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$ cat > test.pbs

#!/bin/sh

#PBS -l ncpus=4,mem=1gb
#PBS -l walltime=00:10:00
#PBS -o test_pbs.log

#PBS -j oe

cd $HOME

test.py -i test.data

$ gsub test.pbs

PBS{EA ARSI A test. pbsERREANT -

- Line3@XHMEWATERITERIRRITS | FE4MCPUZK1IGBRTZ.
- Line4 2xHEAE1 TR ERIFRfE : 1058,
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- GROMACS ( &#12)
- LAMMPS ( PBSIEZZ{EAERS )

AN AN £ PBSEHHIPBS User Guide,
SLURM

$ cat > test.slurm

#!/bin/sh

#SBATCH --job-name=slurm-quickstart
#SBATCH --output=test_slurm.log
#SBATCH --nodes=1

#SBATCH --ntasks=1

#SBATCH --cpus-per-task=1
#SBATCH --time=00:10:00
#SBATCH --mem-per-cpu=1024
cd $HOME

test.py test.data

$ sbatch test.slurm

SLURMESBEHIRERTHIRISE
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