structure    lipid.psf

coordinates  lipid.pdb

temperature  0

paraTypeCharmm      on

parameters          p.prm

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

outputEnergies      10

outputTiming        100

xstFreq             100

dcdFreq             100

restartFreq          100

wrapAll             on

wrapNearest         on

# Integrator Parameters

exclude             scaled1-4

1-4scaling          1.0

cutoff              16.0

switching           on

switchdist          14.0 #Cutoff-2

pairlistdist        18.0  #Cutoff+2

stepspercycle       10

margin 2.5

# Integrator Parameters

timestep            1.0  ;# 1fs/step

rigidBonds          all  ;# needed for 2fs steps

nonbondedFreq       1

fullElectFrequency  2

useSettle           on   ;#If rigid bonds are enabled use

cellBasisVector1       80.00   00.00   00.00

cellBasisVector2       00.00   80.00   00.00

cellBasisVector3       00.00   00.00   104.00

cellorigin             0.0     0.0     0.0

PME                 on

PMEGridSizeX        80

PMEGridSizeY        80

PMEGridSizeZ        100

fixedAtoms              on

fixedAtomsForces        on

fixedAtomsFile          fix_backbone.pdb

fixedAtomsCol           B

constraints     on

consRef         restrain_ca.pdb

consKFile       restrain_ca.pdb

consKCol        B

# Constant Temperature Control

langevin            on    ;# do langevin dynamics

langevinDamping     10     ;# damping coefficient (gamma) of 5/ps

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

langevinTemp        298 ;#langevin temperature is

#defined in protocol section

langevinPiston        on

langevinPistonTarget  1.01325 ;#  in bar -> 1 atm

langevinPistonPeriod  200

langevinPistonDecay   100

langevinPistonTemp    298

useGroupPressure      yes # smaller fluctuations

useFlexibleCell       yes # allow dimensions to fluctuate independently

useConstantRatio      yes

binaryoutput       on

outputName         output/output

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

# run one step to get into scripting mode

minimize 0

# turn off until later

#langevinPiston off

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

## EXECUTION SCRIPT                                        ##

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

# Minimization nonbackbone atoms (100 ps )

minimize 10000

reinitvels    0

# min all atoms (100 ps )

#fixedAtoms      off

minimize 50000

output min_all

