1. my Specific contents of the *krc file
#KINREACTIONDATA
$SOLVER_TYPE
1 ; Solver type
$RELATIVE_ERROR
0.01 ; rel. Error
$MIN_TIMESTEP
1.e-6 ; min Timestep
$INITIAL_TIMESTEP
1.0 ; init Timestep
$BACTERIACAPACITY
1000.0
#REACTION
$NAME
Decomposition
$TYPE
monod
$BACTERIANAME
Decomposer
$EQUATION
1 OC + 1 DO = 8 CO2 + 5 H2O ;
$RATECONSTANT
1.0e-5  1.0
$GROWTH
0 ; 0= growth not allowed
$PRODUCTIONSTOCH
OC -1
DO -1
$MONODTERMS
OC 1.0e-5  1.0 ; for each monod term : species concentration order
DO 1.0e-5  1.0
#REACTION
$NAME
Denitrification
$TYPE
monod ;
$BACTERIANAME
Denitrifier
$EQUATION
1 OC + 0.8 Nitrate + 0.8 H = 1 CO2 + 1.4 H2O + 0.4 N2;
$RATECONSTANT
2.0e-6  1.0
$GROWTH
0 ; 0= growth not allowed
$MONODTERMS
OC 1.0e-5  1.0 ; for each monod term : species concentration order
Nitrate 1.0e-5  1.0
$PRODUCTIONSTOCH
OC -1
Nitrate -0.8
$INHIBITIONTERMS
DO 3 1.0 ; species , concentration , order
#STOP

2. Problems running the model
[image: ]
[image: ]
[image: ]
[image: ]
[image: ]

[image: ]
[image: ]
[image: ]
[bookmark: _GoBack][image: ]
image6.png
—>Create MMP
—>Create NUM
—>Create EQS
—>Create TIM
—>Create BC
[BC] set BC took 0
[BC] set transient BC took 0
Warning: no boundary conditions specified for MASS_TRANSPORT
—>Create ST
—>Config ELE values
—>Config NOD values
—>Assign IC

Checking defined blob classes

RFR: no restart data
Checking output data

kkStart time steps

BRHERHE R R R R R R R R R R R R R R R R R R R R R n Ry
Time step: 1| Time: 34155693+007| Time step size: 3.15569e+007

—>Process 0: GROUNDWATER_FLOW

PCS non-linear iteration: 0/1
Assembling equation system...

Calling linear solver...
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SpBICGSTAB iteration: 1001/1000
Warning in CRFProcess::ExecuteLinearSolver() — Maximum iteration number reached
——>LINEAR solution complete.
PCS error DOF[0]: 5
—>Calculate velocity

—>Process 1: MASS_TRANSPORT
—>Component 0: Nitrate

PCS non-linear iteration: 0/1
Assembling equation system...
Calling linear solver...

SpBICGSTAB iteration: 1/2000
Relative PCS error: 7.0483e—010
Start FCT calculation

SpBICGSTAB iteration: 1/2000

——>LINEAR solution complete.
PCS error DOF[0]: 7.04802e-010

—>Process 1: MASS_TRANSPORT
—>Component 1: DO

PCS non-linear iteration: 0/1
Assembling equation system...
Calling linear solver...

SpBICGSTAB iteration: 1455/2000

Relative PCS error: 4.81069

Start FCT calculation
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SpBICGSTAB iteration: 136/2000
——>LINEAR solution complete.
PCS error DOF[0]: 3.95242

—>Process 1: MASS_TRANSPORT
—>Component 2: 0C

PCS non-linear iteration: 0/1
Assembling equation system...
Calling linear solver...

SpBICGSTAB iteration: 1411/2000

Relative PCS error: 6.41425

Start FCT calculation

SpBICGSTAB iteration: 136/2000
——>LINEAR solution complete.
PCS error DOF[0]: 5.26989

—>Process 1: MASS_TRANSPORT
—>Component 5: Tracer

PCS non-linear iteration: 0/1
Assembling equation system...
Calling linear solver...

SpBICGSTAB iteration: 1/2000
Relative PCS error: 4.11933e-009
Start FCT calculation

SpBICGSTAB iteration: 1/2000

—>LINEAR solution complete.
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PCS error DOF[0]: 4.11933e-009
ExecuteKineticReactions
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File name (without extension): xiaoguhe

Data input:

GEOLIB: :readGLIFile open stream from file xiaoguhe.gli ... done

read points from stream ... ok, 117 points read

read polylines from stream ... ok, 10 polylines read

read surfaces from stream ... readTINFile error opening stream from 0. tin
triangulation of surface: ... done — 16 triangles

ok, 1 surfaces read
PCSRead ... done, read 7 processes
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MFPRea
CPRead
BCRead ... done, read 5 boundary conditions
! Warning in STRead: No source terms !
ICRead
OUTRea
TIMRea
MSPRea
MMPRead ... done, read 2 medium properties

KinReact Read

Checking reaction data consistency for 2 specified reactions
NUMRea
—> Mass lumping selected for MASS_TRANSPORT
—>FEM_FCT method is selected

MSHRead: ASCII file
Executing ConstructGrid() ...
DOMRead: no DDC file

done.

Create: GROUNDWATER_FLOW

—>Create MMP
—>Create NUM
—>Create EQS
—>Create TIM
—>Create BC
[BC] set BC took 0
[BC] set transient BC took 0
—>Create ST
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—>Config ELE values
—>Config NOD values
—>Assign IC

WARNING: CInitialConditio
WARNING: CInitialConditio
WARNING: CInitialConditio
WARNING: CInitialConditio
WARNING: CInitialConditio
WARNING: CInitialConditio
WARNING: CInitialConditiol — invalid geo type
WARNING: CInitialConditiol — invalid geo type
—> Gass flow is formulated as mass balance.

— invalid geo type
— invalid geo type
— invalid geo type
— invalid geo type
— invalid geo type
— invalid geo type

Create: MASS_TRANSPORT
for Nitrate pcs_component_number 0
—>Create MVP
—>Create NUM
—>Create EQS
—>Create TIM
—>Create BC
[BC] set BC took 0
[BC] set transient BC took 0
Warning: no boundary conditions specified for MASS_TRANSPORT
—>Create ST
—>Config ELE values
—>Config NOD values
—>Assign IC
Create: MASS_TRANSPORT
for DO pcs component number 1
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—>Create MMP
—>Create NUM
—>Create EQS
—>Create TIM
—>Create BC
[BC] set BC took 0
[BC] set transient BC took 0
Warning: no boundary conditions specified for MASS_TRANSPORT
—>Create ST
—>Config ELE values
—>Config NOD values
—>Assign IC
Create: MASS_TRANSPORT
for OC pcs_component_number 2
—>Create MMP
—>Create NUM
—>Create EQS
—>Create TIM
—>Create BC
[BC] set BC took 0
[BC] set transient BC took 0
Warning: no boundary conditions specified for MASS_TRANSPORT
—>Create ST
—>Config ELE values
—>Config NOD values
—>Assign IC
Create: MASS_TRANSPORT
for Decomposer pcs component number 3
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—>Create MVP
—>Create NUM
—>Create EQS
—>Create TIM
—>Create BC
[BC] set BC took 0
[BC] set transient BC took 0
Warning: no boundary conditions specified for MASS_TRANSPORT
—>Create ST
—>Config ELE values
—>Config NOD values
—>Assign IC
Create: MASS_TRANSPORT
for Denitrifier pcs_component_number 4
—>Create MVP
—>Create NUM
—>Create EQS
—>Create TIM
—>Create BC

[BC] set BC took 0

[BC] set transient BC took 0
Warning: no boundary conditions specified for MASS_TRANSPORT
—>Create ST
—>Config ELE values
—>Config NOD values
—>Assign IC
Create: MASS_TRANSPORT
for Tracer pcs component number 5





