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#!/bin/sh
#PBS -1 select=1:ncpus=18:mpiprocs=1:ompthreads=18
#PBS -1 walltime=e@:30:00

if [ ! -z "${PBS_O_WORKDIR}" ]; then
cd "${PBS_O_WORKDIR}"
WORK=/1work/users/${USER}/${PBS_JOBID}/gaussian
else
WORK=/gwork/users/${USER}/tmp.$$
fi

if [ ! -d ${WORK} ]; then
mkdir ${WORK}
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