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Al 3 /state/partitionl s, QT LA

export g09root=/usr/local/chem/g09-64-D01/

export GAUSS SCRDIR=/state/partitionl/tmp/mahmood/Gaussian/scratch
export GAUSS EXEDIR=/usr/local/chem/g09-64-D01/

export GO9BASIS=/usr/local/chem/g09-64-D01/basis/

export GAUSS BSDDIR=/usr/local/chem/g09-64-D01/bsd/

export PATH=$PATH:/usr/local/chem/g09-64-D01

e s (e 4 bashre L6 5o saz sals &l b a8 211, 55 5 (V s e

‘[mahmood@rocks7: ~]1$ source ~/.bashrc
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$NProcShared=4

$mem=5gb

Srwf=
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#!/bin/bash

#SBATCH --output=test.out
#SBATCH --job-name=testg
#SBATCH --ntasks=4

#SBATCH --mem=8GB

#SBATCH --partition=MONTHLY1
g09 test.gjf
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[mahmood@cluster: ~]$ sbatch slurm script.sh
[mahmood@cluster: ~]$ squeue

JOBID PARTITION NAME USER ST TIME NODES NODELIST (REASON)

68 CLUSTER testg mahmood R 0:52 1 compute-0-3

[mahmood@cluster: ~]$ scancel 68
[mahmood@cluster: ~]$ squeue

JOBID PARTITION NAME USER ST TIME NODES NODELIST (REASON)
[mahmood@cluster: ~]18$




