Molcas 8.0 sp1 for PRIMERGY

e Intel Compiler 15.0.2.164
e Intel MP1 5.0.3.048
e Intel MKL 15.0.2.164

I ELRICBERT 71

e molcas80sp1.tar.gz
e license.dat
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#!/bin/csh -f

umask 022

set file_nol cas=/honme/ users/ ${USER}/ bui | d/ nol cas80spl/ nol cas80spl.tar. gz
set file_license=/hone/users/${USER}/ buil d/ mol cas80spl/|license. dat

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

set prefix=/1ocal/apl/pg/ nol cas80spl

cd ${work}
if (-d nolcas80spl) then
rm-rf nol cas80spl
endi f
tar xzf ${file_nol cas}
cd nol cas80spl
cp ${file_license}
chnmod 644 |icense. dat
chnmod 700 src
nkdir bin
cp sbin/nol cas. driver bin/nol cas
chnmod +x bi n/ nol cas
#sed -i "s/-Q2/-C8 -no-prec-div -xHost/" cfg/intel.comp ... NG
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#sed -i "s/-Q/-2 -xSSE4.1/" cfg/intel.comp ... K
# Verification failed with AVX code in M.
source /opt/intel/conposer_xe 2015. 2. 164/ bi n/ conpi | ervars. csh intel 64

#sed -i "s/-Q2/-2 -xAVX/" cfg/intel.conmp ... NG

#sed -i "s/-Q2/-Q2 -xHost/" cfg/intel.conp ... NG

#sed -i "s/-Q2/-O3 -no-prec-div -xSSE4.2/" cfg/intel.conp ... NG (087)
sed -i "s/-Q2/-Q2 -xSSE4.2/" cfgl/intel.conp # ... XK

setenv PATH $prefi x/ bi n: $PATH

setenv MOLCAS_CPUS 1

./configure -conpiler intel -parallel inpi -par_root /opt/intel/inmpi/5.0.3.048/intel 64/ -pa
make -j 12 build

make install

#

setenv MOLCAS_CPUS 4

nol cas verify



