Molcas 8.0 for UvV2000
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e Intel Compiler 14.0.2.144
e SGI MPT 2.07
e Intel MKL 14.0.2.144
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e molcas80.tar.gz
e ga-5-3.tgz

e license.dat
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#!/bin/csh -f

umask 022

set file_nol cas=/hone/users/ ${USER}/ bui | d/ mol cas80/ nol cas80.tar. gz
set file_ga=/home/users/${USER}/ buil d/ nol cas80/ ga-5-3.tgz

set file_license=/hone/users/${USER}/buil d/ nol cas80/1i cense. dat
set prefix=/local/apl/uv/nolcas80

set wor k=/wor k/ user s/ ${ USER}

cd ${work}
if (-d ga-5-3) then
rm-rf ga-5-3
endi f
tar xzf ${file_ga}
cd ga-5-3
./configure --w th-blas8 --enabl e-i 8 --disabl e-cxx --prefix=${work}/ga-5-3
make -j 16
make install

cd ${work}

if (-d nol cas80) then
rm-rf nol cas80

endi f

tar xzf ${file_nol cas}

cd nol cas80

cp ${file_license}


https://ccportal.ims.ac.jp/node/1475
http://www.molcas.org/

chnod 644 |icense. dat

chnod 700 src

nkdir bin

cp shin/nolcas.driver bin/nolcas

chnmod +x bi n/ nol cas

sed -i "s/-Q2/-O8 -no-prec-div -xAVX/" cfg/intel.conp

sed -i "s/-lnpi -lnpi _f77/-1npi/" cfg/npi.conp

setenv PATH $prefi x/ bi n: $PATH

./configure -conpiler intel -parallel ompi -par_root /opt/sgi/npt/npt-2.07/ -par_run /opt/s
-blas MKL -blas lib -W,--start-group -nkl -static-intel -W,--end-group -ga ${work}/ga-5-
sed -i 's|npirun -np $CPUS| nmpirun -np $CPUS /usr/bin/dplace -sl1|' nolcas.rte

sed -i 's| RUNBI NARYSER=. *| RUNBI NARYSER="""""/opt/sgi/ nmpt/ mpt-2. 07/ bin/ nmpirun -np $CPUS / usr,
nmake -j 12 build

make install



