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e GCC 13.1.1 (gcc-toolset-13)
e Intel MPI 2021.14
e MKL 2025.0
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#!/bin/sh

VERSION=2020.1
INSTALL_PREFIX=/apl/dalton/2020.1

BASEDIR=/home/users/${USER}/Software/Dalton/${VERSION}
DALTON_URL=https://gitlab.com/dalton/dalton.git
BRANCH=Dalton${VERSION}
WORKDIR=/gwork/users/${USER}

PARALLEL=24
export LANG=C
export OMP_NUM_THREADS=1

#
umask 0022

module -s purge

module -s load gcc-toolset/13
module -s load intelmpi/2021.14
module -s load mkl/2025.0

cd ${WORKDIR}

if [ -d dalton ]; then

mv dalton dalton-erase
rm -rf dalton-erase &

fi

git clone --recursive -b ${BRANCH} ${DALTON_URL}

cd dalton

for fin $(find . -name "*.py*")

do sed -i -e "s/env python$/env python3/" $f

done

sed -i -e "s/env python$/env python3/" setup

sed -i -e "s/COMMAND python/COMMAND python3/" cmake/ConfigExternal.cmake

export MATH_ROOT=/apl/oneapi/mkl/2025.0
./setup \

--prefix=${INSTALL_PREFIX} \

--mpi

cd build
make -j ${PARALLEL}
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ctest -j ${PARALLEL} -L dalton

make install
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