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#!/bin/csh -f

umask 022

set file_ganmess=/home/ users/ ${USER}/ bui | d/ gamess2017Nov11/ ganmess-2017Nov1l. tar. gz
set wor k=/wor k/ user s/ ${ USER}

set ganmess=ganmess2017Nov11l

set prefix=/1ocal/apl/|x/$gamess

set patch_conpal | =/ honme/ user s/ ${ USER}/ bui | d/ ganmess2017Nov11l/ conpal | . patch

set patch_rungns=/ hone/ users/ ${ USER}/ bui | d/ ganmess2017Nov11l/ ccl x/ rungns. pat ch

cd ${work}
if (-d ${ganess}) then
mv ${ ganess} ${gamess}-erase
rm-rf ${ganess}-erase &
endi f

tar xzf ${file_gamess}

mv/ ganmess ${ganess}

cd ${work}/ ${ganess}

sed -i "s/GV5_OPENWVP='fal se'/Gv5_OPENMP="true' /" config

sed -i "s/EFP_OPENMP='fal se'/ EFP_OPENMP="true' /" config

sed -i "s/MAKEFP_OPENMP=' f al se' / MAKEFP_OPENVP="true' /" config
sed -i "s/RI MP2_OPENWP='fal se'/RIMP2_OPENWMP="true'/" config
sed -i "s/EXTRAOPT -warn/ EXTRAOPT -xHost -warn/" conp

sed -i "s/ext=log/ext=ganmess/" tests/standard/ checkt st

expect <<EXPECT


https://ccportal.ims.ac.jp/node/2030
http://www.msg.ameslab.gov/GAMESS/GAMESS.html

spawn ./config
expect "After the new window is open”

send "\r"
expect "please enter your target machi ne nane:"
send "linux64\r"

expect " GAMESS directory?"

send "$prefix\r"

expect "GAMESS build directory?"

send "$prefix\r”

expect "Version?"

send "\r"

expect "Please enter your choice of FORTRAN "

send "ifort\r"

expect "Version?"

send "17\r"

expect "hit <return> to continue to the math library setup."”

send "\r"

expect "Enter your choice of '"nkl' or '"atlas' or 'acnl' or 'pgiblas' or
send "nkl\r"

expect "ML pat hnane?"

send "$MKLROOT\ r"

expect "MKL version (or 'proceed )?"

send "proceed\r"

expect "please hit <return> to conpile the GAMESS source code activator
send "\r"

expect "please hit <return> to set up your network for Linux clusters."
send "\r"

expect "conmmunication library ('sockets' or 'npi')?"

send "npi\r"

expect "Enter MPI library (inpi, npich, npich2, nvapich2, npt, sockets):

send "inmpi\r"

expect "Please enter your inpi's |ocation:"
send "$I _MPI _ROOT\r"

expect "Do you want to try LI BCCHEM

send "no\r"

expect eof

EXPECT

cd ${work}/ ${ganess}/dd

. [ conpddi

cd ${work}/ ${ganess}

#patch -p0 < ${patch_conpal |}

./ conpal

.11 ked
=
chmod - R o-rwx source obj ect

find . -nanme "src" | xargs chnod -R o-rwx

-

set env  OVP_NUM THREADS 8

cd tests/standard

../runtest S$prefix/rungns 00 1

./ checkt st # Al tests are K

set env OVP_NUM THREADS 4

../runtest $prefix/rungns 00 8

./ checkt st # FAI LED but OK: exanD5, 32, 39, 42, 45, 46, 47

'none' . "
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