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#!/bin/csh -f
umask 022
unsetenv LANG
set work=/work/users/$ {USER}
set nwchem=nwchem68
set file_nwchem=/home/users/$ {USER}/build/${nwchem}/nwchem-6.8-release.revision-v6.8-47-gdf6c956-src.2017-12-1
# prepare
cd ${work}
if (-d ${nwchem}) then

mv ${nwchem} ${nwchem}-erase

rm -rf ${nwchem}-erase &
endif
bunzip2 -c ${file_nwchem} | tar xf -
mv nwchem-6.8 ${nwchem}
#
setenv NWCHEM_TOP ${work}/${nwchem}
setenv NWCHEM_TARGET LINUX64
setenv ARMCI_NETWORK MPI-PR
setenv NWCHEM_MODULES "all python"
setenv USE_NOFSCHECK TRUE
setenv USE_NOIO TRUE
setenv PYTHONHOME /usr
setenv PYTHONVERSION 2.7
setenv PYTHONLIBTYPE so
setenv USE_PYTHONG4 y
setenv USE_CPPRESERVE y
setenv USE_MPI y
setenv USE_MPIF y
setenv USE_MPIF4 y
setenv MPI_HOME /local/apl/Ix/intel2017updated4/compilers_and_libraries_2017.4.196/linux/mpi/intel64
setenv MPI_LOC $MPI_HOME
setenv MPI_LIB $MPI_LOC/lib
setenv MPI_INCLUDE $MPI_LOC/include
setenv LIBMPI "-Impigf -Impigi -Impi_ilp64 -Impi"
setenv BLASOPT "-mkl -qgopenmp"
setenv USE_OPENMP y
setenv FC ifort
setenv CC icc
cd $NWCHEM_TOP/src
sed -i 's/"RELEASE :=.*$/RELEASE :=/' config/makefile.h
make nwchem_config
make
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