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Gaussian D1V v kT 77 Ju(mol.giffZFARL. ZDT 77L& S T v LD ~'J(somewhere)lC cd VY RTREILIZLET

gl6sub mol.gjf EANUTEFTLET, XEUDFIEYT S 78 (%mem, %nprocshared, %cpu)lc DWW TIE gl6sub MEENHI(CEE
£ C \ TV eiBEs 16sub (c FE& FNUNDERTE. HIZ(E %chk 2 %oldchk 7L E (C DU

‘C(atJEEEQEb_C< 220,

[user@ccfep somewhere]$ g16sub mol.gjf

(EBRICANT BD(E gl6sub mol.gjf DEDDHTT)
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EITIBDEUTOLSHEEARBEN, ISITHIETLEI (DR ETY T REBUVIBAEE ICKELET), REIC
4008669.ccpbsl DESHRTIAH T, BICIS—XvE—IHWEATNEIFNEKRLEKTT,

$ gl6sub mol.gjf
QUEUE detail

QUEUE(MACH) Jobtype MaxMem DefMem TimLim DefCPUs(Min-Max)

H( ap) 1.8GB 1.2GB  72:00:00 8(1-128)

JOB detail

MOL name(s) : mol

INP file(s) : mol.gjf.ap

OUT file(s) : mol.out

Current dir  : /lustre/home/users/***

SCRATCH dir : /lwork/users/${USER}/${PBS_JOBID}/gaussian

QUEUE tH

Memory 1 9.6GB

Time limit  : 72:00:00

Job script  : /lustre/home/users/***/H-1571896.sh
Input modified : y

/usr/local/bin/jsub -q H /lustre/home/users/***/H-1571896.sh

4008669.ccpbsl
$
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http://ccportal.ims.ac.jp/manual/gsub
http://ccportal.ims.ac.jp/quickstartguide/gsub
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--help
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WEg,

-np (CPU J7%))

FMATS CPU I7HEEELET T, EELLWREEF 8 I7TY, 1-64 £ 128 BMEETEE I, CC THRESNIZBFICEDETT
VIV ERTFAILRD %Mem (CEX BENBEINICRES NI T,

--walltime (B5R3)

SHERAEEELI T, HEE (E):(92):(®) nEXTY,
T %)L& 72:00:00 (72 B5RE) TY,

-j (jobtype)

JaTdS+1FMIEE, core, vnode, gpu, largemem HS5EIRATEE, largemem BADIBS ISEFNICHIESINBZHIEEFARETT
(J7# 1-63 7155 "core", 64, 128 /&£5(3 "vnode", GPU & 1 MU EFESOTHNIE "gpu" EEDFET), largemem J — K&
VBB EBARNICIEE I DIMEMRG D FI (- largemem),
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BEEXOSyFEESE LU TEREETE ) —ROO—-NILFT + DD /Iwork/users/${USER}/${PBS_JOBID} MMEDNZTITM, CDA
TUaVEEEIT B LEERTINRABED /gwork/users/${USER} UTICX DS v FREMMESNF T, /lwork TIIBEFIRTETT
FILVBRICCSRIALEZ L,
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-rev (revision %)

Gaussian O revision ZIBELF T, AT D revision KAFAEBIRETT,

e gl6b01 (Gaussian 16 Revision B.01)
e gl6c0l (Gaussian 16 Revision C.01)
e g16c02 (Gaussian 16 Revision C.02; =7 #JL )
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$ gl6sub ch3cl.gjf
$ gl6sub -q H -j core -rev g16c02 -np 8 -walltime 72:00:00 ch3cl.gjf

73 VDEEEEINEREEENDETT, HAIRE -np 4 cTNEL 4 ATPRIFHAITELSICEDET,

$ gl6sub -np 4 ch3cl.gjf
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THOREERSDE T, SHEY—/1D /lwork (FERTI M. BEEARETLEVZH, JaTOBEICL D TIIREI TETTETLHLA
EULNEEA. TZOLDEIBEE glbsub (£ -N ATV 3 VEDIFTEITLTLREST L, BETREHDIFIN. FEEFHED
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SCRATCH dir: /lwork/users/${USER}/${PBS_JOBID}/gaussian
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o FEUNFHBEFIRRICERKTZL X T (ERXD revise TTEIRRITERBREHEL TNV HFLEWESE, HEF> TERL
BETIIRERIENTY)
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