| NWChem-7.0.2

|v1j&—§

https://nwchemgit.github.io/

IE»R%ﬁ

e Intel Compiler 19.1.2 (Intel Parallel Studio 2020 update 2)
e Intel MPI1 2018.0.4 (Intel Parallel Studio 2018 update 4)
e Intel MKL 2020.0.2 (Intel Parallel Studio 2020 update 2)
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¢ nwchem-7.0.2-release.revision-b9985dfa-src.2020-10-12.tar.bz2
e runtest.md.mpi

#!/bin/sh
/runtests.mpi.unix procs 2 \
na_k/nak \
na_k/nak_md \
crown/crown_md \
ethanol/ethanol_md \
ethanol/ethanol_ti \
had/had_em \
had/had_md \
prep/a3n\

prep/aal \

prep/fsc\
water/water_md
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#!/bin/sh

VERSION=7.0.2
INSTALL_PREFIX=/local/apl/Ix/nwchem702

BASEDIR=/home/users/${USER}/Software/NWChem/7.0.2
TARBALL=${BASEDIR}/nwchem-7.0.2-release.revision-b9985dfa-src.2020-10-12.tar.bz2

WORKDIR=/work/users/${USER}

RUNTESTMD=runtest.md.mpi
RUNTESTMD_PATH=${BASEDIR}/${RUNTESTMD}

#
umask 0022
export LANG=C
ulimit -s unlimited

module purge

module load intel/19.1.2

module load mpi/intelmpi/2018.4.274
module load mkl/2020.0.2

cd ${WORKDIR}

if [ -d nwchem-${VERSION} ]; then
mv nwchem-${VERSION} nwchem-erase
rm -rf nwchem-erase &


https://ccportal.center.ims.ac.jp/node/3125

fi

tar jxf ${TARBALL}

export NWCHEM_TOP=${WORKDIR}/nwchem-7.0.2
export NWCHEM_MODULES="all python"

export NWCHEM_TARGET=LINUX64

export ARMCI_NETWORK=MPI-PR

export USE_OPENMP=y
export USE_MPI=y
export USE_MPIF=y
export USE_MPIF4=y

export USE_NOFSCHECK=TRUE

export USE_NOIO=TRUE

export MRCC_METHODS=TRUE

export CCSDTQ=TRUE

export LIB_DEFINES=-DDFLT_TOT_MEM=268435456 # 2GiB/process

export PYTHONVERSION=2.7

export BLAS_SIZE=8

# mkl_link_tool -libs -c intel_f -p yes -i ilp64 --quiet

export BLASOPT="-L${MKLROOT}/lib/intel64 -Imkl_intel_ilp64 -ImkI_intel_thread -Imkl_core -liomp5 -Ipthread -Im -IdI"

export LAPACK_SIZE=8

export LAPACK_LIB="${BLASOPT}"

export USE_SCALAPACK=y

export SCALAPACK_SIZE=8

# mkl_link_tool -libs -c intel_f -p yes -i ilp64 --cluster_library=scalapack -m intelmpi --quiet

export SCALAPACK="-L${MKLROOT}/lib/intel64 -Imkl_scalapack_ilp64 -Imkl_blacs_intelmpi_ilp64 -Imkl_intel_ilp64 -Imkl_intel_thread -Imkl_core -liomp5
-Ipthread -Im -IdI"

export CC=icc
export FC=ifort

cd ${NWCHEM_TOP}/src
make nwchem_config

make

# involve also version info
cd ${NWCHEM_TOP}/src/util
make version

make

cd ${NWCHEM_TOP}/src
make link

cd ${NWCHEM_TOP}

# installation; assume INSTALL_PREFIX directory already exists
cp -fr LICENSE.TXT README.md release.notes.* examples ${INSTALL_PREFIX}

mkdir ${INSTALL_PREFIX}/bin
mkdir ${INSTALL_PREFIX}/data

cp -f ${NWCHEM_TOP}/bin/${NWCHEM_TARGET}/nwchem ${INSTALL_PREFIX}/bin
chmod 755 ${INSTALL_PREFIX}/bin/nwchem

cp -fr ${NWCHEM_TOP}/src/data ${INSTALL_PREFIX}
cp -fr ${NWCHEM_TOP}/src/basis/libraries ${INSTALL_PREFIX}/data
cp -fr ${NWCHEM_TOP}/src/nwpw/libraryps ${INSTALL_PREFIX}/data

# create default.nwchemrc

cat << EOS > ${INSTALL_PREFIX}/default.nwchemrc
nwchem_basis_library ${INSTALL_PREFIX}/data/libraries/
nwchem_nwpw_library ${INSTALL_PREFIX}/data/libraryps/



ffield amber

amber_1 ${INSTALL_PREFIX}/data/amber_s/
amber_2 ${INSTALL_PREFIX}/data/amber_q/
amber_3 ${INSTALL_PREFIX}/data/amber_x/
amber_4 ${INSTALL_PREFIX}/data/amber_u/

spce

${INSTALL_PREFIX}/data/solvents/spce.rst

charmm_s ${INSTALL_PREFIX}/data/charmm_s/
charmm_x ${INSTALL_PREFIX}/data/charmm_x/

EOS

# run test
export PSM2_MEMORY=large

export NWCHEM_EXECUTABLE=${INSTALL_PREFIX}/bin/nwchem
export OMP_NUM_THREADS=1

# some tests need this...
cp -f ${INSTALL_PREFIX}/default.nwchemrc ~/.nwchemrc

cd ${NWCHEM_TOP}/QA
.Jdogmtests.mpi 2 >& dogmtests.mpi.log

cp -f ${RUNTESTMD_PATH} .
sh ${RUNTESTMD} >& runtest.md.mpi.log

mkdir ${INSTALL_PREFIX}/testlog

cp -fr dogmtests.mpi.log runtest.md.mpi.log testoutputs/ ${INSTALL_PREFIX}/testlog
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o dogmtests.mpi
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grpwrite: insuff eafsize TOS5w2 a1 U7X, grid:eaf_size_in_dbl Z&3&&II
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= tests/dft_siosi3/dft_siosi3
= tests/dft xdm1l/dft xdml
= tests/ch3f_zora_shielding/ch3f_zora_shielding
= tests/ch2_props4_bp/ch2_props4 bp
= tests/cho_bp_props/cho_bp_props
= tests/pkzb/pkzb
= tests/tpss/tpss
= tests/tpssh/tpssh
= tests/h202_fde/h202_fde
tests/oh2/oh2: KT B EHIIRDT X ~; FIEHEL
tests/pspw_SiC/pspw_SiC: ?
tests/paw/paw: Total PAW energy : nan
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= https://nwchemgit.github.io/Plane-Wave-Density-Functional-Theory.html#pseudopotential-plane-wave-

density-functional-theory-nwpw
tests/pspw_stress/pspw_stress: ?

tests/tce_cr_eom_t_ozone/tce_cr_eom_t_ozone: createfile: failed ga_create size/nproc bytes (GA XEUARE)

tests/tce_mrcc_bwcc/tce_mrcc_bwece: #UNVEBIEBET S —
tests/tce_mrcc_mkcec/tce_mrcc_mkec: BUNVEBIEBET S —

tests/tce_mrcc_bwcc_subgroups/tce_mrcc_bwcc_subgroups: £fTT S —(integer divide by zero)
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tests/h20_vscf/h20_vscf: HUNVEBEBET S —

tests/hi_zora_so/hi_zora_so: ptsalloc: increase memory in input line

tests/gmmm_opt0/gmmm_opt0: #VIHBIET S —
tests/gmmm_freg/gmmm_freq: #UNVEEET S —
tests/h20_hcons/h20_hcons: #UVIEIETL S —
IR, "fast" 7 X R TERITTNLEVERD IS DV TITERS
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o ARMCI_NETWORK=MPI-PR ZIEE L cfcsh, &dH. MPI-PR (& Omni-Path FIFRFDEEELE,
/local/apl/Ix/nwchem702/default.nwchemrc (CEfE L2 T 7 1 )L%E ~/.nwchemrc (COE—F B EBREMNELNEIEA
intel2020u2 @ impi &F S E ;MNP H L L\ Tz 6H[o)E
intel2019 BIBED clck ZHRMHAATUS & libutil DY Y ORFICREENRE S, (/usr/lib64/libutil.so ED/INwF 1V 5)
gcclO+openmpi+openblas(nwchem {FE TE L R)DIFEF intel+impi+mkl KD EITS—HDEW, ULHWLS<HDFMNCT
VFILEDEEBVELDICRZ D,

o BILRMZEECDULTIZ gee (gfortran) M MNERIFICER,
print debug version THMIBRMRTZTEDLSCLTULE T, (make version &z D DIRIEICXIE)



	NWChem-7.0.2
	ウェブページ
	バージョン
	ビルド環境
	ビルドに必要なファイル
	ビルド手順
	テスト
	メモ

