GAMESS-2014Dec05 for UV2000

http://www.msg.ameslab.gov/GAMESS/GAMESS.html

Version

Dec 5, 2014

Tools for Compiling

e Intel Compiler 15.0.2.164
e Intel MKL 2015.2.164

Necessary Files for Compiling

e gamess-2014Dec05.tar.gz (GAMESSD VU T TR—IU B4 O— R L7EZED)

Procedure of Compiling

#!/bin/csh -f

umask 022

set file_gamess=/honme/ users/ ${USER}/ bui | d/ ganess2014Dec05/ ganess- 2014Dec05. tar. gz
set wor k=/ wor k/ user s/ ${ USER}

source /opt/intel/conposer_xe_2015. 2. 164/ bi n/ conpi | ervars. csh intel 64

set ganmess=ganess2014Dec05

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

tar xzf ${file_ganess}

mv ganess ${ganess}

cd ${work}/ ${ganess}

expect <<EXPECT

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 "\r"

expect "GAMESS build directory?"

send "\r"

expect "Version?"

send "\r"


https://ccportal.ims.ac.jp/en/node/1584
http://www.msg.ameslab.gov/GAMESS/GAMESS.html

expect "Please enter your choice of FORTRAN: "
send "ifort\r"
expect "Version?"

send "12\r"

expect "hit <return> to continue after digesting this nessage."
send "\r"

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

send "\r"

expect "Enter your choice of 'nkl' or '"atlas' or 'acml' or 'none':"
send "nkl\r"

expect "ML pat hname?"

send "/opt/intel/nmkl\r"

expect "MKL version (or 'skip')?"

send "10.2.5.035\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 "conmunication library ('sockets' or 'npi')?"

send "sockets\r"

expect "Do you want to try LI BCCHEM

send "no\r"

expect eof

EXPECT

cd ${work}/ ${gamess}/dd

sed -i -e 's/MAXCPUS=32/ MAXCPUS=1024/"' -e 's/ MAXNODES=1024/ MAXNODES=2/' conpdd
csh ./ conpddi

mv ddi kick.x ../

cd ${work}/ ${ganmess}

./ compal

.11 ked
o
chnmod -R o-rwx source object

find . -name "src" | xargs chnmod -R o-rwx

Changes of 'rungms'

There are too many changes of 'rungms', so please copy and use it. The file exists in the following.

/local/apl/uv/gamess2014Dec05/samples/rungms



