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EFRAN

H2% (PEBZGGEI EIASEE Y , B3 http://cscgrid.cas.cn/  “ P IRGS——55
JEFE” ERIT N

BB R FRE RN A

TR

AW A T A — 8 5 A3 B P P A A 5 A P s R P I FH R 5 R B LA S
WEiE . JF HA N AR GRMIEZ AN 4, IF AR EZRKKPAT 2 A R e — Mt
FATS, ZHMEESE. WAEYE B8 EMBOSS, @4t 7 2/ 2130 1284t
Gromacs, 7 E=HAT ZAdr 2 et H TP

H FER{ERE

\« NETHES, BENEH.

FA P B OV TAE B s, it sep BiE sftp WhiSCH 15 i /5 O BUE SC 4% 4
PR AR5 25 iz TAEHS N, A BUEN 1s, cd, vi, head, tail %5 linux % FH i) S04
H SR A i 48 BRI Se H bR S0

\z W B LS E HPC

P TR PE a4 listnodes € T ER/EMITHE TR, @I w4 set HOST=hpcname W€ 1E
HOST M 5irh, WEMIZ JG1%4 TR e 252 . AR HPC SCIHHR1E 2 Rl 75
P A FAERFTEAER HPC, A4 sceput2, AT E MAERISCH4T, WICH*,
T bAR T BB E . EARZ R A4 scels I LLEE A 2 HPC ERSCAFAIER, fiff
74 scecat filename 7] A& SCAF N 2.

‘& TR RAATANE (RE)

FUeRN PR 7 —ter B A 2 A B A SE G SRR T R AL, AR VR RR S0, Bl
ACFRT S5 RO RS ERIE B . M2 sceapp P APATIX S5 B AHEAE, &y
LN SHGE NN AT, @i listres a2 I LEF 2, JFIHNSHUE 7 EZH0AT a2
A 75 1% P S H0k 0

AT sceapp <app> -v BEE M A HIRA T . 4T sceapp <app> -e A E N AR E . AT
sceapp <app> ‘echo SPATH’, W] LA 3 5 FH i) g & #6542, FRdid scels RIAT A 3 5 H $2 (it
a2 HIK .
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‘ 4, EETTRBINAFRAY

{5 FH R B iy 2> listres 7] LA H AREERE BT RN 335, 1847 listres softname 7] A& E
FEAS FH L R AS TH BT 55 Bz vl FH I A B 22 K .

‘& B EES

A% A4 bsub $EAAEML, #% U1 LSF ) bsub iy 23 AR WE L. bsub 1) command 2%}
BORZEPAT R 445, 1247 0] DLIEE S A 4> listres B 5 .

& & DA A )k Tk XN -q hpecname@queuename, hpename 7] Ll a7 4 set HOST & & 2.
queuename JHIL listres softname B FH . WIRAIRE-q BT, B4 Mg RS2 HEEE 4%
AT B BA B 28 1 AT 55

WERATEE-W, BRUEN I RPAT I TR 5 408, 15 W) 75 2l g -W 485 VRV AS TP AT i 18]
SCRE-W NER B RE C,  EEIn-W 1:00 S 4R — NN

bsub & i& 8 AR ID 5, BI UJID.

\& EEELRTS

A% a4 bjobs I LB B VEMLAFEAR(E B CEIEMEIRE ). 1EMIRE N DONE FIR R
AR IE B PATEE . & T0-1 51 BAE LB VEE E B .

2 EAEMY AT B MR 62 bkill, %04 bsub iR A fI1ENL S .

\m R R

WHZ G, SR8 FRrEEn HPC S8 I, {HH scels an & 1 A& F LA, #
H scecat B{# scetail iy 1 AR SN, Wi FEAEHE, FAH sceget2 a4 T FIM
MR H e (SHGEE B4, SR8 sep B sftp W& 2 /0 A ML RERE .

LR EE
PA7r T8 1155 Gromacs HIAE I 9], Ui WA A el 76 d AT PR FR R A M THRAESS, T
Hor A 22 AR A A 5 AL B PP R
1. fE3F H3X T AN H 3 projects/gromacs_test.

[dee-pcom-pTOOO@sce -N] S_ cd projects/

nnnnn

2 JEI sep MY P T WinSCPPortable i il RS IR 25 %%, K5 2 FH ) 508 S
10MBI1.pdb Fl em.mdp 1% % H 3% projects/gromacs_test.
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71’ example — wxn@159. 226.49.52 — ¥inS5CP

FHL FE® IHE &0 SEQ© BN mEEe Fho

& HS- RRe|EP|E T |FEE G B -ig-
BF T Feh | RE - & &F Eills
=0 LEERR ® -

[E #eontout. sro. 12 558,506 1# I = 1oWE1 pab
[ #ener. ear 12 214,048 1% FE [H en. nap
o) #ws. pab. 12 22,328 1% it

= #ews. top. 12 TTIET 1% I

[E #nd. Log. 12 111,938 1% I

[ #tra. tre 12 596, 104 1% Irit

= emer. ear 214,048 EDR JT¥

5] 4bg. arr 23,285 EER I

[#] test. err 23,135 ERR it

= contont. zo 558,595 GRD I

[Hposre. itp 8,240 ITP IO

[ test 155 178 LsF I

=) testl 1at 175 LSF HfF

= em. mdp Sa7  WDE 3T

[Hmaout. ndp 9,838 WP I

3] 4ve. out Z,453 O i

[#] test out 2,466 OUT ITit

= 10mBL. p i 33,302 PIE IO

=) £ws. pae 22,329 PIB I

=) s _baen. pdb 831,756 PIB 3%

= test. ont. sup 12,288 SHE T

= £ws. tep 77,398 TOP JTit

SN e71 oo TDD Tk

3. 4 sceput2 AL SCAEZE hpe

[deepcomp7000@sce ~] cd projects/gromacs_test
[deepcomp7000@sce gromacs_test] sceput2 *
[deepcomp7000@sce gromacs_test] scels
10MB1.pdf em.mdp

4. {#H sceapp Gromacs -v £ & N F B AF I A S

[deepcomp7000@sce gromacs_test]$ listres Gromacs

AFPNAME GRID HPC QUEUE WALLTIME NJOBS PEND RUN

Gromacs mainnode deepcomp7000 scgrid 720 208 80 128

[deepcomp7000@zce sromacs test]$ sceapp Gromacs —v

5+ AT A BURTAREL S 7Y, AR TG 2L I YA B 3R AR T R R I tpr S

[deepcomp7000@sce gromacs_test]$ sceapp Gromacs pdb2gmx_d —ignh —ff G43al -f 10MBI1.
5. top
WARNING: masses will be determined based on residue and atom names,
this can deviate from the real mass of the atom tvpe
Entries in atommass. dat: 178
WARNING: vdwradii will be determined based on residue and atom names,
this can deviate from the real mass of the atom tvpe
Entries in wvdwradii.dat: 28
Entries in dgsolv.dat: 7
Entries in electroneg.dat: 71
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[deepcomp7000@sce gromacs_testl]$ sceapp Gromacs editconf d -bt cubic -f fws.pdb —o
[deepcomp7000@sce gromacs_test]$ sceapp Gromacs genbox_d —cp fws.pdb —cs spe2l6. gr
fws. top
WARNING: masses will be determined based on residue and atom names,

this can deviate from the real mass of the atom tvpe
Entries in atommass. dat: 178
WARNING: wvdwradii will be determined based on residue and atom names,

this can deviate from the real mass of the atom tvpe
Entries in vdwradii.dat: 28
Entries in dgsolv.dat: 7

[deepcomp7000@sce gromacs_test]$ sceapp Gromacs grompp d —f em mdp —¢ fws_bdem. pdb

B g
ey 6 O®H ONMEA € S G

Gromacs Runs One Microsecond At Cannconball Speeds

:=) VERSION 4.0.4 (-:

Written by David van der Spoel, Erik Lindahl, Berk Hess, and others.
Copvright (c) 1991-2000, Universitv of Groningen, The Netherlands
Copvright (c) 2001—2008, The GROMACS development team,

R et TR 1 PR AR e e el o L s ok R

6. AT listres &H deepcomp7000 [ 35 0L, AT listres Gromacs £ Gromacs
MR 2ede, v EHBAS scgrid.

[deepcomp7000@sce gromacs_test]$ listres Gromacs
APPNAME GRID HPC QUEUE WALLTIME NJOBS PEND RUN

7+ AT bsub AL, -W RHT TARMLAS TF AT B0 10 208F, BT sE-q R RS
I BCHIBAS o

[deepcomp7000@sce gromacs_test]$ bsub -W 10 -n 4 —o xn.out -e xn. err Gromacs —-s fws_em. tpr —v

scheduled res is: deepcomp7000@scgrid
gid is: 1276099279659754320, ujid is :235

8+ AT bjobs EAH VRV AT IRZE Y DONE.

2018-3-6 B R T EALR 25 B OB THE PO Page: 6 - 5



ScGrid I F i 7

[deepcomp7000@sce gromacs_test]$§ listres Gromacs

APPNAME GRID HPC QUELE WALLTIME NJOBS PEND RUN
Gromacs mainnode deepcomp7000 scgrid 720 12 0 12
[deepcomp7000@sce gromacs test]$ bjobs

UJID STAT QUEUE EXEC_HOST JOB_NAME  SUBMIT UPDATE

235 DONE scgrid deepcomp7000 *macs1525 Jun 04 15:25 Jun 04 15:27
234 TEEMINA* segrid deepcomp7000 *macsl456 Jun 04 14:56 Jun 04 15:08
233 DONE scgrid deepcomp7000 *macsl1451 Jun 04 14:51 Jun 04 14:52
232 DONE scgrid deepcomp7000 #*1mpil407 Jun 04 14:07 Jun 04 14:09
2o FAILED scgrid lo* deepcomp7000 *ericlddd May 20 15:55 May 20 16:01
230 DONE scgrid deepcomp7000 *nameld03 Apr 23 14:03 Apr 23 14:04
229 DONE scgrid deepcomp7000 #nameld(03 Apr 23 14:03 Apr 23 14:04
228 DONE scgrid deepcomp7000 *namel725 Apr 22 17:25 Apr 22 17:26
227 DONE scgrid deepcomp7000 *namel718 Apr 22 17:18 Apr 22 17:19
226 DONE scgrid deepcomp7000 #namel717 Apr 22 17:17 Apr 22 17:18
225 DONE gput GPU_sccas *¥ericl423 Apr 21 14:23 Apr 21 14:23
224 SUB_ERR* all GPU_sccas *¥ericl42]1 Apr 21 14:21 Apr 21 14:21
223 DONE scgrid deepcomp7000 mvamber 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

9. AHNEALEE R, I AT LME A sep PN 7 i T A WinSCPPortable T 7 2 ) 45 2R 3¢
.

[deepcomp7000@sce gromacs_test] scels

#fws.pbd.1# 10MBl.pdb em.mdp fws.pdb fws bdem.pdb md.log posre.itp traj.trr
xn.out #fws.top.1# confout.gro eneredr fws.top fws em.tpr mdout.mdp pre process
XN.erT

[deepcomp7000@sce gromacs_test] scecat xn.out

[deepcomp7000@sce gromacs_test] scetail traj.trr

[deepcomp7000@sce gromacs. test] sceget? traj.trr
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