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1 Gaussian [TDUVT

Gaussian & Gaussion #tRFTET B2EFIELFEHED T TV 45— 3 > T9, Unix/Linux ,
Windows , Mac OS X &£&< DTS5y b I +—LTHETEZET,

Gaussian #EAIRED 1) — X LT3 Gaussion ZFEHT 31=0I1Z1F Gaussion#tEDS 1 &
VRABHNABETT, Gaussion DS A U RIEFUTDESIZHEINET,

- Gaussian DAtV RIEY—RaA—KiRENAF Y a—FRD 2 BELAHY EFI, F1-.
Unix/Linux , Windows , MOXOS X DTS5y kI +—LTEIZSA VAN AN TLNVET,

- Gaussian #D S A VR IEH A FSA VR ED VT NI =S4V RAD 2FEELH Y
F9 . RETHAT S Gaussian Unix/Linux iRIEH A FS A ATRFESNTWVET, A
RV 7 FD GaussView [FH A bS5 AM VR ED VT LA -S4V RD2TEENHY
F9,

- Gaussion [FERTAVEDa VT EICTA U AZHNIBETT, LW EDI>®D
Gaussian MY ) =R &SN, TONY5—CEFEREINBERET7TY T L— KROS54
T UORBHEITOLENHY T,

Gaussian DS54 £V ABEIZDWNTIL, STEHEADA VR F—)LRIICHHEEAN THEZRIEL
CEEWRELES,
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2 Gaussian 1 VA b—ILIE

ARIETIELEHATOE L Gaussian DA VX F—JLIZDWVTHEER L F9 . Gaussian [&/3A
F)a—KiRéEYV—RO— KD 2O\ Tr—O08HY . FRNFAUTOLSIZA VR b—
ILELTWET,

2.1 UNIX/Linux /8 F1)a— FRDA VX b—IL

(1) Gaussian 24 VXA =T 5T4 LY b ZEERLET,
(Gaussian09 M4§l) /usr/local/gaussian09 JET 3 Y
(Gaussian16 M) /usr/local/gaussianlé JET 3 Y

(2) Gaussian #th S %A St Gaussian /A F Y aA— KA T4 7E#RELET,

(3) Gaussian #EBNERNT SFIEICHF>TA VR F—=ILLET,
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2.2 UNIX/Linux Y—Xa— FiRDA VX b—IL

(1) Gaussian Y—XaA—FRZEa /(LT 516D PGl 2/ SHEBRIICA VA —JLL
9, Gaussion DY ELa VvEICHET B PG a4 SDN—2avnbhb=H. UT
N—2a3 DPGlavnAS%#FERLET,

Gaussian Revision PGI Version
Gaussian16 Rev. A.03 PGI F77 16.5
Gaussian09 Rev. E.O1 PGI F77 15.10
Gaussian09 Rev. D.O1 PGI F77 12.10
Gaussian09 Rev. C.01 PGIF77 11.8
Gaussian09 Rev. B.01 PGI F77 10.5
Gaussian09 Rev. A.02 PGI F77 8.0-6

(2) Gaussian 24 YA b—ILF BT LI M) EERLET,
(Gaussian09 M) /usr/local/gaussian09 JEL 3>
(Gaussian1é M) /usr/local/gaussianle JEL 3 Y

(3) Gaussian #th HiEA Stz Gaussion YV—RaA— KiRA T4 7 Z2HAELE T,

(4) Gaussian #tMERNT S FIBICH>TY—RIA—FZEILFLTA VR F=ILLET,
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3 Gaussian E{TIEIE

3.1 RIEREI7AIL

Gaussion # AT 5O DREZEFXZEL——DHR—LTA LY FJDT7A4IILTIToTLY
F9,

tcsh # CERA®DIZEEIE ~/.cshre | bash ZZFEHADIEZEEIE ~/.bashre 7274 IILAT
/home/ .common KATFIZAE L= Gaussion DIRIBHRERA Y U T LEEITLET,

Gaussian09 DiHZE)
- Gaussion0? X4 Y) 7+ : /home/ .common/00-Gaussian09.csh
/home/.common/00-Gaussian09.sh

Gaussian16 DHE)
- Gaussion16 X421 7+ : /home/ .common/00-Gaussianl6.csh
/home/.common/00-Gaussianl6.sh

NBEDRY ) TFTEUTOEHEZRELTLET,

Gaussian09 DiFE)
» Gaussian T4 LY k1) g09root : /usr/local/gaussian09 JEL 3 »
- A9 ZYvFT4L%Y k) GAUSS SCRDIR : /scr

Gaussian1é6 MI5E)
» Gaussian T4 LY k') gléroot : /usr/local/gaussianle JEL 3 »
- A9 ZvFT4L%Y k) GAUSS SCRDIR : /scr
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32 A—HV—HICHEITHIEER

Gaussian #FRA93 51— —(% Gaussian 4 VX b—JLBEICHEEL =Y IL—TICFREL T
WARENHY T, B TlL users TIL—TD1—HF—H Gaussion ZFHATESLSIZLT
WEY,

Gaussion #E179 51— —F e T AT root TRD L SIZEFTLET,

# useradd,.,-g_,users_ hpc

COFITIFAI—Y—hpc R LFET, 22— —hpc BFIET B )L— T users TY,

A A—H—{EREFIC users T IIL—TIZEHRE LA o5&, TO1—H—TIL Gaussian A
BELEREA, TOI—HY—TIEOTA VHICROESBAYE—DHRRTINET,

/usr/local/gaussian09c01/g09/bsd/g09.1login: Permission denied.

ZDBEIE, root TROAT Y FEFEALT Gaussian 279 31—F—DHIL—T%
Users NCEBET LY,

# usermod._,-g. ., users.  A—H—4%
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4 Gavussian ET7AE

4.1 HFAEYAEHTOHOERST

Gaussion TEEZETINLIREHEEAT)HIITITSI I LZHEOLET . CNITEH
CPU a7 %EH LI-E—DFE#LETHEATRTT, &%, HHNHELTHFEEAENER
ENESAY, StEBREERSNET, —F— 40Ty b7 IILICHFI$EIRET 1
T TEBEAEVLEINTOERTETAET,

Gaussion ZHFAEY HH TEESEZIHBEIFE. A VTV F I 7AILOBEIDIL—FEY
L3 VETOREIZ, ROEBEZEITVET,

$NProcShared=n

BIZIE8 a7 CPUMN 2EBHSN-HEREZFERT HRE ZKRKT 16 I TRITTEFET,
16 HHTEITTBEEEATY T FAIVICRDESICREBLET,

Smem=1024mw
$NProcShared=16

#p rb31lyp/3-21,g force test scf=novaracc

Gaussian Test Job 397:

Valinomycin force

RDESIZETLET, SHEHRE inputfile.log Z7AINICHASIhET,

Gaussian09 NiEE)

$ g09_,inputfile.com

Gaussian1é6 DHE)

$ gl6_,inputfile.com
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AERRI7AILDITI7AIILVBRERET DBEERDELSIICEITLET,

Gaussian09 DIEE)

$ g09_.,<_,inputfile.com_,>_,outputfile.log

Gaussian1é6 DBE)

$ gl6_,<_,inputfile.com_,>_,outputfile.log

4.2 Llinda ¥iFTHELT

Lindo [3E#ME DHEMIZE =N > T Gaussion DHiFIHEEITSI L EIFERTHS5M4T5Y
TYo A VTY NI FPAIIIBET BEITTEREDSE#MEZRAWSILHFENTHONET,

Gaussion DA > Ty 774 IILTLNdoa HiFIDHESEIHEMDKRR PR FHRT BHIZIE,
AT R IT7AILDEENISIL— I I VETOREIZ, ROKSIZEBRLET,

¢LindaWorkers=/RA bR :cPUAT7H, KA FR:cPua7#, -+

BIZIE., TNEN 16 OT7EFHBETHEEHRD 4 BT 64 HHZEIEBHEE. RDKS
[Z$LindaWorkers TERTHHEHMOARA MR E CPUaTH#EERLET,

Smem=1024mw
%$LindaWorkers=node0l:16,node02:16,n0de03:16,no0de04:16
#p rb31lyp/3-21,g force test scf=novaracc

Gaussian Test Job 397:

Valinomycin force

Copyright © HPC SYSTEMS Inc. All Rights Reserved. 8
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HEAERYMFERBEOOTY FTEITLET,

Gaussian09 DIEE)

$ g09,_ . inputfile.com

Gaussian1é6 DBE)

$ gl6o_,inputfile.com

& Linda 54 735 1)IZDLVT

Linda 54 75 1) I& Gaussion #tM 5 BETHRFEINTLWET, Linda #FEHRT HEITEED
Gaussian EFANIZ Linda D54 o AZHABEIZHEY EFITOTITEFET LY,

4.3 GPU #RUL\f=21T (Gaussian16é LLE&)

Gaussian16 Tl& Linux IRIETIZT. NVIDIA #£® GPU (Graphics Processing Unit) [Z—%#p
DEHEZITHhES T EMNAEETT L,

GPU 2T 5848. 8 GPUIIHBTED CPUaTFIZL~THIEIEhiE+ThIEHEY FHA.GPU
a2 bhO—S¢ELTEHERSNS CPUaTIE.F® Gaussion 3 JDEHER CPU & L TIXER
TEFEEA, £f=. GPUILHIEE CPUaT7ZHEETEEF A,

GPUZEH LTWA U ATLLEDN—FOz7DHERFRIE. nvidia-smi AY > FE{ER
LTHZETEET,

Gaussian DA Ty F 7 7AIILIZEWT, SHEICERT S GPU EZN 5 DFHIEIR CPU a7
. %GPUCPU &0LVS LinkQavw > FTROESIZEABLET,

SGPUCPU=GPU Y X +=FKIlfHIFECPU 7 J X

GPU YR MZIE GPU MESZHURRYYTAALET (04,6 £S5 K5 ICHEFEHET

1 Gaussian16 Rev. A.03 Tl Tesla K40 E£1=1d Tesla K8O A HF E1E & DFTEHEIZHBULNTHHR— K
ENTULET,
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I BHIELHRETY), WA CPUIFZIRKMIFZGPU YR MERLEBRTCPUITD
BEZHEELEFT. 2200 YR MOFORIGT HEE E S LIE, GPU &ZD GPU D71z & D1
HACPUa7EHbhHLET,

BlIZIL. 6ED GPU & 32D CPU A7 HEHT DV RTLIZEWT,. D 3 THETOHO CPU(E
H#E1T5 26 D CPU a7 &, GPU #HlfEIT 51-0OICFERAINS 0,1,16,17,18,19 FEEDE 6
Ban CPUa7) AT HIHEEF. ROKSIZEHBLET,

$CPU=0-31
%$GPUCPU=0-5=0-1,16-19
#p rb3lyp/3-21,g force test scf=novaracc

Gaussian Test Job 397:

Valinomycin force

HEAEVEIERFDATY FTEITLET,

Gaussian1é6 OiEE)

$ gl6_,inputfile.com
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5 HMiHEFTICEBTIXER

Gaussion TiiFZtEZ 9 5 & =X, sNProcShared F1=ldsLindaWorkers MR %A >
TYRI7ANWICMABBERBYET . OEDDATY R T 7AWV DHhD/— K Ih
MTWSEEIEX, ZTOEICEEET HPRELAHY XY,

LLITFIE Gaussian09 DY > FILS 3 TD test571.com DHFITI,

$SNProcShared=2
$chk=test571
#p B3LYP/6-311+G(2d,2p) scf=(tight,novaracc) test

Gaussian Test Job 571 (Part 1):

aspirin gas-phase

01
Q)

--Linkl--
$NProcShared=2
$chk=test571
snosave

#p B3LYP/6-311+G(2d,2p) scrf=cosmors guess=read scf=(tight,novaracc) test

Gaussian Test Job 571 (Part 2):

aspirin cosmo/rs input generation

01
(1)

LEED &L SI2/83— FEIZ 3NProcShared=N DIEEFZT HEELCHEFEITEINET, HlZ
[, FE® sNProcShared=2 DiEBETNDHE. TEROFERICHITHELGZLDTITE
ETEUY,

Gaussian16 ® GPU OERICE VLT EHLREKIC/N— FEIZEENBETT,

Copyright © HPC SYSTEMS Inc. All Rights Reserved. 11
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cSITNoa—TF445

LITFIZ Gaussian DFERAFICEK KR AT T —ITDVTEHRBALET,

1)

Error termination via Lnkle in /usr/local/gaussian09c01/
g09/11.exe at Sat Dec 25 12:32:28 2011.

Job cpu time: 0 days 0 hours O minutes 0.0 seconds.

File lengths (MBytes): RWF= 0 Int= 0 D2E= 0
Chk= 0 Scr= 0
[REA - XK :

AU SYFTALY FYICEERBNTERVC EARETY .,

CROSYFTALY R DEREN 100BIZHE>TND, RISYFTFALY F)DEER
HIERMLZ LY, HDD AKEL TS, EORENEZLONET,

" df ARV RETRYISYFTALY ) ZETHRT I,

51 2)
Convergence on wavefunction: 0.001000000000000
Iteration 1 Dimension 24 NMult 24
CISAX will form 12 AO SS matrices at one time.

Defaulting to unpruned grid for atomic number 44.
Defaulting to unpruned grid for atomic number 44.
Defaulting to unpruned grid for atomic number 44.
Defaulting to unpruned grid for atomic number 44.
Out-of-memory error in routine After all major allocation
(IEnd= 56798894 MxCore= 44622868)

Use %$mem=106MW to provide the minimum amount of memory required
to complete this step.

Error termination via Lnkle in /usr/local/gaussian09c01
/g09/1914.exe at Mon Jan 17 23:17:45 2012.

Job cpu time: 0 days 15 hours 58 minutes 38.3 seconds.
File lengths (MBytes): RWEF= 3429 Int= 0 D2E= 0
Chk= 16 Scr= 1

Copyright © HPC SYSTEMS Inc. All Rights Reserved. 12
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[REA - ®3%K :
- AEYRFELTLS,
- smem DIFTE ZEDOT A SNProcShared DAFIEZEH D L TL &Ly,

2t Cld, Gaussian FERAEM T TGaussion STEITS—xfl - EMD%&E] EBLTA—ILD
A—REEHLTWET, HHEAIS—TLhFEL-TLELIZ ! TEESTRIEEVL WO SR
Lol W TEEMRIAENLLY, ECHWVWITENT=DEAIN?] LWV -BERDERICHL
THEENBRATEIRL, L HBHIT5—FDIc, BEENLGERHLELN SEEGERNERETE
OTEHELTWET, S TILVa—F a4 UTICESFBRITLESLY,

Gaussion AFfA—I)L=a21—X
http://www.hpc.co.jp/gaussian_nyumon.html
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7 BIFRIOORBIRER

2017 & 5 B 1 BIEE. Gaussian16 Rev. A.03. Gaussian0? Rev. E.O1 TEHLMIZAH > TLY
HSEERIEHY FEA.
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8 FXxaAY bk -HiHKR—F

Gaussian DFEFMIZDWTIIUTZ# CHERT LY,

(1)Gaussian Inc. DHR—LR—
Gaussian DT 49 ZAh LY R— MERMAARShTULVET,
http://gaussian.com/techsupport/

(2)HPC Y AT LRXDHR—LR—
Gaussion DERAAEFZBRBRLI-POZ AL TVET,
http://www.hpc.co.jp/gaussian_help.html

(3)BFHEEMRIC &L HILFDEEK
AEBIEFOAMETT, ZLOFBOEZENEBH INATE Y., Gaussian V1) —X#RANT
ERENhTLETD,
http://kakaku.hpc.co.jp/products/detaqil/57

(4)Gaussian Inc. 79 =AY HR—F
Gaussian DY R— FZA—)ILTOBBENEDHLENTEET,
http://gaussian.com/help/
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{TEA

A.1 HPC Y RAFTLX BELEDhEEL

@ B R—LR—T  http://www.hpc.co.jp/support index.ntml

HR— FEROEBNEHOEDS VARG ERLAGERZBHELTEY FET,
BIERTFERCLESLY,

HPC XA F LXK RE1E
T108-0022 HEE#HBXEF 3-9-15 LOOP-X 8 k&

HPC =X

'y [E%] 03-5446-5531 [H7R— k] 03-5446-5532

HEBREICK DY R— +ZMFIHRA., BHIEEARBEHR< AEBNSEEHD 9:30~17:30
ESETEHEFT,

IR [FAX] 03-5446-5550

< [EBEF A —JL) hpcs support@hpc.co.jp
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