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1. NWChem DA > A h—)L

NWChem availability in Linux distributions

availability-in-linux-distributions

https://nwchemgit.github.io/Download.html#nwchem-

@” Example of NWChem installation” Z#Z&#I(Z. AT ™ Linux

TAAN) Ea—a  ilEb®TEIET S, BV RWRy r—JIZ oW Tk, #E yum, apt-get ETA VA K
—/ 4%, LLTIC Cent0S 7.8 TOFIEEZRT,

@

UTDa<y RaFT4 5,

$ sudo yum install https://dl.fedoraproject.org/pub/epel/epel-release-latest-

7.noarch.rpm

$ sudo yum update

$ sudo yum install nwchem nwchem-openmpi Lmodcd

FAITHFIZ scalapack 720 W) =T —NHRAE L7Z8E13S sudo yum install scalapack-openmpi
HFETT D,

BAED Y = /LT NWChem 2RI 272012, T O =~ R&23T LT WChem Z2H202T 5, 72k,
~/.bashrc ICZ DA<y FZEFLTH & Linux 4 — a7 A v LET/EZRNCZ0a~y ROFITRREL
BN, WP —~LEIZBT oMY 7 by =7 L OREDHENLEL 125, AFETIE~/ . bashre ~DIEFL
TEZE TR,

$ module load mpi/openmpi-x86 64

UTFDa<wy REFEITLTA A h—/L LT nwchem openmpi D/NANERIND Z & 2R T D,

$ which nwchem openmpi

NWChem DEMEMER D=, UTFD A~ REETLET, GEMZAREEMREIL 3 T Winmostar #&H TI1T )

$ mpirun -n 2 nwchem openmpi

UTOLI Ay =V HBT 20 MR LET,

Unable to open nwchem.nw - appending .nw

nwchem: failed to open the input file

current input line :
0:

(LI IE)

Debian/Ubuntu COFE : FITHRHI mpirun 2~ KRR EFREINTZHEIES sudo apt-get install

openmpi-bin #FEITT 5,


https://nwchemgit.github.io/Download.html#nwchem-availability-in-linux-distributions
https://nwchemgit.github.io/Download.html#nwchem-availability-in-linux-distributions
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2. Linux %—/3 L TO MR

@©  Winmostar /bt 2 & & DRMZHILT 5720, Linux y—NlZu 7oA » LRET,

@  NWChem DENEA BT D728, NWChem DEENIMBEREF AR ET 52~ FEAN L AEICHEZ TEHL,
AEOFIRIZE -T2 HEIE. BLToa~vr ReANT 5,
$ module load mpi/openmpi-x86 64

® UTOa<vry RFEETLTA A b—/L L7 NiChem D/RANFREND Z L EMHRT D, HRTERVEA
T@ORTEE RET,
$ which nwchem openmpi

@ MUFoawy REFEITLTNChem DA v —UNEREIND Z L 2MHRT D, MR TEXRVEAIIQDRE
Z RET,
$ mpirun -n 2 nwchem openmpi

FKRSNDH

Unable to open nwchem.nw - appending .nw

nwchem: failed to open the input file

current input line :
0:

)




Winmostar 7> 5 DFXE R L OEEMR
—Ww=a T 7.2. VE— IV a TOFRETFIEINE> TRE LEMEMERZIT O,

TUT V=AU N ERET HBEIZIE. [# Insert commands here] 7205 [# Do not modify the
followings] DMIZ 2-@TAEIHEXT-NEZBRLT D, REOFIEIHESTZHEIILLTDO X 517D,

echo Mk khkkhkhkkhkhkhkhkhkhkhkhkhhkhkhkhkhkhkhkhkhkhkhkhkhhkhkhkhkhkhkhkhkkhkhkkhkhkhkhkrkhkhrkkhkhhxkxW
echo "**x* Set user-defined variables KoxoN
echo Mk khkhkhkkhkhkhkhkhkhkhkhhhkhhhkhhhkhkhhkhkhrhhkkhhkhkhkhrhkhrkhkhkkhkhkdkhkr ko khkhkhxkxW
set -v

# Insert commands here

MPI COMMAND="mpirun -n %WM NUM PROC% "
BIN NW=nwchem openmpi

module load mpi/openmpi-x86 64

# Do not modify the followings
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