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GROMACS:  gmx pdb2gmx, VERSION 5.0.4
Executable: /usr/local/gromacs/bin/gmx
Library dir: /ust/local/gromacs/share/gromacs/top
Command line:
pdb2gmx -f 1.pdb -0 1.gro -ignh -ter -water spc -missing
; Force field was read from the standard Gromacs share
irectory.
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; Include forcefield parameters
#include "gromos54a7.ff/forcefield.itp”
#include "lipid.itp"

#include "popc.itp"

; Include chain topologies
#include "topol Protein_chain_A.itp"
#include "topol Protein chain X.itp"

; Include water topology

#include "gromos54a7.ff/spc.itp"

#ifdef POSRES WATER

; Position restraint for each water oxygen
[ position_restraints |

; ifunct  fex fcy fcz
1 1 1000 1000 1000
#endif

; Include topology for ions
#include "gromos54a7.ff/ions.itp"

[ system ]
; Name
Protein POPC

[ molecules |

; Compound #mols
Protein_chain A 1
Protein_chain X 1
POPC 126
SOL 13803
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;ions.mdp

;Parameters describing what to do, when to stop and what to

save

integrator = steep
emtol = 1000
emstep =0.01
nsteps = 50000

;Parameters describing how to find the neighbors of each atom
and how to calculate the interactions

nstlist =
ns_type = grid
rlist = 0.1
coulombtype =PME
rcoulomb =0.1
rvdw = 0.1
pbc = Xyz

S3lw S 10 (61 5L5 3y seminim.mdp L1 laseie =Y =T o

;minim.mdp

;Parameters describing what to do, when to stop and what to

save

integrator = steep
emtol =500,0
emstep = 0.01
nsteps = 500000
constraints = none

;Parameters describing how to find the neighbors of each atom

and how to calculate the interactions

nstlist =5
ns_type = grid
rlist =1.2
coulombtype =PME
rcoulomb =12
rvdw =12
pbc =Xyz
optimize fft =yes
ewald_rtol = le-5
pme_order =4
fourierspacing = 0.12
cutoff-scheme = verlet
vdw-type = cut-off
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