| Molpro2015.1-pI33 for LX

I Webpage

http://www.molpro.net/
I Version

2015.1.33
I Build Environment

e Intel Compiler 15.0.1

e Intel MKL 11.2.1

e Open MPI 2.1.3 (intel)

e Global Arrays Toolkit 5.5

I Files Required

Molpro2015.1.33.tar.gz

o work.patch (see below)

e ga-5-5 (get in the script)
o token

| work.patch

--- Molpro2015/utilities/molpro.template.orig 2014-07-01 09:18:27.834620536 +0900
+++ Molpro2015/utilities/molpro.template  2014-07-01 09:19:40.493339561 +0900
@@ -100,6 +100,13 @@

# add executable directory to PATH for finding mrcc executables

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

+MOLPRO_OPTIONS="\

+-d/work/users/$USER/\

+-1/work/users/$USER/ \

+-W/work/users/$USER/wfu \

+$MOLPRO_OPTIONS"

+export MOLPRO_OPTIONS

+

if [ "X$LAUNCHER" = x ] ; then
mode="serial"

if [ "x$verbose" = x1 ]; then echo " # SERIAL mode"; fi

I Build Procedure

#!/bin/sh

GA_VERSION=5-5

MOLPRO_VERSION=2015.1-pI33
MOLPRO_DIRNAME=Molpro2015.1.33

PARALLEL=12

BASEDIR=/home/users/${USER}
MOLPRO_TARBALL=${BASEDIR}/Molpro2015.1.33.tar.gz
PATCH=${BASEDIR}/work.patch
TOKEN=${BASEDIR}/token

GA=https://svn.pnl.gov/svn/hpctools/branches/ga-${GA_VERSION}
WORKDIR=/work/users/${USER}
GA_INSTALLDIR=${WORKDIR}/ga-temporary
INSTALLDIR=/local/apl/Ix/molpro${MOLPRO_VERSION}
GA_INC=${GA_INSTALLDIR}

#
umask 0022



https://ccportal.center.ims.ac.jp/en/node/2130
http://www.molpro.net/

cd $WORKDIR

if [ -d ga-${GA_VERSION} 1; then
mv ga-${GA_VERSION} ga_tmp
rm -rf ga_tmp &

fi

if [ -d ga-temporary ]; then
mv ga-temporary ga_tmp_tmp
rm -rf ga_tmp_tmp &

fi

if [ -d ${MOLPRO_DIRNAME?} ]; then
mv ${MOLPRO_DIRNAME} molpro_tmp
rm -rf molpro_tmp &

fi

svn checkout ${GA} --username anonymous --password anonymous --non-interactive

# using environment modules
module purge

module load intel/15.0.1

module load mkl/11.2.1

module load mpi/openmpi/2.1.3/intel

cd ga-${GA_VERSION}

export F77=mpif90

export CC=mpicc

export CXX=mpicxx

export MPIF77=mpif90

export MPICC=mpicc

export MPICXX=mpicxx

export GA_FOPT="-0O3 -w -xHost"
export GA_COPT="-03 -w -xHost"
export GA_CXXOPT="-03 -w -xHost"

sed -i 's/Imkl/mkl/g' armci/configure tascel/configure comex/configure configure

.Jconfigure --with-blas8 \
--enable-i8 \
-—-prefix=${GA_INSTALLDIR}

make -j ${PARALLEL}
make install
cp config.log ${GA_INSTALLDIR}

unset F77
unset CC
unset CXX
unset MPIF77
unset MPICC
unset MPICXX

cd ../

tar zxvf ${MOLPRO_TARBALL}

cd ${MOLPRO_DIRNAME}

patch -pl < ${PATCH}

sed -i -e "s/2012\.1/2015.1/" configure # why...?

.Jconfigure -batch \
-i8\
-icc\
-ifort \
-j ${PARALLEL} \
-openmpi \
-slater \
-noboost \



-mpp \

-mppbase ${GA_INC} \
-x86_64\

-prefix ${INSTALLDIR}

LD_LIBRARY_PATH_ESC="echo $LD_LIBRARY_PATH | sed -e 's/\/A\\\W/g"
sed -i -e "s/*VERBOSE.*$/VERBOSE=/" \
-e "s/~LD_ENV=.*$/LD_ENV=$LD_LIBRARY_PATH_ESC/" CONFIG

make -j ${PARALLEL}
cp $TOKEN lib/.token

make tuning

MOLPRO_OPTIONS=-n2 make quicktest
MOLPRO_OPTIONS=-n2 make test
#make install # do it manually

Installation (make install) was done manually after the execution of this script.

I Notice

If you met an error, please try to modify tuning parameters; e.g. by adding --tuning-mindgm 0001.
Options like --tuning-mindgm 0001 or --tuning-mindgv 0001 sometimes prevent the crash.
If you want to know the names and default values of those tuning params, see lib/tuning.rc.
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