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GAMESS [2DLVT

GAMESS (F, RN FHIEE/BEABKERAEIOISLTT ., ARDBETERD
RIFCEDANLTEY ., BRALGLDELTUTAREITONET,

1. lowa MIZKD M.S.Gordon Zdily& LRSS IL— Tl G > T RERUVERAMN

ThhTWbRHKE ( @, GAMESS(US) )
2. A1 F1)RADCFS IZ& > TRAES X UVEHAINITHNTILVS GAMESS-UK
3. Moscow KM Alex A. Granovsky 5(Z& > TEFE St Firefly (1B : PC GAMESS)

AFXa1 AV FTREBETHIABE1ICONVTTHY . CHZLUTEIZGAMESS EEE&HLET,

GAMESS [Z{EAE. FARIVIL—THARR—LR—UZBFTEHEICLY ., BETAFTE
T, A RADEMIZCDOLNTIE., GAMESS DA R—LR—=UIZHDE2T714 AR
( https://www.msg.chem.iastate.edu/gamess/License_Agreement.html ) Z&B =&

LY

AYZaT7IILTIE GAMESS DEFTHEEZCEALFEY ., LYFHEBLGTABIZOVTIELUTO
GAMESS DA HP & CTHERET LY,

https://www.msg.chem.iastate.edu/gamess

' BRTIE, KERFIZXO/NELARFEIZEDL TS
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2 GAMESS £17h%

2.1 GAMESS D55t EFi%

GAMESS (&, /NA4 F U 4EREFIZ, DDI(Distributed Data Interface) rh MPI(Message
Passing Interface)ik & V5 2 DD M FIFiEZDEIREZBIRLET,

COBRRI. AEFREZDLDDFEIRTIEG < .CAMESS DA FIETERICETH . EHD CPU
M (T0tXME) OBEFEDRIRTT,

ATE O DDI ki, EH 5 GAMESS A28 & L TELEEFETYT, YV—Ra—FKhiZhb.
BERANDSA TS A2#FERTHFET,. KAD GAMESS IZBWTHRAShTEL-EENHY T
T, B Node ZFWEEHEICEXIGLTULWETHA, EARMIZ(E Gigabit Ethernet [2& %
BRZzBEELTHY., &ii HPC RFEMTERALZ L InfiniBand EDERA 24— k
T+ RHHEENEONELT A

®EOD MPI frlE. LLEBMRIAE GAMESS NARICHR— K LF-FETY., RAETOAY ., 5l
HEICEVWTHAEIRTHS. MPIBEEZERLENSMFVIZGYFES, 2P R—FLTHB
DHFEERCEHY FEAD, BFEAS F—3RY FOMREZSISHIENTEET,

AREX1ADKMZBWTIE., BIED DD ROEFTHEICOVWTUTRRETHO-TLNEET,
Ff. KRFFXa2ADKMIENWTIE, GPUZRAWEHEIZDODWTIEHZBELTULWERA,

2.2 rungms DIRES*

GAMESS [&, rungms EWVWS RV TFEETREBICHELCTREL. ETTHIETEMEL
£9 . rungms £ GAMESS DA VXA k—ILT 4 LY FURIZEELZET . rungms £, GAMESS
@ Version [C&>THENELELLETDOT, I FEHATSH GAMESS DV—XI—FAIZH D
rungms R L TLZELY,

HE. UTDEIE., GAMESS September 30, 2020 R2 Version DEH D EHLBZD T, BH S
Version @ rungms TIERABPLITHNELGSAREENHY FT .
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rungms TIEIET BN HAERIEIKEL AT TUTOER EGY FT2,
® fVRAr—)LTALY M), BAT4LY FDIEE

GAMESS DA VA F—ILT 4 LI P ROSYFI7AILDHEAT« LY 1) ZIRIBIC
BEHETEBETHIVHENHY 9, BEZRIE rungms @ 64 TENSDUTDERS T
ES

set SCR=/scrl/SUSER
set USERSCR=~/gamess-devv
set GMSPATH=~/gamess-devv

RELTLDERIUTOEREGYFT,

SCR : HERPIZERESNZRISYFI7AILDBNERESND T4 LY MY,
CDTALY FPIICEFTA—HY—NIT7AMILEEZTADLENEGS.
GAMESS [FEEIZEITEINFHEADT, ZHETA LY MUIZIE
ET1—HY—DEZAAHERNIDELLHYET,

USERSCR : FERIC—HOHAT7AILDMERENDT ALY R,
SCROEFELERLL, BITA—Y—DEZTAAERISIDELLRYET,
T, ZETALY MIIZ, FICERSNBZEAT7AILERBD
T74AILHAEELTLSEE. GAMESS IFEBIZEFTIAEREA,

GMSPATH : GAMESS B/ VX k—LEanTWB T4 LY+,
HPCS MR EDEFELNELTLDIEE. REFELYET,

LEEDIDDEHZE. ETREBICHRLCTEHEELET,
BH# Node T GAMESS #XE1T79 555, LEIZEHMTHEET ST LY LXK, 5HE%E
RITTBHIRTHONode o SBTELILELAHY FT,

® =T Node DIEE

GAMESS #3179 % Node &, ZNENICEIY B THHE D7 (dFI%) DIEEZITVLE
T, FZLUBATIE rungms D 358 TELLDUTOEREHYET,

2rungms [Fecsh DL ILR YY) T hEE->TWST=8, csh DIGEIZHE > TREEIZIBIERT#E
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if (SNCPUS == 1) then
set NNODES=1
set HOSTLIST=( hostname )

endif

3. This is an example of how to run on a multi-core SMP enclosure,
where all CPUs (aka COREs) are inside a -single- NODE.

At other locations, you may wish to consider some of the examples

H FH H H= HH

that follow below, after commenting out this ISU specific part.
if (SNCPUS > 1) then
switch ( hostname’)
case se.msg.chem.iastate.edu:

case sb.msg.chem.iastate.edu:

()

default:
echo " "
echo Assuming a single but multicore node.
echo " "
set NNODES=1
set HOSTLIST=( hostname :cpus=$NCPUS)
endsw

endif

BRELTLAERIIUTOEREGZYFT,

NNODES : STEICERT 5 Node #2%k
HOSTLIST : HEIZFEAT S Node &, FhFND Node [TE|Y BTHHH a7,

ZK4 : NodeA T X 5. NodeB TY #fi5l|. NodeC TZHiFDIHE

NNODES=3
HOSTLIST = ( NodeA:cpus=X NodeB:cpus=Y NodeC:cpus=Z)
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HEAMIZ, EfT9 % Node, HHHMIZIE LT, 2O0DEHEBETIHELNHY FTH.
rungms #3£179 5 Node DA TEHEZEITTHHEICRY . ULTONRIZTSHIET
WHEICKSTHBD rungms THEFETTHENARETT,

NNODES=1
HOSTLIST = ( "hostname ™ :cpus=$NCPUS )

UEDRBZHEFZ., BEFANGEERARRIUTERY FT,
(BEH, FFTEMM TV LIBAIBERESLIVEDHEHRELYET.)

# if (SNCPUS == 1) then <SEBAIC# Z B
set NNODES=1 ETREICKE CTEBE

- ==

set HOSTLIST=( hostname' :cpus=$NPUCS) ZEITIREIZHE L TEE

# endif <SEBAIC# Z B
# LR, fTORBEITHAELMTICDOLNT, {TEICH+ZEM
# 3. This is an example of how to run on a multi-core SMP enclosure,
# where all CPUs (aka COREs) are inside a -single- NODE.
# At other locations, you may wish to consider some of the examples
# that follow below, after commenting out this ISU specific part.
# 1if (SNCPUS > 1) then
# switch ( hostname )
# case se.msg.chem.iastate.edu:
# case sb.msg.chem.iastate.edu:
(HPES)
# default:
# echo " "
# echo Assuming a single but multicore node.
# echo " "
# set NNODES=1
# set HOSTLIST=( hostname’ :cpus=$NCPUS)
# endsw
# endif
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2.3 GAMESS /A F+ 1 DERTHE

FT. EFTa4LY MYIZ ungms EA VT R T 7AILEAE—LET, GAMESS A
Jusr/local/gamess 124 Y R b—LEdhTHY.,. 41Ty T 7A4LNM
/usr/local/gamess/tests/standard/exam0l.inp DIFE. UTDaAT Y FIZEY ET,

$ cp /usr/local/gamess/rungms .

$ cp /usr/local/gamess/tests/standard/examOl.inp .
CDIREET, BIEITHER L=, rungms DIREZITLET,
WMENETL., F—FILNIFITHEEZETT H5E.

$ ./rungms exam0l 00 N >& output.log

L5372 KT GAMESS BEfTE ., outputlog EWSERITTO R Ty R T7A L
NEAEINhET, (00 FFHFOELO2DTY, )
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3 HKEIXODORER

2022 % 4 A 28 A, CGAMESS THLMNZL>TWAEERIEHY FH A,
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A1 HPC 2 XTFLX BREWEHEL

@ Bt R—LR—  http://www.hpc.co.jp/support_index.html

HR— FREACESENELEDOSVAR T ERLAGEREZBELTEYVEY.
BERITEARCESL,

HPC AT LXKk KX &4
T108-0022 HEE#HHBXEF 3-9-15 LOOP-X 8 R

HPC =X

) . °
Q' [=%] 03-5446-5531 [H7R— k] 03-5446-5532

BBHEICK DAY R—rZHEHNA. BuEFRBZHR<AEENSEEBA®D 9:30~17:30
ESETREFT,

IR [FAX] 03-5446-5550

< [EFA—JL]) hpcs support@hpc.co.jp
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