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#!/bin/bash

#PBS -N filename

#PBS -l nodes=1:ppn=5

#PBS -q cu

#PBS -V

project_name=Alg3
source /opt/intel/impi/5.0.2.044/intel64/bin/mpivars.sh

cd $PBS_O_WORKDIR
NP="cat ${PBS_NODEFILE} | wc -I'

/home/msi/Accelrys/MaterialsStudio6.0/bin/mpirun -f mpd.hosts -machinefile SPBS_NODEFILE -
np SNP -env ACCELRYS_LIC_PACK_DIR /home/msi/Accelrys/LicensePack -env MSI_LICENSE_FILE
/home/msi/Accelrys/LicensePack/Licenses -env LD_LIBRARY_PATH
/home/msi/Accelrys/MaterialsStudio6.0/lib:/home/msi/Accelrys/MaterialsStudio6.0/lib/32:/hom
e/msi/Accelrys/LicensePack/linux/lib:/home/msi/Accelrys/MaterialsStudio6.0/lib/5.8.9/x86_64-
linux-thread-
multi/CORE:/home/msi/Accelrys/MaterialsStudio6.0/lib:/home/msi/Accelrys/MaterialsStudio6.0
/lib/32:/home/msi/Accelrys/MaterialsStudio6.0/lib/5.8.9/x86_64-linux-thread-
multi/CORE:/home/msi/Accelrys/MaterialsStudio6.0/bin/../lib/ -env
ACCELRYS_LICENSE_USERNAME SUSER -env PATH
/home/msi/Accelrys/MaterialsStudio6.0/bin:/home/msi/Accelrys/LicensePack/linux/bin:/home/
msi/Accelrys/MaterialsStudio6.0/bin:/opt/tsce/share/bin:/opt/tsce/share/sbin:/opt/tsce/share/]
dk1.6.0_10/bin:/opt/tsce/share/jdk1.6.0_10/jre/bin:/usr/lib64/qt-
3.3/bin:/usr/kerberos/sbin:/usr/kerberos/bin:/usr/local/sbin:/usr/local/bin:/sbin:/bin:/usr/sbin:/

usr/bin:/opt/ibutils/bin:.:/home/msi/Accelrys/MaterialsStudio6.0/bin -env I_MPI_ROOT
/home/msi/Accelrys/MaterialsStudio6.0/bin -env F_UFMTENDIAN big -env OMP_NUM_THREADS
1 -env TMPDIR /tmp -env PSPOT_DIR

/home/msi/Accelrys/MaterialsStudio6.0/share/Resources/Quantum/Castep/Potentials
/home/msi/Accelrys/MaterialsStudio6.0/bin/castepexe.exe Sproject_name

rm -f *.pid
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#!/bin/bash

#PBS -N filename

#PBS -l nodes=1:ppn=20

#PBS -q cu

#PBS -V

project_name=ee-a2
source /opt/intel/impi/5.0.2.044/intel64/bin/mpivars.sh

cd $PBS_O_WORKDIR
NP="cat S{PBS_NODEFILE} | wc -I'

/home/msi/Accelrys/MaterialsStudio6.0/bin/mpirun -f mpd.hosts -machinefile SPBS_NODEFILE -
np SNP -env ACCELRYS_LIC_PACK_DIR /home/msi/Accelrys/LicensePack -env MSI_LICENSE_FILE
/home/msi/Accelrys/LicensePack/Licenses -env LD_LIBRARY_PATH
/home/msi/Accelrys/MaterialsStudio6.0/lib:/home/msi/Accelrys/MaterialsStudio6.0/lib/32:/hom
e/msi/Accelrys/LicensePack/linux/lib:/home/msi/Accelrys/MaterialsStudio6.0/lib/5.8.9/x86_64-
linux-thread-
multi/CORE:/home/msi/Accelrys/MaterialsStudio6.0/lib:/home/msi/Accelrys/MaterialsStudio6.0
/lib/32:/opt/intel//impi/5.0.2.044/intel64/lib:/opt/intel/composer_xe_2015.1.133/compiler/lib/i
ntel64:/opt/intel/mic/coi/host-linux-

release/lib:/opt/intel/mic/myo/lib:/opt/intel/composer_xe 2015.1.133/mpirt/lib/intel64:/opt/in
tel/composer_xe 2015.1.133/ipp/../compiler/lib/intel64:/opt/intel/composer_xe_2015.1.133/ip
p/lib/intel64:/opt/intel/mic/coi/host-linux-
release/lib:/opt/intel/mic/myo/lib:/opt/intel/composer_xe 2015.1.133/compiler/lib/intel64:/opt
/intel/composer_xe 2015.1.133/mkl/lib/intel64:/opt/intel/composer_xe 2015.1.133/tbb/lib/int
el64/gccd.4:/opt/intel/composer_xe 2015.1.133/compiler/lib:/home/msi/Accelrys/MaterialsStu
dio6.0/lib/5.8.9/x86_64-linux-thread-
multi/CORE:/home/msi/Accelrys/MaterialsStudio6.0/bin/../lib/ -env
ACCELRYS_LICENSE_USERNAME SUSER -env PATH
/home/msi/Accelrys/MaterialsStudio6.0/bin:/home/msi/Accelrys/LicensePack/linux/bin:/home/
msi/Accelrys/MaterialsStudio6.0/bin:/opt/intel//impi/5.0.2.044/intel64/bin:/opt/intel/composer
_xe_2015.1.133/bin/intel64:/opt/intel/composer_xe_2015.1.133/debugger/gdb/intel64_mic/bin
:/usr/local/maui/sbin:/usr/local/maui/bin:/opt/tsce/share/bin:/opt/tsce/share/sbin:/opt/tsce/sh
are/jdk1.6.0_10/bin:/opt/tsce/share/jdk1.6.0_10/jre/bin:/usr/lib64/qt-
3.3/bin:/usr/kerberos/sbin:/usr/kerberos/bin:/usr/local/bin:/bin:/usr/bin:/usr/local/sbin:/usr/sbi
n:/shin:/opt/ibutils/bin:.:/home/msi/Accelrys/MaterialsStudio6.0/bin -env |_MPI_ROOT
/home/msi/Accelrys/MaterialsStudio6.0/bin -env F_UFMTENDIAN big -env OMP_NUM_THREADS
1 -env DMOL_TMP /tmp/ -env TMPDIR /tmp/ -env DMOL_BIN
/home/msi/Accelrys/MaterialsStudio6.0/bin/dmol3.exe -env DMOL3_DATA
/home/msi/Accelrys/MaterialsStudio6.0/share/Resources/Quantum/DMol3
/home/msi/Accelrys/MaterialsStudio6.0/bin/dmol3.exe Sproject_name



