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BRAN

HZ% (hEREEBESOT EEE YD) , B3 http://cscgrid.cas.cn/  “ HI R ss——H5 I
[ERE” F2E R

181 B R &9l /iR R

TRV

A A Tl e S 2k R R A R P P A A e A P S ) I PR R A 5 s L LR S
WEiE . JF HA N A Gt 2 AN 4, IF R EZKRPAT 24 m 2 A s el — Mt
HAES, THMEESR. indvE B AE EMBOSS, 24t T 240 m4 s T Eh isEm e
Gromacs, i EHAT 2 i 2 sE et E AT AR FE

R P {ERERE

‘L NRTHESR, RESETH.

FH PR B MOV TAE B 3%, it scp 8i sftp WhisCl 50 i 7 O BURE SC A% 4
PR HR S A iz TAEES R, el BL@E Is, cd, vi, head, tail Z5 linux & FH (S04
H SR i A8 PR S s Ao

‘z W EFE S S HPC

F P TR s 4 listnodes & & T ERAEMTHEL 2R, @it iy 4 set HOST=hpcname &/t
HOST 5, B I 54 T B fr SRR fF . EARf] HPC SCHHgE 2 1T /&
Bt EAE B PR HPC, Hdr4 sceput2, SR FHE FAER 4T, Bk,
o PAR AT H R TE . B2 JE A dr 4 scels i LA A 2] HPC ERISCHIER, i
Fi 4> scecat filename 7] LAY F SN 2R

‘& KT BARTAE (i)

LN FHERfE T — 25 B Uy A B P SE O S RT R A3, FRAR TSR T R ISR, BE
AbFRTHEE S5 RS BORTE RS B M4 sceapp AT DAATIX £658 B AR, 1%
SWE—NSHGEN AL F, 18 listres A FTUEE 2], JFHKISEETREPITH@S
HFT 75 () &P S HuE .

AT sceapp <app> -v T AN KIRAS . $h4T sceapp <app> -e &M FIFE L E . AT
sceapp <app> ‘echo $PATH’, nJ LAEE B 1 ar 22642, Fd it scels BRI AT &5 2 B $2 (it
M2 HIK .
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‘m T R K A RA

5 F X A4 listres 7] LA B Ar£E8E L] RS 338, 3247 listres softname 7] A& E
TEA% N 3228 T AT 55 I v ] F R A B 44 95

‘& B HES

1 FH A% 4 bsub #2232 /F Mk, 4% 30F1 LSF f bsub i & 3E A2 22481 . bsub F command 24§
BURGEPAT N FH 2T, 124 70T LS S a4 listres 255 2.

& 5 A ()% k% 208 -g hpename@queuename, hpcname 1] LB 74 set HOST & & 5.
queuename JHid listres softname & . WIRATEE-q LT, LMK RG 2 HBNEFE—1M%
N2 F AT A B4 28 1 BT 55

WHRAE E-W, BRNEML e KPATHS T 5 08, 750 75 L -W 48 AR AS TP AT TR
CRE-W N A R, B ln-W 1:00 2R — AN .

bsub iR [8lH FAENY ID 5, B UJID.

‘& BB

{5 F k% A4 bjobs A LB B /R IFEEAE B CEIEMEIRE) . /EAIRA N DONE %R~
AR IEEPATEE AR . ET0-1 ) BRI ERER .

2 ANV AT FE AR 2 bkill, 234 bsub IR [8 VBN S .

\n REERH

HHEZ G, S5RErE FREE R HPC 48 L, 1§ scels i 27l LA B -5 22, f#
H scecat 5 scetail #y & 7] A A SCHFN A, WIFE NEAbHE, TFAEH sceget2 av 4 T EFIM
M H b (ZHUREEN 4, SR8 scp 5 sftp BhsUEH R0 A A HLIORER .

Schilniz

LAy T8 71528 Gromacs (KIE R ABI, Ui B AT AE fiy AT HEE R 3R 58 BT TSRS, 0
Hoi Ay 22 BB A i i AR B 7 AN o

=

. fEFE H M IE H 3% projects/gromacs_test.

[deepcomiﬂooo@sce *15 ed projects/
[deepcomp7000@sce projects]$ mkdir gromacs_test
[deepcomp7000@sce projects]$ ls gromacs_test

=5 f

N
P

IS scp PN % 5% T H WinSCPPortable 7 ] Ik IR 2% 2%, K82 A i B0 S
10MB1.pdb 1 em.mdp 4% % H 5% projects/gromacs_test.
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"7 ezample - wan@159.226.48.52 — WinSCP

FHL FEW XHE &40 2FE RO EEE FHo
& HH- mES WP H L EEo T B - -
el DATA @ ie s at =] (Deromacs_test M= TR fat ]
£\ ] [ 97 P 20 E R TR AR 1 Lena B th
BF TR L N Al &F fipl Febh -
=) HEER B
[ #eontout. gro. 13 558,596 1% ¥ &= 10mBL. pab 33,302
|| #emer v 12 214,045 1% I = em. nip 59T
#fws.ydb 1# 22,328 1% M
[ #ws. vop. 12 T7IBT 1@ I
am log 1# 111,936 1@
[ #trai. ver 12 596, 104 1% I
[ ener. edr 214,046 EIR HfF
[#]4bg err 23,285 ERR i
[#]test. err 23,135 ERR HfF
= confout. gra 558,596 GRO i
[Hposre.itp 8,240 ITP i
[ test.15£ 178 LSF M
[H] test1 1:£ 175 LSF HfF
= em. map 59T MOF It
[ ndout. ndp 9,836 MDP HiF
[5]4bg out 2,453 OUT I
[#]test. out 2,466 OUT HfF
mmn pdb 33,302 PIE {4
| £ws. pae 22,329 PIB HfF
fws_h‘lam pdb 831,756 FOB i
[ test. out. zup 12,286 SWP P
[ fws. top 71,398 TOP i
Ligd fws_em. tpr 671,292 TFR MfF
[l tras. ter 598, 104 TER I P
£l nd Log 111,939 TFITH ~
< ] i 3=| @ £
DB of 4668 KiBin 0 of 26 0B of 33.893Bin 0 of 2

o Pz B [F re S35 B35 Sl T 50 of 7 QAT X ro MIBR Fre Bt K Fi0 1B

8 | sre3 @ 0:05:34

3. JEid a4 sceput2 AL E hpe

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

4. fdiF] sceapp Gromacs -v 71 & M FH A (A 5

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

Gromacs mainnode deepcomp7000 segrid 720 208 80 128
[deepcomp7000@sce gromacs_test]$ sceapp Gromacs —v
gromacs—4. 0. 4-double

5. FATRHIMIRTALEEAR 7, AEAY] b G ZLEL DA D IR AR T ST 14 tpr SCAF

[deepcomp7000@sce gromacs_test]$ sceapp Gromacs pdb2gmx_d —ignh —ff G43al —f 10MBIl.pdb —o fws.pdb —p fw

s. 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 rezidue and atom names,
thiz can deviate from the real mass of the atom tvpe

Entries in vdwradii.dat: 28

Entries in dgsolv.dat: 7

Entries in electroneg. dat: 71

Entries in elements. dat: 218

Reading 10MB1. pdb. .

R~nd TEWS TAVTN DET it
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[deepcomp7000@sce gromacs_test]$ sceapp Gromacs editconf_d -bt cubic —f fws.pdb —o fws.pdb —c¢ -d 0.9
[deepcomp7000@sce gromacs test]$ sceapp Gromacs genbox d —cp fws. pdb —cs spe2l6. gro —o fws bdem. pdb —p
fws. top
WARNING: masses will be determined based on residue and atom names,
thiz 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
Entries in electroneg. dat: 71
Entries in elements. dat: 218
Neighborzearching with a cut-off of 0.48

[aeepccmpTOOO@sceugromacS_test]S sceapp Gromacs grompp d —f em. mdp -c¢ fws_bdem. pdb -p fws. top —o fws_em
. tpr
=) G R OMAC S (-
Gromacs Runs One Microsecond At Cannonball Speeds
;=) VERSION 4.0.4 (-:
Written bv David wan der Spoel, Erik Lindahl, Berk Hess, and others
Copvright (ec) 1991-2000, Universityv of Groningen, The Netherlands
Copvright (¢) 2001-2008, The GROMACS development team,

check out http://www. gromacs. org for more information

This program is free software: vou can redistribute it and/or
mAadi Ffr 14+ andar tha +avme AfF +tha GNIT Gansral Puhlis Tiranca

6. AT listres & F deepcomp7000 b [¥1 5 FH 2 251K, 44T listres Gromacs 7% Gromacs
N B2 %%, wr LA BAS scgrid.

[deepcomp7000@sce sromacs_test]$ listres Gromacs
APPNAME GRID HPC QUELE WALLTIME NJOBS PEND RUN

Gromacs mainnode deepcomp7000 scgrid 720 12 4] 12

7 AT bsub $-ZZ ML, -W SRET TARL A TH AT R D 10 38h, BOAHRE-q R RS8R
I BCHIBAF o

[deepcomp7000@sce sromacs_test]S 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

Success!

8. T bjobs EFE {f kAT IRy DONE.
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[deepcomp7000@sce gromacs test]$ listres Gromacs

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

UJin STAT QUEUE EXEC_HOST JOB_NAME ~ SUBMIT UPDATE

235 DONE scgrid 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 #*macsl45]1 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 #*ericl5bb May 20 15:55 May 20 16:01
230 DONE scgrid deepcomp7000 *namel1403 Apr 23 14:03 Apr 23 14:04
229 DONE scgrid deepcomp7000 #nameld403 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_zccas #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 mvamber Apr 07 14:37 Apr 07 14:38
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  scerid deepcomp7000 AMBER1538 Apr 06 15:38 Apr 06 15:39
218 DONE default chemistry #namel606 Apr 01 16:06 Apr 01 16:07
217 DONE default chemistry #namel606 Apr 01 16:06 Apr 06 14:55
216 DONE default chemistry #namel606 Apr 01 16:06 Apr 01 16:07

Press anv kev to continue...
You have quit list

9. EEEAE: S, FHn] BUE T scp P& P m 1 E WinSCPPortable %% 75 21045 5

G

[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

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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