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Currently Loaded M odulefiles:
1) tbb/2021.7.1 4) cuda/11.2 7) amber/20ul3

2) compiler-rt/2022.2.1 5) pbs/22.05.11
3) mkl/2022.2.1 6) openmpi/4.1.4-hpcx/gee9

Key:
(% default-version auto-loaded
$ module save
$ module purge
$modulelist
No Modulefiles Currently L oaded.
$ modulerestore
L oading tbb/2021.7.1



L oading compiler-rt/2022.2.1

L oading mkl/2022.2.1
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L oading pbs/22.05.11
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$ module purge
1| $ module avail openmpi
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openmpi/3.1.6/aocc3 openmpi/4.1.5-hpcx2.16/icc2023.1.0
openmpi/3.1.6/aocc4 openmpi/4.1.5-hpcx2.16/icx2023.1.0
openmpi/3.1.6/gcc8 openmpi/4.1.5/aoccs
openmpi/4.1.4-hpcx/geclO openmpi/4.1.6/aocc4.1
openmpi/4.1.4-hpcx/gecll openmpi/4.1.6/gcc8
openmpi/4.1.4-hpex/gecl2 openmpi/4.1.6/gccll

Key:

-S| modulepath directory/ default-version
$ module load openmpi
L oading openmpi/4.1.6/gcc8
L oading requirement: pbs/22.05.11
$modulelist
Currently L oaded M oduléefiles:
1) pbs/22.05.11 2) openmpi/4.1.6/gcc8(default: openmpi)

Key:
(symbolic-version) auto-loaded default-version
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$ modulelist
Currently Loaded M odulefiles:
1) pbs/22.05.11 2) openmpi/4.1.6/gcc8(default:openmpi)

Key:
(symbolic-version) auto-loaded default-version
$ module unload openmpi



Unloading openmpi/4.1.6/gcc8
Unloading useless requirement: pbs/22.05.11
$ modulelist
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#!/bin/sh
#PBS select=ncpus=1.mpiprocs=1:ompthreads=1:ngpus=1
#PBS -l walltime=72:00:00

if [ -z$PBS O_WORKDIR ]; then
cd $PBS_ O_WORKDIR
fi

module -s purge
module -sload amber/20ul3

pmemd.cuda -O -i mdin ......
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#l/bin/csh -f
#PBS select=ncpus=1:mpiprocs=1:ompthreads=1:ngpus=1
#PBS - walltime=72:00:00

if ($?PBS_O_WORKDIR ) then
cd $PBS O WORKDIR
endif

sour ce /etc/profile.d/modules.csh # requir ed!
module -s purge

module -sload amber/20u13

pmemd.cuda -O -i mdin .......
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https://ccportal.ims.ac.jp/quickstartguide/samplejobs
https://ccportal.ims.ac.jp/how_to_configure
http://modules.sourceforge.net/

