#!/bin/csh


   #PBS -P m72


   #PBS -q normal


   #PBS -l walltime=12:00:00,vmem=7000MB,ncpus=16


   #PBS -wd





#==============================================================


#                Script for XE, no resubmits


#==============================================================





# EM





cd /short/m72/megan/pgpA_freemd/pgpA_md3








gromppmpi -np 16 -f free_md.mdp  -c ../resrel0.gro -p ../pgp.top -n ../pgp.ndx -o pgpA_md3.1





mpirun -np 16  mdrunmpi -s pgpA_md3.1  -deffnm pgpA_md3.1











