Slurm Submit Script Examples for Slurm

In this page, there is a list of examples of slurm scripts for launching different software in Altamira.

VASP

VASP Example for INTEL OneApi 2021

#!/bi n/ bash -1

#SBATCH - - j ob- nane=vasp_t est

#SBATCH - - out put =%. % . out

#SBATCH --error=%. % . err

#SBATCH - - nt asks=64

#SBATCH - - cpus- per -t ask=1

#SBATCH --nodes=4 # > 1, If you put 1, VASP ends with a segnentation fault

#SBATCH - -ti me=72: 00: 00

#SBATCH --partition=res # Put res if you comes fromRES, onmit it for general projects

nodul e | oad VASP/5. 4. 4_| NTEL
source /gpfs/res_apps/| NTEL/ oneapi/2021. 3/ setvars. sh

ulimt -s unlinmted

nyJobNane=$SLURM JOB_NAME. $SLURM JOBI D
nkdir $myJobNane && cd $nyJobNane

nyBi nFi | e=vasp_std

nmyW kLoad=/ home/ uc00/ uc00108/ t est / VASP_t est / PdO4

cp $nmyWkLoad/ I NCAR .; cp $nyW kLoad/ KPO NTS .; cp $nyWkLoad/ POSCAR .; cp $nyW kLoad/ POTCAR .
echo "-- Running $nyBinFile --"

npirun $nyBinFile
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