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e load: BELIEEY 1—ILESHRHAD
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save: IREDEZEDRE



http://ccportal.ims.ac.jp/index.php/manual/modules
http://ccportal.ims.ac.jp/installed_applications
https://modules.readthedocs.io/en/latest/module.html#module-sub-commands
http://ccportal.ims.ac.jp/#load
http://ccportal.ims.ac.jp/#unload
http://ccportal.ims.ac.jp/#purge
http://ccportal.ims.ac.jp/#avail
http://ccportal.ims.ac.jp/#list
http://ccportal.ims.ac.jp/#whatis
http://ccportal.ims.ac.jp/#save
http://ccportal.ims.ac.jp/#saverm
http://ccportal.ims.ac.jp/#silent
http://ccportal.ims.ac.jp/#defaultversion
http://ccportal.ims.ac.jp/#jobscript
http://ccportal.ims.ac.jp/#jobscript-sh
http://ccportal.ims.ac.jp/#jobscript-csh

saverm: {72 L 2 RE DHIBR

SATVIAVTAYE—IEIERRICTS

module DFJ#J)L/NN—=T 3V

Iﬁaijujhﬁwﬂﬁﬂ

| binsh 2HUZ~oiEE

#!/bin/sh
#PBS select=ncpus=1:mpiprocs=1:ompthreads=1:ngpus=1
#PBS - walltime=72:00:00

if[ ! -z $PBS_O WORKDIR J; then
cd $PBS_O WORKDIR
fi

module -s load amber/20ul3

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

if ( $?PBS_O_WORKDIR ) then
cd $PBS_O_WORKDIR

endif

source /etc/profile.d/modules.csh # required!

module -s load amber/20ul3

pmemd.cuda -O -i mdin .......
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