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--- Ml pro2015/utilities/molpro.tenplate.orig 2014-07-01 09:18:27.834620536 +0900
+++ Mol pro2015/utilities/ mol pro.tenplate 2014-07-01 09:19:40. 493339561 +0900
@@ -100,6 +100, 13 @@

# add executable directory to PATH for finding nrcc executables

export PATH=""echo ${exe} | sed -e 's/\/[MN/]*$//g " :${PATH"

+MOLPRO_OPTI ONS="\
+-d/ wor k/ user s/ $USER/ \
+- 1/ wor k/ user s/ $USER/ \
+- Wwor k/ user s/ $USER/ wf u \
+$MOLPRO_OPTI ONS"
+export MOLPRO_OPTI ONS
+
if [ "X$LAUNCHER' = x ] ; then


https://ccportal.ims.ac.jp/node/1902
http://www.molpro.net/
https://ccportal.ims.ac.jp/node/1703#work.patch

node="seri al "
if [ "x$verbose" = x1 ] ; then echo " # SERI AL node"; fi

eI KFIE

#!/bin/csh -f
umask 022
unset env LANG
set wor k=/ wor k/ user s/ ${ USER}
set nol pro=nol pr02015. 1- pl 19
set file_nol pro=/home/ users/ ${USER}/ bui | d/ ${ nol pr o}/ Mol pro2015. 1. 19. tar. gz
set file_token=/hone/users/${USER}/ buil d/ ${ mol pro}/token
set pat ch_wor k=/ horre/ user s/ ${ USER} / bui | d/ ${ mol pr o} / wor k. pat ch
#
eval “/usr/bin/nmdul ecnd tcsh load intel-15.0/15.0.2°
# prepare
cd ${work}
if (-d ${rmol pro}) then
mv ${ ol pro} ${nol pro}-erase
rm-rf ${nol pro}-erase &
endi f
if (-d "ga-5-5") then
rm-rf ga-5-5 &
endi f
tar zxf ${file_nol pro}
patch -p0 < ${patch_work}
mv Mol pro2015 ${ nol pr o}
#
cd ${work}/${nol pro}/src/ga-5-5
setenv GA FOPT "-3 -w - XAVX"

sed -i "s/Inkl/nkl/g tascel/configure conex/configure configure

#

./configure --with-blas8 --enable-i8 --disable-cxx --prefix=${work}/ga-5-5
nmake -j 16

make install

cp config.log ${work}/ga-5-5
#

set env CXX npi cxx

setenv FC ifort

cd ${work}/ ${ nol pro}

cp ${file_token} lib/.token

sed -i "s/-link_info/-ilp64 -link_info/' configure

./configure --enable-integer8 --enabl e-nmpp=${work}/ga-5-5/1ib --disabl e-boost --enabl e-slat
sed -i 's|~LAUNCHER. *$| LAUNCHER=/ opt/sgi/ npt/ npt-2.13/bin/nmpirun -np % /usr/bin/dplace -sl
sed -i 's/”~VERBCSE. *$/ VERBOSE=/' CONFI G

nmake -j 16

make tuning
make MOLPRO_OPTI ONS=- n2 qui ckt est
#make MOLPRO OPTI ONS=-n2 test



