EimulationType MonteCarlo

NumberOfCycles Seea
NumberOfInitializationCycles @

PrintEvery laaa

PrintPropertiesEvery leea

Forcefield Dubbeldam2887FlexibleIRMOF-1

Framework 8

FrameworkName IRMOF-1
RemovelftomMumberCodeFromLabel yes
UnitCells 1 1 1
ExternalTemperature 573.8

Component @ MoleculelName C5
MoleculeDefinition TraPPE
TdealGasRosenbluthleight @.6864
kidomProbability 1.8

Createlumber0fMolecules 8

Component 1 MoleculelMame Ce
MoleculeDefinition TraPPE
TdealGasRosenbluthlWeight @.8164423
kHidomProbability 1.@

Createlumber0fMolecules %

Component 2 MoleculelName c7
MoleculeDefinition TraPPE
IdealGasRosenbluthleight @.88425143
kidomProbability 1.8

CreateMumberOfMolecules a8

Component 3 MoleculeMame C3
MoleculeDefinition TraPPE
IdealGasRosenbluthlWeight ©.88118638
WidomProbability 1.8
CreateNumberOfMolecules 5

Component 4 MoleculeName ca
MoleculeDefinition TraPPE
IdealGasRosenbluthlWeight ©.000289648
kWidomProbability 1.8

CreateNumberOfMolecules a8



