Quantum ESPRESSO

Pur pose: Electronic
structure, materials
modelling

Latest version: 7.1
License: @ Free of use

GNU GPL_ext-link
Website: https:/imww.quantum-
espresso.org/_ext-link

Quantum ESPRESSO is a suite for electronic structure calculations

and simulation of nano-structured materials.

The core of Quantum ESPRESSO are density functional theory
(DFT) electronic calculations using plane-wave basis sets and pseudo-

potential.

SLURM Submit script example

For more information use the Job Script Generator.

Sbatch options:

The options shown in the example are detailed
below. For more information and a more
comprehensive list of available options, see the
shatch command page.
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-J: Name for the job's allocation.

-e. Name of the stderr redirection
filename.

-0:. Name of the stdout redirection
filename.

-p: Name of the partition (queue) where
the job will be submitted.

-n: Number of tasks.

-c: Number of cores per task.


http://www.gnu.org/licenses/gpl-3.0.en.html
https://www.quantum-espresso.org/
https://www.quantum-espresso.org/
https://confluence.csuc.cat/display/HPCKB/Job+Script+Generator
https://confluence.csuc.cat/display/HPCKB/sbatch
https://confluence.csuc.cat/display/HPCKB/sbatch

ge_example.sim

#!'/ bi n/ bash
#SBATCH -J qge_exanpl e

#SBATCH -e qe_exanple.err
#SBATCH - 0 ge_exanpl e. out
#SBATCH -p std

#SBATCH -n 1

#SBATCH -t 00-01: 00

nodul e purge
nodul e | oad apps/ quant unespresso/6.2. 1

##

# Mdify the input and output files!

I NPUT_FI LE=qe_exanpl e. i np

QUTPUT_FI LE=ge_exanpl e. | og

export ESPRESSO PSEUDO=${ SCRATCH}/ pseudo

#H#

# You don't need to nodify nothing nore

cp -r ${SLURM SUBM T_DI R}/ { pseudo, ${| NPUT_FI LE} }
${ SCRATCH}

cd ${ SCRATCH}

srun pw. X -i ge ${I NPUT_FILE} > ${OQUTPUT_FI LE}

cp ./ ${OUTPUT_FI LE} ${SLURM SUBM T_DI R}
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® -t: Set the job's time limit. If the job don't
finish before the time runs out, it will be
killed.

Software execution
information:

The environment variable ESPRESSO_PSEUDO
indicates where the pseudo-potentials files are
located.

The executable used (pw.x) should change
depending on the calculation kind (more info_ext-
link).
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