Quantum ESPRESSO-5.1.1 for PRIMERGY

http://www.quantum-espresso.org/

Version

Intel Compiler 13.1.1.163
Intel MP1 4.1.0.030

Intel MKL 2013.3.163
fftw-3.2

Necessary Files for Compiling

e espresso-5.1.1.tar.gz

Procedure of Compiling

#!/bin/csh -f

umask 022

unset env LANG

set file_espresso=/hone/users/${USER}/ bui | d/ espresso511/ espresso-5.1.1.tar.gz
set wor k=/wor k/ user s/ ${ USER}

set espresso=espresso511

cd ${work}

if (-d ${espresso}) then

mv ${espresso} ${espresso}-erase
rm-rf ${espresso}-erase &

endi f

tar zxf ${file_espresso}

nmv espresso-5.1.1 ${espresso}

cd ${work}/ ${espresso}

./configure CC=icc FC=ifort F77=ifort MPIF90=npiifort --prefix=/I1ocal/apl/pg/ ${espresso} --
sed -i 's/traceback/traceback -xHost/' make.sys

make all | & tee nake.l og
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