12

		#       Pyrolusite

		#		       -tol    1.e-7

		#		       -m0     0.1

		#		       -m      0.1

		Pyrolusite

		  -start

		   5		if (m <= 0.0) then goto 200

		   7		sr_pl = sr("Pyrolusite")

		   9		if abs(1 - sr_pl) < 0.1 then goto 200

		   10		if (sr_pl > 1.0) then goto 100

		   #20 rem		initially 1 mol Fe+2 = 0.5 mol pyrolusite. k*A/V = 1/time (3 cells)

		   #22 rem       time (3 cells) = 1.432e4.  1/time = 6.98e-5

		   30		Fe_t = tot("Fe(2)")

		   32		if Fe_t < 1.e-8 then goto 200

		   40		moles =  6.98e-5 * Fe_t  * (m/m0)^0.67 * time * (1 - sr_pl)

		   50		if moles > Fe_t / 2 then moles = Fe_t / 2

		   70		if moles > m then moles = m

		   90		goto 200

		   100		Mn_t = tot("Mn")

		   110		moles = 2e-3 * 6.98e-5 * (1-sr_pl) * time

		   120		if moles <= -Mn_t then moles = -Mn_t

		   200		save moles

		  -end

		END

		# For the reaction aA + bB = cC + dD,

		#   with delta_v = c*Vm(C) + d*Vm(D) - a*Vm(A) - b*Vm(B),

		# PHREEQC adds the pressure term to log_k: -= delta_v * (P - 1) / (2.3RT).

		#   Vm(A) is volume of A, cm3/mol, P is pressure, atm, R is the gas constant, T is Kelvin.

		# Gas-pressures and fugacity coefficients are calculated with Peng-Robinson's EOS.

		#   Binary interaction coefficients from Soreide and Whitson, 1992, FPE 77, 217 are

		#    hard-coded in calc_PR():

		#    kij    CH4    CO2    H2S    N2

		#    H2O    0.49   0.19   0.19   0.49

		# =============================================================================================

		# The molar volumes of solids are entered with

		#                         -Vm vm cm3/mol

		#    vm is the molar volume, cm3/mol (default), but dm3/mol and m3/mol are permitted.

		# Data for minerals' vm (= MW (g/mol) / rho (g/cm3)) are defined using rho from

		#   Deer, Howie and Zussman, The rock-forming minerals, Longman.

		#                           --------------------

		# Temperature- and pressure-dependent volumina of aqueous species are calculated with a Redlich-

		#   type equation (cf. Redlich and Meyer, Chem. Rev. 64, 221), from parameters entered with 

		#                        -Vm a1 a2 a3 a4 W a0 i1 i2 i3 i4

		# The volume (cm3/mol) is

		#    Vm(T, pb, I) = 41.84 * (a1 * 0.1 + a2 * 100 / (2600 + pb)  + a3 / (T - 228) +

		#                            a4 * 1e4 / (2600 + pb) / (T - 228) - W * QBrn)

		#                   + z^2 / 2 * Av * f(I^0.5)

		#                   + (i1 + i2 / (T - 228) + i3 * (T - 228)) * I^i4

		#   Volumina at I = 0 are obtained using supcrt92 formulas (Johnson et al., 1992, CG 18, 899).

		#   41.84 transforms cal/bar/mol into cm3/mol.

		#   pb is pressure in bar.

		#   W * QBrn is the energy of solvation, calculated from W and the pressure dependence of the 

		#     Born equation (i.e. of the dielectric constant of water (f(P, T), see below).

		#   z is charge of the solute species.

		#   Av is the Debye-Hueckel limiting slope.

		#   a0 is the ion-size parameter in the extended Debye-Hueckel equation:

		#     f(I^0.5) = I^0.5) / (1 + a0 * DH_B * I^0.5),

		#     a0 = -gamma x for cations, = 0 for anions.

		# Av (P, T) is calculated using the dielectric constant of water from Bradley and Pitzer, 1979, JPC 83, 1599,

		#   and the compressibility of pure water.

		# The density of pure water at water saturation pressure is calculated with eqn 2.6 from

		#   Wagner and Pruss, 2002, J. Phys. Chem. Ref. Data 31, 387. At higher P,T with polynomials

		#   interpolated from IAPWS table 3 (2007).

		#

		# Data for species' parameters, commented with ‘# supcrt modified’, were fitted from data

		#   compiled by Laliberte, 2009, J. Chem. Eng. Data 54, 1725, + additions, see Appelo, Parkhurst and Post (in prep.)

		# H+ has the reference volume of 0 at all P, T and I.

		# For Cl-, parameters were obtained from densities of HCl solutions up to 176 oC, 1 - 280 atm.

		# The numbers for cations were extracted from the densities of cation-Cl-solutions.

		# Other anions and OH- then follow from the measured densities of cation-anion solutions.

		# Water dissociation was fitted from Bandura and Lvov, 2006, J. Phys. Chem. Ref. Data, 35, 15, 0-200 oC, 1-2000 atm.

		#                           --------------------

		# If -Vm is not defined, the a-f values from -Millero a b c d e f (if available) will be used for calculating

		#   Vm(t, I) = a + b * t + c * t^2 + z^2 / 2 * Av * I^0.5 + (d + e * t + f * t^2) * I

		#   t is temperature in oC.

		#

		# redox-uncoupled gases have been added for H2 (Hdg), O2 (Oxg), CH4 (Mtg), N2 (Ntg),

		#   H2S (H2Sg, species HSg-, etc.).

		#

		# =============================================================================================

		# It remains the responsibility of the user to check the calculated results, for example with

		#   measured solubilities as a function of (P, T).
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