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EJL K FE

#!/bin/csh -f
umask 022
unset env LANG
set wor k=/wor k/ user s/ ${ USER}
set nwchenrnwchen68
set file_nwchen¥/ home/ user s/ ${ USER}/ bui | d/ ${ nwchen}/ nwchem 6. 8-r el ease. revi si on-v6. 8- 47- gdf
# prepare
cd ${work}
if (-d ${nwchen) then
mv ${ nwchem} ${nwchen}-erase
rm-rf ${nwchen}-erase &
endi f
bunzi p2 -c ${file_nwchen} | tar xf -
my nwchem 6. 8 ${ nwchen}
#
setenv NWCHEM TOP ${wor k}/ ${ nmchen}
set env. NWCHEM TARGET LI NUX64
setenv ARMCI _NETWORK MPI - PR
set env. NWCHEM MODULES "al | pyt hon"
set env USE_NOFSCHECK TRUE
setenv USE_NO O TRUE
set env PYTHONHOVE / usr
set env PYTHONVERSI ON 2. 7
set env PYTHONLI BTYPE so
setenv USE PYTHONG4 y
set env USE_CPPRESERVE y
setenv USE MPI vy


https://ccportal.ims.ac.jp/node/2039
http://www.nwchem-sw.org/index.php/Main_Page
https://github.com/nwchemgit/nwchem/releases/download/untagged-c318e0d286b3464eb264/nwchem-6.8-release.revision-v6.8-45-ge76edd2-src.2017-12-14.tar.bz2
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USE MPIF vy

USE MPIF4 y

MPI _HOVE /Il ocal/apl/Ix/intel 2017updat e4/ conpilers_and_libraries _2017.4.196/1i nux/ npi
MPI _LCC $MPI _HOME

MPI _LIB $MPI _LOC/ lib

MPI | NCLUDE $MPI _LOC/ i ncl ude

LIBWPl "-1npigf -Inpigi -Inpi_ilp64 -1npi"
BLASOPT "-nkl -qopennp"

USE_OPENWP vy

FCifort

CCicc

cd $NWCHEM TOP/ src

sed -i

's/"RELEASE : =.*$/ RELEASE :=/"' config/ makefile.h

make nwchem confi g

make



