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e GCC 12.1.1 (gcc-toolset-12)
e Open MPI 4.1.5

e Eigen 3.4.0

e MKL 2023.2.0
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e molpro-2023.1.0.tar.gz

e ga-5.8.2.tar.gz

o work.patch

e patch-argos-binput.F

e patch-cic-ItfFortranint.h

e patch-common_modules-common_cconfl
o KELCIEHEDLEHDIASA—FIDEERE, — BT LINIDFT I ILEDBREZERELTULET,
o W F T 7 )bl /apl/molpro/2023.1.0/patches A FICEWLWTWE T,

e token

|eww¢m

#!/bin/sh

GA_VERSION=5.8.2
GA_ARCHIVE=/home/users/${USER}/Software/GlobalArrays/${GA_VERSION}/ga-${GA_VERSION}.tar.gz

MOLPRO_VERSION=2023.1.0
MOLPRO_DIRNAME=molpro-${MOLPRO_VERSION}

PARALLEL=12
BASEDIR=/home/users/${USER}/Software/Molpro/${MOLPRO_VERSION}
MOLPRO_TARBALL=${BASEDIR}/${MOLPRO_DIRNAME} .tar.gz

PATCHO=${BASEDIR}/work.patch
PATCH1=${BASEDIR}/patch-argos-binput.F
PATCH2=${BASEDIR}/patch-cic-ItfFortranint.h
PATCH3=${BASEDIR}/patch-common_modules-common_cconfl

TOKEN=${BASEDIR}/token

WORKDIR=/gwork/users/${USER}
GA_INSTALLDIR=${WORKDIR}/ga-temporary
INSTALLDIR=/apl/molpro/${MOLPRO_VERSION}

#
umask 0022
ulimit -s unlimited

export LANG=
export LC_ALL=C
export OMP_NUM_THREADS=1

cd $WORKDIR
if [ -d ga-${GA_VERSION} 1; then
mv ga-${GA_VERSION} ga_tmp
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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

module -s purge

module -s load gcc-toolset/12
module -s load openmpi/4.1.5/gccl2
module -s load eigen/3.4.0

tar zxf ${GA_ARCHIVE}
cd ga-${GA_VERSION}

export CFLAGS="-mpc80"
export FFLAGS="-mpc80"
export FCFLAGS="-mpc80"
export CXXFLAGS="-mpc80"

export F77=mpif90
export F90=mpif90
export FC=mpif90
export CC=mpicc
export CXX=mpicxx
export MPIF77=mpif90
export MPICC=mpicc
export MPICXX=mpicxx
export GA_FOPT="-03"
export GA_COPT="-03"
export GA_CXXOPT="-O3"

.Jautogen.sh

.Jconfigure --enable-i8 \
--with-mpi-pr\
--prefix=${GA_INSTALLDIR}

make -j ${PARALLEL}
make check

make install

# mkl for molpro
module -s load mkl/2023.2.0

cd ${WORKDIR}
tar zxf ${MOLPRO_TARBALL}
cd ${MOLPRO_DIRNAME}

patch -p0 < ${PATCHO}
patch -p0 < ${PATCH1}
patch -p0 < ${PATCH2}
patch -p0 < ${PATCH3}

export PATH="${GA_INSTALLDIR}/bin:$PATH" # where ga-config exists
CPPFLAGS="-1${GA_INSTALLDIR}/include" \
LDFLAGS="-L${GA_INSTALLDIR}/lib64" \

.Jconfigure --prefix=${INSTALLDIR} \

--enable-slater

make -j ${PARALLEL}



cp $TOKEN lib/.token # this file will be protected manually later
make tuning

MOLPRO_OPTIONS="" make quicktest
MOLPRO_OPTIONS="-n2" make test

make install
cp -a testjobs ${INSTALLDIR}/molpro*/

cp -a bench ${INSTALLDIR}/molpro*/
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Running job h2o_rvci.test
At line 453 of file ../src/vscf/mod_surf_headquarter.F90 (unit = 86)
Fortran runtime error: Cannot open file "*kwkkik/molpro-2023.1.0/testjobs/h20_dip.pot_NEW': No such file or directory

Primary job terminated normally, but 1 process returned
a non-zero exit code. Per user-direction, the job has been aborted.

mpirun detected that one or more processes exited with non-zero status, thus cau
sing
the job to be terminated. The first process to do so was:

Process name: [[29951,1],0]
Exit code: 2

*¥rk PROBLEMS WITH JOB h20_rvci.test

h2o_rvci.test: ERRORS DETECTED: non-zero return code ... inspect output

*+xk For further information, look in the output file

Hkobk profrioliolkk molpro-2023.1.0/testjobs/h20_rvci.errout

Running job h2o_rvci_dip.test

At line 453 of file ../src/vscf/mod_surf_headquarter.F90 (unit = 86)

Fortran runtime error: Cannot open file '/F¥f¥ikrkaidik/molpro-2023.1.0/testjobs/h20_dip.pot_NEW': No such file or directory

Primary job terminated normally, but 1 process returned
a non-zero exit code. Per user-direction, the job has been aborted.

mpirun detected that one or more processes exited with non-zero status, thus causing
the job to be terminated. The first process to do so was:

Process name: [[31011,1],0]
Exit code: 2

*rkx PROBLEMS WITH JOB h2o_rvci_dip.test
h2o_rvci_dip.test: ERRORS DETECTED: non-zero return code ... inspect output
*krk For further information, look in the output file

rkx pliclrkkikikikimolpro-2023.1.0/testjobs/h20_rvci_dip.errout
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ERROR: Error setting an MPI file to atomic mode
The problem occurs in PNO-LCCSD
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o NAR—IDIFEH: https://www.molpro.net/manual/doku.php?id=ga_installation
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