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FH PR B SOV AL ) TAE B 3%, it scp 8i sftp BhsCk 50 i 7 B0 SC A% 4
PR AR S A iz TAEES R el BL@E Is, cd, vi, head, tail Z5 linux & FH 1 SCH1
H SR i A8 PR S s Ao

‘z BB 5 HPC

F P TR iy 4 listnodes & & T ERAE M THE 2R, @it iy 4 set HOST=hpcname &t
HOST 5, W E I 54 T B dr SRR . EARf] HPC SCHHgE 2 1T /&
B EAE B PR HPC, (] dr4 sceput2, SR FHE FAER 4T, M E,
o EAR AT BRI A . bR R dr 4 scels A DL A 2| HPC ERSCAFA1IER, i
Fi 4> scecat filename 7] LAY F AN 2R

‘& KT BARTAE (i)

LN FHERfE T — 25 B Uy A B P SE O S RT R A3, FRAR TSR BT R ISR, BE
AbFRTHER S5 RS R IORTE RS B . M4 sceapp AT DAATIX £65Z B AR, 1%dn
SWE—NSHGEN LT, 18 listres A FTUEE 2], JFHNISEETEPITH@ S
HFT 75 (0 &P S HuE .

AT sceapp <app> -v T AN H FIRAS . 14T sceapp <app> -e &M FIFE L E . AT
sceapp <app> ‘echo $PATH’, nJ LAEE BRI a2 26 4%, Fd it scels BRI AT &5 2 B $2 (it
2 HIK .
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‘m T R K A RA

5 F X A 2 listres 7] LA B br£E8E Ll IS 338, 3247 listres softname 7] A& E
A% F N 3228 T AT 55 (R v ] F R A B 44 95

‘& B HES

1 FH A% T4 bsub $232/F Mk, 4% 301 LSF f bsub i &3 A2 25481 . bsub F command 2%
BURGEPAT N FH IS5, 124 50T LS S a4 listres 255 2.

& 5 A ()% k% 208 -g hpename@queuename, hpcname 1] LB 74 set HOST & & %1,
queuename JE I listres softname &5 . WIHRAFEE-q LT, A M KRG HBEFE—1M%Z
A AT A B4 28 1 BAT 55

WHRAYE E-W, BRNEML e KPATHS T 5 08, 7500 75 B -W 48 1B LA TP AT ]
RE-W N AR R, B l-W 1:00 2R — AN .

bsub i3 8 H RNV 1D 5, B UJID,

‘& BB

{5 F k% A4 bjobs 7] LB B /RN FIFEAE B CEIEMEIRE) . /EAIRA N DONE )RR~
AR IEEPATEE AR . ST 5 BRI ERER .

2 ARV AT FE AR 2 bkill, 2304 bsub iR 8 BN S .

\n REERH

WHZ G, 4R 57 TR HPC ERE L, {H ] scels in & R LB B CAFAIF, f#
H scecat 5 scetail #7427l AL A UM A, WIFE FEAbHE, FFAEH sceget2 fiv 4 T EFIM
MEH b (BSOS e %), SR adat sep 8L sftp BhisUr&sm 2 /n o FHPL RO RG2S

Schilniz

LAy 52l Ji5 8 Gromacs FIAE AN, BB U AT 72 iy AT PR TR R S T T BEAE S5, T
Hoi Ay 22 BB A i AR B 7 AN o

1. f£F Hsx MIEE H 3% projects/gromacs_test.

2. Wit sep P E S T E WInSCPPortable 7 1] (kg IR 2% 2%, K52 i B0 ik
10MB1.pdb 1 em.mdp 4% % H 5% projects/gromacs_test.
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3. it A4 sceput2 AL A hpe

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

4. 1§ sceapp Gromacs -v 7 & M F B AE A 5

[doepcomp7000@sce gromacs_test]§ listres Gromacs
APPNAME GRID HPC QUEVE VALLTIME NJOBS PEND RUN

(.::roaacs mainnode deepcompT000  scgrid 720 208 80 128
[deepcomp70008sce gromacs_test]$ sceapp Gromacs -v
gromacs~4, 0. 4-double

5. PATRFHURTACEE B Y, FEAG]h 75 ZEE YA B B AR ST ) tpr SCAF.

[deepcompT0008zce gromacs_test]$ sceapp CGromacs pdb2gmx_d -ignh -ff G43al —f 10MBL. pdb -o fws. pdb —p fw
5. top
WARNING: masses will be determined based on residue and atom names,

this can deviats from the real masz of the atom type
Entriez in atommass. dat: 178
WARNING: wvdwradii will be determined based on rezidue and atom nemes,

thiz con doviate from the real mass of the atom type
Entriesz in vdwradii.dat: 28
Entries in dgaolv,. dat: 7
Entriez in electroneg dat: 71
Entries in elements dat: 218
Reading 10MB1. pdb...

Pand 'R0 TAY IV NET nsrmm
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[deepcomp70008sce gromacs_test]$ sceepp Gromacs editconf_d -bt cubic -f fws. pdb -o fws.pdd —¢ -d 0.9
[deepcomp70008zce gromacs test]$S zcespp Gromacs genbox_d —cp fws. pdb —cz spc2lB. gro —o fws_bdem, pdb —p
fws, top
WARNING: msszes will be determined based on reegidue and atom names
this can deviate from the real maszs of the atom type
Entries in ntommass. deat: 178
WARNING: vdwradi:i will be determined baszed on residue and atom names,
this can deviate from the rsal msss of the atom typs
Entries in vdwradii.dat: 28
Entries in dgsolv, dat: 7
Entriez in electroneg dat: 71
Entries in elements. dat: 218
Neighborsearching with a cut-off of 0.48

:8eepcoap700005ce-gremac:_:e:tzs sceapp Gromncs grompp_d —f em.mdp -¢ fwe_bdem pdb —p fws. top -0 fws_em
. tpr
=) 6 R O M A C S (-
Gromacsz Runsz One Microszecond At Cannonball Spaeds
:=} VERSION 4.0.4 (-:
Written by David van der Spoel, Erik Lindshl, Berk Hess, and others.
Coprright (¢) 1991-2000, University of Croningen, The Netherlands
Copyright (c) 2001-2008, The GROMACS development team,
check out hrip!//www. gromacs. org for more informarion.
This program is free software; vou cen redistribute it and’or

madifyr ir indar tha rtarmz af tha FAl! flanavral Puhlis | icanca

6. AT listres B F deepcomp7000 ¥R 221 L, #HAT listres Gromacs A& Gromacs
N 2242, w] LA AT BAA scgrid .

[deepronpi0002sce gromacs_test]$ listres Gromacs

APPNAME GRID HPFC QUELE WALLTIME NJOBS PEND RUN

Gromacs nainnode daepcompi000  scgrid 720 12 0 12

7. AT bsub AR, W RHT AR THATIR D 10 3 h, BOAIRE-q R R SEER
NI AT BA S o

[deopcorpni000€ace n'amcs_’.e:!]i baub W 10 -p 4 -0 xn.0ut -e xn, err Gropacs -3 fvs_sm. ipr -¥
2cheduled res 12! deepocap!008scgrid

gid ip: 1276098279659754320, wjid is :235

Success!

8. 4T bjobs BE/EIHATIRA A DONE.
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[deepeonpT00082ca groascs_test]$ listres Gromacs

APPNAME GRID VALLTIME NJOBS PEND RLN
Gromacs ma:innode deapcomp 700 zegrid 20 12 0 12
[deapconpT(008zca gromacs_test]$ bjobs

CJ1n STAT QUELE EXEC_HOST JOB_NAME  SUSMIT UFDATE

235 DONE scgrid deepconpi000 *macs1525 Jun 04 15:23 Jun 04 15:27
234 TERMINA# zcgrid deepconpi000 #nacsl458 Jun 04 14:56 Jun 04 15:08
233 DONE scgrid doepconpi000 *nacsld5]l  Jun 04 14:51 Jun 04 14:32
232 DONE scgrid doepconpi000 #lmpild07  Jun 04 14:07 Jun 04 14:09
231 FAILED scarid_lo® deepconpi000 #ericlSas May 70 15:55 May 20 16:0]
230 DONE scgrid doepconpi000 4nameld03 Apr 23 14:03 Apr 23 14:04
229 DONE acgrid deepcompT000 *nameld03 Apr 23 14:03 Apr 23 14:04
228 DONE scgrid deepcompT000 *namel728 Apr 22 17:25 Apr 22 17:26
227 DONE zcgrid deepconpT000 *nemsl718 Apr 22 17:18 Apr 22 17:19
226 DONE scurid deepconpT000 *nemel717 Apr 22 17:17 Apr 22 17:18
225 DONE gput GPL_sccas *oricld23 Apr 21 14:23 Apr 21 14:23
224 SUB_ERR* all GPU_sccas *aricld2]l Apr 21 14:21 Apr 21 14121
223 DONE scyrid deepeonpT000 myamber Apr 07 14:57 Apr 07 14:58
222 DONE scgrid deepconpT000  xx Apr 07 14:41 Apr 07 14:43
21 DONE zegrid deepconpT000 AMBER1SEE Apr 06 15:56 Apr 08 15:57
220 FAILED  szcgrid deepconp 000 AMBER1ISZ1 Apr 08 15:41 Apr OF 15:44
219 FAILED  scgrid deepcompT000 AMBERIS3S Apr 08 15:38 Apr 06 15:39
215 DONE default chemistry *name 1608 Apr 01 16:06 Apr 01 16:07
217 DONE default chemiztry #*name 1606 Apr 01 16:06 Apr 086 14:53
218 DONE default chemistry #namel606 Apr 01 16:06 Apr 01 16:07

Press any key o0 continue...

You have guit list.

9. EHEME R, FaT LMER] scp Pl % 7 i .5 WinSCPPortable T % 75 £ ) 45 R 3

G

[deepcomp7000@sce gromacs_test] scels

#fws.pbd.1# 10MB1l.pdb

xn.out #fws.top.1# confout.gro ener.edr

xn.err

[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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