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Gaussian

(ch3cl.gjf)

%chk=ch3cl.chk
# HF/6-31G(d,p) Opt

methyl chloride

0,1

C -0.000004 1.127470 0.000000
H -0.511417 1.468491 0.885898
H -0.511417 1.468491 -0.885898
H 1.022922 1.468527 0.000000
Cl -0.000004 -0.657078 0.000000

Gaussian gjf .com
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cd CH3CI/ Enter

(

PuTTY

(ccfep)

(CH3CI)

&  @ccfep5:~/CH3C
# Using username " ".

& Authenticating with public key "rsa-key-28190523"

Last login: Thu May 23 17:26:4@ 2019 from

[ @ccfep5 ~]% 1ls CH3C1l/
rh2-] gif

ccfeps ~ cd CH3Cl
[ @ccfep5 CH3C1l]$ 1s
ch3cl.gjf
[ @ccfep5 cH3Cl1]$ |}

cd



( ) (1)

CH3CI gl6sub
glesubm ( ) (m )

@  @ccfep5:~/CH3CI — ] X

& Using username "  ".

& Authenticating with public key "rsa-key-20190523"
Last login: Thu May 23 17:26:48 2019 from

[ @ccfep5 ~]$ 1s CH3Cl/

ch3cl.gjf

[ @ccfep5 ~]$ cd CH3Cl/

[ @ccfep5 CH3C1]$ 1s

ch3cl.gjf

[ @ccfeps CH3C1]$| gl6sub ch3c1.gjﬂl

“core” 6
72

gl6sub gl6sub

. https://ccportal.ims.ac.jp/QuickStart



https://ccportal.ims.ac.jp/QuickStart

@ccfep2 CH3Cl]s glésub ch3cl.gijf

QUEUE detail

QUEUE (MACH) Jobtype MaxMem DefMem TimLim DefCPUs (Min-Max)
PN( 1x) core 4.8GB 4.0GB T72:00:00 6(1-36)

JOB detail

MOL name (s) : ch3cl

INP file(s) : ch3cl.gjf.1x

QUT file (=) : ch3cl.out

Current dir : /lustre/home/users/ JCH3C1

SCRATCH dir : /work/users/5{USER}/5{PBS_JOBID}

QUEUE : PN

Memory : 24.0GB

Time limit : 72:00:00

Job script : /lustre/home/users/ /CH3C1/PN 23254.sh

Input modified : vy

/usr/local/bin/jsub -g PN /lustre/home/users/ /CH3C1/PN _28254.sh

4529602lcccm51
[ @ccfep2 cH3C1]s J

13

.cccmst” 7 ID”



jobinfo

(

jobinfom -gm PNmM -cm -|

=

(Run)

”Queue”

(Queue)

(cpu) CPU



PN _ ch3cl.gjf.Ix  gl6sub

[ @ccfep2 CH3Cl)s5 1s

PN 28254.sh PN 28254.5h.04529602 ch3cl.gjf
PN 28254.35h.ed4529602 ch3cl.chk ch3cl.gjf.lx
[ @ccfep2 CH3C1]:S

ch3cl.out

ch3cl.out
less tall

(.chk)
(ch3cl.chk)



formchk

(.chk) formchk

(.fchk) RCCS
csh (/bin/csh)
|[ @ccfep3 CH3C1]$ source /local/apl/lx/gl6/glé/bsd/gl6.login
(source™ /local/apl/Ix/g16/g16/bsd/g16.login) (m
bash/zsh (/bin/bash or /bin/zsh)
[ @ccfep3 CH3C1]$ source /local/apl/1x/gl6/gl6/bsd/gl6.profile
(source™ /local/apl/Ix/g16/g16/bsd/g16.profile) (m

[ @ccfep3 CH3C1]$ formchk ch3cl.chk ch3cl.fchk
Read checkpoint file ch3cl.chk
f()rrT](:r]L( Write formatted file ch3cl.fchk
FChkPn: Coordinates translated and rotated.
FChkPn: Coordinates match /B/ after translation and rotation
[ @ccfep3 CH3C1]$



(1): gl6sub

e gl6sub

 “core” (-j core)

« 6 CPU (-np 6)
« 72 ( -walltime 72:00:00 )

« Gaussian 16 Rev. B.01 (-rev g16b01)
* (g16a03 Gaussian 16 Rev. A.03 )
« Gaussian

gl6sub -j core -rev g16b01 -np 6 -walltime 72:00:00 (

. CPU



(2):

RCCS Gaussian
gl6sub, g09sub -rev

. ( -rev )
« Gaussian 16 Rev. C.01 (g16sub -rev g16c01)

« Gaussian 16 Rev. B.01 (gl16sub -rev g16b01 ; gl6sub )
» Gaussian 16 Rev. A.03 (g16sub -rev g16a03)
» Gaussian 09 Rev. E.O1 (g09sub -rev g09e01 ; g09sub )

» Gaussian 09 Rev. D.01 (g09sub -rev g09d01)
» Gaussian 09 Rev. C.01 (g09sub -rev g09c01)
» Gaussian 09 Rev. B.01 (g09sub -rev g09b01)



(3).

* ( jobtype = core )
« RCCS Linda jobtype = small large
Gaussian
« Gaussian
- CPU
« 1) CPU

. 2)3



(4):

gl6sub

QUT file(s) : ch3cl.out
Current dir : /lustre/home/users CH3C1
ISCRRTCH dir : /work/users/5{USER}/5{PBS JOBID}

$SUSER ID(3 ID)
$PBS _JOBID
( 4529602.cccmsl)

ch3cl.out
Entering Gaussian System, Link 0=/local/apl/lx/gleb0l/glé6/. .glb
Initial command:

1/ s/ alebh0] /el a /1] " ra/ /4529602 .cccmsl/Gau-336268.inp"
I—scrdir="/work£users/ /4529602 .cccmsl/"

Default CPUs for threads: o,7,8,9,10,11
Default is to use a total of 6 processors:

(ch3cl.out)
gl6sub, g09sub



(5). g**sub

« g09sub, gl6sub

(g16b01
«CPU GPU

« g1l6sub, g09sub

/local/apl/ix/g16b01l/samples

)

GAUSS_CDEF, GAUSS GDEF

%Mem, -m

P

(PN_*.sh

samples/

GAUSS_MDEF



