structure    sys.psf

coordinates  sys.pdb

paraTypeCharmm      on

parameters          p.prm

###################################################################

#restart after mini, heating and 350ps eqilibration

set inputname       sys.restart

binCoordinates      output/sys38.restart.coor

binVelocities       output/sys38.restart.vel

extendedSystem      output/sys38.restart.xsc

firsttimestep       14640000

outputEnergies      200

outputTiming        2000

xstFreq             2000

dcdFreq             2000

restartFreq          2000

wrapAll             on

wrapNearest         on

# Integrator Parameters

timestep            2.0  

rigidBonds          all

nonbondedFreq       1

fullElectFrequency  2

stepsPerCycle       10

useSettle           on

switching           on

switchDist          8.5

cutoff              10 # 10 standard in the script

pairlistdist        11.5

#cellBasisVector1       64.00   00.00   00.00

#cellBasisVector2       00.00   64.00   00.00

#cellBasisVector3       00.00   00.00   97.00

margin 2.0

PME                 on

PMEGridSizeX        54

PMEGridSizeY        54

PMEGridSizeZ        100

exclude             scaled1-4

1-4scaling          1.0

langevin            on    ;# do langevin dynamics

langevinDamping     1    

langevinHydrogen    no    ;# don't couple langevin bath to hydrogens

langevinTemp        298 

langevinPiston        on

langevinPistonTarget  1.01325 ;#  in bar -> 1 atm

langevinPistonPeriod  200

langevinPistonDecay   200

langevinPistonTemp    298

useGroupPressure      yes # smaller fluctuations

useFlexibleCell       yes # allow dimensions to fluctuate independently

useConstantRatio      yes

binaryoutput       on

outputName         output/sys39

run                                     1000000

