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MAHAYOSS Bucketfg ge-hpc-quickstart , test.pyFtest.datafifrizbucketiRERT.

cd /ehpcdata
wget http://e-hpc-quickstart.vpcl00-oss-cn-hangzhou.aliyuncs.com/test.py
wget http://e-hpc-quickstart.vpc100-oss-cn-hangzhou.aliyuncs.com/test.data

EUMRAREREREWgetTT BT HRPHRLE (40 yum install wget' ) ., si@Mcurl

curl -O http://e-hpc-quickstart.vpc100-oss-cn-hangzhou.aliyuncs.com/test.py
curl -O http://e-hpc-quickstart.vpc100-oss-cn-hangzhou.aliyuncs.com/test.data
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HEXGE
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$HOME/test.py # EITIER
$HOME/test.data # {EAABXEHRE

fRAITER 1T

test.py -i test.data
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- SLURM
PBS

$ 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,

- Line52gxEstdoutigi i sz,

- Line62iBstderrfIstdoutdiamiH &H 2 _EEisEaIHH 4.

- Line7~8 AR EAFHIITHS.

PBSEEGEBINERTGIASE

- 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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“ESEd(AlElRE (ShrinkIntervallnMinutes): B RIRIAERIRTEIEIRE , BUA25H , &RAME2DH , &
KIEL0 4,
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TIRIEEZAIRE(ShrinkldleTimes): BRWAERER , — M RIESRETZRRIREL. FOAMES | &
IMB2, BRXES. IR—MITETREETHEBEEIR , SWEM. FLEGAEET , — &R
TR BRI 6D , AR,

- IS RFIFR (ExcludeNodes): MERBNFEIITRYIF , UFBESHE. AFUNRGFE—ER
BE— R/ WERISERT | DILAERILECE T,

SRR REE
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mipich

(] mpich

openmpi

openmpi

mpitests-openmpi

npb-openmpi

hpl-openmpi

gromacs

gromacs-openmpi

gromacs-gpu

el lammps-mpich
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e
REEN 2
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B ERE St
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FEH (AT ) 100 %
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4) BEEHEEEERFRAF.
#higmP

5) FAFICHENAEEE , MEFREINASES=ZME L,

6 ) AP BIdIEHI e ESSHERRIBERT R | IRMFIL,

Lo

MODULEPATH=/opt/ehpcmodulefiles/
module load lammps-mpich/31Marl?

module load mpich

mpirun lmp ./in.intel.ljl

7) BoHES  NEHETLIEER  Bal 8 TRETETR.
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LSF_TOP="/opt/Isf"
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