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#!/bin/sh

tar jxf hdf5-1.10.5.tar.bz2

cd hdf5-1.10.5

# --enable-fortran2003 might be simply ignored

./configure --prefix=/local/apl/Ix/openmolcas20190604/hdf5-1.10.5 --enable-fortran --enable-cxx --enable-fortran2003
make -j8

make check

make install
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#!/bin/sh

GA_VERSION=5.7
GA_DIR=/home/users/qf7/Software/GlobalArrays/${GA_VERSION}
GA_SOURCE=${GA_DIR}/ga-${GA_VERSION}.tar.gz

WORKDIR=/work/users/${USER}
INSTALLDIR=/local/apl/Ix/openmolcas20190604/ga-5.7

#
umask 0022
ulimit -s unlimited

export LANG=
export LC_ALL=C
export OMP_NUM_THREADS=1

cd $WORKDIR

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

fi

module purge

module load intel_parallelstudio/2018update4

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

export F77=mpiifort
export F90=mpiifort
export FC=mpiifort


https://ccportal.ims.ac.jp/index.php/node/2427

export CC=mpiicc
export CXX=mpiicpc
export MPIF77=mpiifort
export MPICC=mpiicc
export MPICXX=mpiicpc

export GA_FOPT="-03 -ip -w -xHost"
export GA_COPT="-03 -ip -w -xHost"
export GA_CXXOPT="-03 -ip -w -xHost"

./configure --with-blas8=-mkl \
--with-scalapack8=-mkl \
--enable-i8 \
--prefix=${INSTALLDIR}
###--with-ofi \

make -j ${PARALLEL}

make check

make install

cp config.log ${INSTALLDIR}

chemps?2

#!/bin/sh

VERSION=20190605 # date instaed of version

SOURCEDIR=/home/users/qf7/Software/CheMPS2
TARBALL=${SOURCEDIR}/chemps2.${VERSION}.tar.gz

WORKDIR=/work/users/${USER}

INSTALL_DIR=/local/apl/Ix/openmolcas20190604/chemps2
#
umask 0022

module purge
module load intel_parallelstudio/2018update4
module load cmake/3.8.2

cd $WORKDIR

if [ -d chemps2.${VERSION} 1; then
mv chemps2.${VERSION} chemps2_tmp
rm -rf chemps2_tmp &

fi

tar zxf ${TARBALL}

cd chemps2.${VERSION}

mkdir build && cd build

CXX=mpiicpc cmake .. -DMKL=ON \
-DCMAKE_INSTALL_PREFIX=${INSTALL DIR} \
-DWITH_MPI=OFF

make -j8

make test

make install
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#!/bin/sh

VERSION=20190604 # date
SOURCEDIR=/home/users/qf7/Software/OpenMolcas
TARBALL=${SOURCEDIR}/OpenMolcas.${VERSION}.tar.gz

INSTALL_DIR=/local/apl/Ix/openmolcas20190604
GAROOT=${INSTALL_DIR}/ga-5.7
CHEMPS2_DIR=${INSTALL_DIR}/chemps2/bin



PARALLEL=8

WORKDIR=/work/users/${USER}

export GAROOT

export MOLCAS_NPROCS=2
export OMP_NUM_THREADS=2
#
umask 0022

ulimit -s unlimited

export LANG=
export LC_ALL=C

module purge
module load intel_parallelstudio/2018update4
module load cmake/3.8.2

export HDF5_ROOT="/local/apl/Ix/openmolcas20190604/hdf5"

cd $WORKDIR

if [ -d OpenMolcas.${VERSION} ]; then
mv OpenMolcas.${VERSION} OpenMolcas_tmp
rm -rf OpenMolcas_tmp

fi

tar zxf ${TARBALL}

cd OpenMolcas.${VERSION}

#git submodule update --init External/NECI
git submodule update --init External/grid_it
git submodule update --init External/libmsym

sed -i -e 's/HDF5 COMPONENTS C/HDF5 COMPONENTS C Fortran/' \
-e 's/find_library(HDF5_Fortran/#find_library(HDF5_Fortran/' \
CMakelists.txt

mkdir build && cd build

export FC=mpiifort
export CC=mpiicc
export CXX=mpiicpc

cmake .. -DCMAKE_INSTALL_PREFIX=${INSTALL_DIR} \
-DMPI_Fortran_COMPILER=mpiifort \
-DMPI_C_COMPILER=mpiicc \
-DMPI_CXX_COMPILER=mpiicpc \
-DMPI=0ON \
-DGA=ON\
-DOPENMP=0ON \
-DLINALG=MKL \
-DHDF5=0N\
-DTOOLS=O0ON\
-DFDE=ON \
-DGRID_IT=0ON\
-DNECI=OFF \
-DMSYM=O0ON \
-DCHEMPS2=0N \
-DCHEMPS2_DIR=${CHEMPS2_DIR}
make -j${PARALLEL}
pymolcas verify

make install
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