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i 4> listres software -a A LAEE A MRLLAERE ARG 145 € 44 N a2, BB R T A A7) 45 6
KA5E, HUN listres gaussian —a, i &%t o HPC ZIEAEREAL 7o I an SR 76 07 ) & 2 3 i
b/ FH AT BA UL A R Hh e FE R A R SR
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TAESERE WSO E N EATEER P 2 nE#, nTLUEE Mk 4 scels/scecat/scetail #E47 %
E, fEHTT M Is/cat/tail 55 linux 5 F SO 2800 A BEaliE tF LA R g, P AEAE TR
BAEELRA, FTLLE scels A AR AHE R, 04T scecat filename B scetail filename
BE A NE, HRASCRFERE SIS0t XS PR SO i SRR I ERAE B R\ 2400 TAE
FEACAR IR ORI FH P 2 H A .

FEVFRETR )5, FIP AT RERS 2O 45 oUW AR SRR B RGP iRk 5545 L, 7T AR
Wt% 5% sceget2, ZHUNTHE FHMCAFA T, TEMH KIS 26T H 5%

WRITERF A EEEEIEE K, BEEBIEJLHE 6B, AEUUEH sceput2 A sceget2 14,
HEHEE R,

LB HURE

PLHSEAL 2B Gaussian RS, 50 I A0AT 76 fiy 44T A58 v A5 RIS (10 68 51 95 4 U5 e
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1. 7EEHZF I H % projects/gaussian_test.

[deepeomp7000@sce ~1§ ed projects
[deepcomp7000@=zce projects]S mkdir gaussian_test
[deepcomp7000@zce projects]$ ls

P InsPecT gaussian test gromacs test

2. 8T scp WY P i L WinSCPPortable 1 8] W% IR 55 2% , K5 S B0 S48 methano.com
A% % H 3% projects/gaussian_testo
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FHL FEW IHEE &S0 SEE ERQ TEE FRw
O HD mBe @S E T WE GO mk B
o [ % (=] -@ ik - EMEG | R
e ]
& HHER 201 | i®)..
Chinput TR 200| | [T]methano. com 1,055
[#)um. err 43 ERR 3L 200
[MInsthana. com 1,055 Ms-Dos FEFd 200
[#)m. out. 1,005 OUT X 200
[E)nethane. chk 9,535,488 ERTHHEN 200
[l methane. Log 105,258 JLEIH 200
[ ganssian 23 i 200
[E readne 285 X 200
L] | EJES L]
0Bof9.417KBin 0of 8 0Bof 1.055Bin 0of 1
& P2 B 7 rd iR B35 £l U Fe #ah cf T aEER X re MRk o re B KL Flo0 BH
8 sre3 @ 1:4507

3. f#H listres gaussian —a 742 ] LA HEAN W R G0 A R 1 228 I 425 T gaussian B
H, I BATRELAZI T LM, DL BAF B3 A S L. Mz & BB SR E, Hhan A P
A LLIEFE A chemistry [SEREAR 45 28 e L TH 5o

[deepcomp7000@sce gromacs_test]$ listres gaussian -a

APPNAME GRID HPC QUEUE WALLTIME NJOBS PEND RUN
gaussian mainnode chemistry default 21600 0 0 0
gaussian mainnode deepcomp7000  scerid 720 12 0 12
gaussian mainnode deepcomp7000 scgrid_long 8640 20 0 20
gaussian mainnode deepcomp7000 altiz_s 1440 0 0 0
gaussian mainnode deepcomp7000 x64 blades 360 4937 2033 2887
gaussian KunMing kib QN_Norm 21600 576 0 576
gaussian  KunMing kib QS_Norm 21600 0 0 0
gaussian KunMing kib QN_Debug 15 0 0 0

4. ] listnodes fir & ] AT AR5 @ (NS ANG DL, SERNE DL AL P 2 A BURAE A -
MiZdir 2 Hf R E , AH X chemistry IXANMERENR 5548 BA MAIBUR, IF HiZ5me B b
WA RLF o

[deepcomp7000@sce gaussian_test]$ listnedes

GROUP GRID CITY HPC UPDATE

BRANCH HeFei HEFEI izsp Jun 04 16:15
BRANCH KunMing KUNMING kib Jun 04 16:13
BRANCH LanZhou LANZHOU casnw Jun 04 16:10
BRANCH QingDao QINGDAO qdio Jun 04 16:09
BRANCH ShenZhen SHENZHEN siat Jun 04 16:18
GPU mainnode BEIJING GPU_nao Jun 04 16:10
GPU mainnode SHENZHEN GPU_siat Jun 04 16:10
GPU mainnode BEIJING GPU_sceas Jun 04 16:10
GPU mainnode NANJING GPU_pmo Jun 04 16:10
MATINNODE mainnode BEIJING chemistry Jun 04 16:10
MIANNODE mainnode BEIJING deepcomp7000 Jun 04 16:10
SUBBRANCH mainnode SHANGHAT shao Jun 04 16:10
SUBBRANCH mainnode BEIJING ihep Jun 04 16:10
SUBBRANCH mainnode BEIJING imech Jun 04 16:10
SUBBRANCH QingDao SUZHOU sinano Jun 04 16:10
SUBBRANCH mainnode BEIJING big Jun 04 16:10
SUBBRANCH mainnode SHANGHAT simm Jun 04 16:10

5. f#i[H set HOST=chemistry iy & 1% & 4 #7 LAFEFEN chemistry.

[deepcomp7000@sce gaussian:test]S set HOST=chemistry
[chemistry@sce gaussian_test]$
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FEIUH B9 AR H e, 7T BUE SIRIRI_E AL 5 A SO, RS

S22 T BT S A S

e s TARGERE L. B MG 4 sceput2, % 0 2470 H T AE H 342 ~/projects/
gaussian_test, fEF B bl 8 TAEEREAR 55 % L B% 12 ~/projects/ gaussian_test (5 H 7
TAEERREF—F0 o AP ATLUMEH scels fr & & E BMERMAIE R CGZdr M 24 T TAEE
FEM~/projects/ gaussian_test H3& FHAT Is)

. /methanc. com
File upleoading, please wait.
File transfer finished

[chemistry@sce gaussian_test]$ ls

[chemistry@sce gaussian_test]$ sceput *

[chemistry@sce gaussian test]$ scels
Connecting, plea
methano. com

7\

[chemistry@sce gaussian_test]$ bsub -W 10 -n 4 -0 xn.out —e xn.err gaussian methano. com

% I B A A SCE 2 05 A bsub

se walt.

(Press Ctrl+C

scheduled res is: chemistrv@default

gid is:

Success!

1276442909158216628

ujid is :236

[chemistry@sce sftp:testjs bjcbs

to abort)

5

H 2~

e ARk, A H] bjobs A TEMLIRES o

UJID STAT QUEUE EXEC_HOST JOB_NAME  SUBMIT UPDATE

236 DONE default chemistry #s5ianl622 Jun 04 16:22 Jun 04 16:58
235 DONE segrid deepcomp7000 #macsl1525 Jun 04 15:25 Jun 04 15:27
234 TERMINA* scgrid deepcomp7000 *macs1456 Jun 04 14:56 Jun 04 15:08
233 DONE scgrid deepcomp7000 *macs1451 Jun 04 14:51 Jun 04 14:52
232 DONE scgrid deepcomp7000 *1mpil407 Jun 04 14:07 Jun 04 14:09
231 FAILED scgrid lo¥ deepcomp7000 #*ericlddd May 20 15:55 May 20 16:01
230 DONE scgrid deepcomp7000 #*nameld403 Apr 23 14:03 Apr 23 14:04
229 DONE scgrid deepcomp7000  #*namel403 Apr 23 14:03 Apr 23 14:04
228 DONE scegrid deepcomp7000  #namel725 Apr 22 17:25 Apr 22 17:26
227 DONE segrid deepcomp7000 #namel718 Apr 22 17:18 Apr 22 17:19
226 DONE scgrid deepcomp7000 #*namel717 Apr 22 17:17 Apr 22 17:18
22b DONE gput GPU_sccas *¥ericl423 Apr 21 14:23 Apr 21 14:23
224 SUB_ERR* all GPU_sccas #ericl421 Apr 21 14:21 Apr 21 14:21
223 DONE scgrid deepcomp7000 myamber Apr 07 14:57 Apr 07 14:58
222 DONE scgrid deepcomp7000 xx Apr 07 14:41 Apr 07 14:43
221 DONE scgrid deepcomp7000 AMBER1556 Apr 06 15:56 Apr 06 15:57
220 FAILED  scgrid deepcomp7000 AMBER1541 Apr 06 15:41 Apr 06 15:44
219 FAILED  scgrid deepcomp7000 AMBER1538 Apr 06 15:38 Apr 06 15:38
218 DONE default chemistry #namel606 Apr 01 16:06 Apr 01 16:07
217 DONE default chemistry *¥name 1606 Apr 01 16:06 Apr 06 14:55
Press any key to continue...

You have quit list.

8. il scels A A TARSERE LA SCAF (i H 15 0 o
[chemistry@sce gaussian test]$ ls

[chemistrv@sce gaussian test]$ scels

Connecting, please wait...... (Presz Ctrl+C to abort)
methano. chk
methano. com
methano. log

Xn. err

xn. out

. > 3 e

9. fHH scetail &H 45K AR N Ao

[chemistry@sce gaussian test]$ scetail methano. log

Connecting, please wait...... (Press Ctrl+C to abort)

025650, -0. 00010471 \\\@

KNOWLEDGE IS OF TWO KINDS: WE KNOW A SUBJECT OURSELVES OR WE KNOW

WHERE WE CAN FIND INFORMATION UPON IT

—-— SAMUEL JOHNSON
Job cpu time: O days O hours 1 minutes 9.1 seconds
File lengths (MBytes): RWF= 12 Int= 0 D2E= 0 Chk= 7 Ser=

Normal termination of Gaussian 03 at Fri Jun
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10. {4 FH #ir 4 sceget2 #4545 5 methano.log 1&% 1 P B /E (K RS IR S5 28 b o fx%
J& 3 T BAS Y scp WM 7 3 T L WinSCPPortable B SO M MRS IR S5 % T4 7 3 S L

fERLES Lo

[chemistryv@sce gaussian_test]$ sceget methano. log
File downloading, please wait......

/SCGRID/ sce/workspace/cs/wxn/1275773166105624103/methanc. log 100% 103KB 102. 8KB/s 00:00

File transfer finished
[chemistry@sce gaussian_test]$ ls
methano. log
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