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o FEITH[RELEFT1—DHEEE sinfo-s

[uleg0001@f@02 ~]$ sinfo -s

PARTITION

a024h
a@96h
b@24h
b@96h
c@24h
c@96h
doooh
do1zh
do24h
do72h
e024h
e@72h
debugbm*

up
up
up
up
up
up
up
up
up
up
up
up
up

00:
00:
00:
00:
00:
00:
00:
00:
00:
00:
00:
00:

6:

AVAIL TIMELIMIT
1-00:
4-00:
1-00:
4-00:
1-00:
4-00:

6:

12:
1-00:
3-00:
1-00:
3-00:

00
00
00
00
00
00
00
00
00
00
00
00
00

NODES(Activ/Idole/Other/Ttotal) NODELIST

44/06/6/116
44/50/6/100
0/2/0/2
0/1/0/1
3/11/0/14
3/2/0/5
23/78/11/112
23/78/11/112
23/54/3/80
19/19/2/40
0/24/0/24
0/8/0/8
0/4/0/4

a[001-116]

a[001-100]

b[001-002]

b1

c[005-018]

c[005-009]
d[001-080],e[001-032]
d[001-080],e[001-032]
d[001-080]

d[001-040]

e[009-032]

e[009-016]

g[001-004]

RSN OF1—ITEARGE . RS A (BELFHN)ICLD
F1—TEIHIRT HRELNDILOIEFIATEFE A,
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e U7 AOTKR sbatch

[uleg0001@f002 ~1$ sbatch RZ YT KT 7A)L

o EITHDIITDIEEE squeue

[uleg@001@ff@2 ~]$ squeue

JOBID PARTITION NAME USER ST TIME NODES NODELIST(REASON)

xxxXx d@24h testrun ulegdddl R 4:58 60 d[007-066]
yyyy debugbm testrun ulegd@@l CG 0:39 1 gool

e 37D FxvtI)L scancel

[uleg@@01@ff@2 ~]$ S scancel 371D 371D 371D
[ulegP001@ff@2 ~]1$%$ scancel xxxx yyyy




0.5 EEENDMEEE(1/3)

e _1 -US n%ﬁﬁﬁmm uacct

[uleg0001@f£f02 share]$ uacct

Charge information of uleg0001 in 201504

Computational: 8610.00 (Rack rate: 8610)

Items

A 9 nodehours, 1043.00 yen
B 0 nodehours, 0 yen
C: 90 nodehours, 7567.00 yen
D 0 nodehours, 0 yen
E 0 nodehours, 0 yen (0 yen)

Total charge




0.5 FFEDHEER(2/3)
o A—H—FEEMHEFR uvacct_apl

[uleg0001@£f£f02 share]$ uacct apl
Charge information of uleg0001 in 201504
0 (Rack rate: 0)

Computational:
Items
Gaussian 09: 48 nodehours, 5766 yen
MIZUHO/BioStation: 0 nodehours, 0 yen

Parallel CONFLEX: 0 nodehours, 0 yen

Total charge 5766.00




0.5 FREDMEFE(3/3)

BREMESE thismonth

7\)l/_7oé' y

[uleg0001@ff02 ~]$ thismonth
Charge information of leg in this month.

system njob avg_et avg nodes avg procs et nodes charge et max et np max np_max
A 7 2.2 6.9 75.4 622.2 46667.0 15.6 7466.8 480
B 0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0
C 0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0
D 0 0.0 0.0 0.0 0.0 0.0 0.0 0.0 0
E 1 0.0 10.0 200.0 0.0 30.0 0.0 0.2 200

TOTAL: 46697 yen
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=120 * £CPURFfE]/20 (D,EL RT L)
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1. /—FRNALSNDNFEMEITHIE

A,C,D AT LT Gaussian09F| HEI DL E 5+ E 51

Gaussian09 HAOT77AMIL

[uleg0001@ff02 g09test]$ tail inputO.log
.01\State=1-A\HF=-301.5468797\RMSD=5.008e-09\Dipole=-0.0002927,0.01423
84,-0.0316404\Quadrupole=0.464593,1.7311805,-2.1957735,-5.870745,-1.78
33127,2.6608152\PG=C01 [X(H404)]\\@

Any fool can criticize, condemn, and complain -- and most do.

-— Dale Carnegie

[Job cpu time: 0 days 7 hours 25 minutes 7.9 seconds}

File lengths (MBytes): RWF= 19 Int= 0 D2E= 0 Chk= 2 Scr= 1

Normal termination of Gaussian 09 at Fri Feb 7 15:46:00 2014.

Job cpu time: 0days 7 hours 25 minutes 7.9 seconds.DEZ 7 TE|B L.
A, C: (7+25/60+7.9/3600)/12=0.5835 [/ — I EF[H]
D :(7+25/60+7.9/3600)/20=0.3709 [/—FEE]]

A AT L\ (100/10+120)*0.5835=128 [H]

C AT /1(80/10+120)*0.5835=116[F]

D AT L (300/15+120)*0.3709=51[F]
/—FRAEHNFETTHELIEDV AT LAEIRNTT,
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7':'/"1/':'&_/ \MZAJ A2 L, SLURMZERIFAL T/\wF 3T &L TGaussian 09D EHEZ
RITIBAFRZRNMLET,

FIFAL =L Gaussian 09D IRIEHTF DEIR

SLURM®MD /\YF RO TrRIZEE L T ILDIRERTFE LIRS Gaussian 090D
ETEDSA—ILEFEWDITEIELTEET,

SLURM/ \swF R 9) T ~EC &5l
#export g09root=/home1/share/g09 # T 4 )LD Gaussian (FRTE[Fg09d0o1s D' 2)

#export g09root=/homel/share/g09c01 # Gaussian 09 Rev. CO1 PGIAV/NASE LK /NAFEEFhR
#export g09root=/homel/share/g09d01 # Gaussian 09 Rev. D01 PGIAX/NASEJLF /N\AF1)EEf kR

#export g09root=/homel/share/g09d01s  # GO9 Rev. DO1 PGIaA /(5 —RXO—FKE JLFkR
export g09root=/homel/share/g09d01s_intel # GO9 Rev. DO1 intel A2 /A5 —RXO—KE JLKIR



1-2. D3THERAVUTILARS) TR
/homel/share/g09 [ZVaTwAY T ILRAOYTRCERGAE ., /—FRAMF|, /—KFHE
i F|(Linda) FBEWVNTHYET . cNbZESEITOITRARIUTEERL TIZSLY,
LTI /—FRIEFNBY T ILRSY) T g09sample.sh TY,

[uleg0001@ff01~]$ cat g09sample.sh
#!/bin/bash

#SBATCH -p d024h # ¥a1—4%

#SBATCH -n 20 # RATOERH

#SBATCH -J Gaussian SHARED # Uad#f

#SBATCH -e Gaussian SHARED.e%J # ZEHA 87 [IP3T1D ITEH

# BEITS—HHN. 2T (FP3TID ITEH

#SBATCH -0 Gaussian SHARED.o0%J #3g09d01ls Intel Compiler versionZzFIFHT 57=&
# IntelAVNASDREEHEZHRELET
module load PrgEnv-intel # Intel AVNAJIREZHERTE

export g09root=/homel/share/g09d0ls intel # g09root TALURJMDIEE
#909d01s intellRTCEHEICTFEENH-EE(Eg09d01sITEFTHZ TZELY,

#module load PrgEnv-pgi-1210

#export g09root=/homel/share/g09d01s

. $g09root/g09/bsd/g09.profile # Gaissian IRIBZHEETE

# LT TIE$SMOL.comDHFTAEY E7OREZEITIEEL TOWSEERTE
MOL=test178 # ANTF7AILBDIETE

export GAUSS SCRDIR=/work/ # LT RIZYFTALIRNIEETE
time g09 <$MOL.com > $MOL.log # Gaussian ZE{TERFRIETA

sbatch AV RZEFE-TIITHRARY) T (] : g09sample.sh) #EITLET
S sbatch g09sample.sh
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