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1. PAFAZH hpe-user RanH A BRI EMERENKS; login node RINAFE DX EF
REp=E

3. MBS e 4 T A S

4, TEAENVERAZ Z BT, EUUE 2R Linux 3B LA 64 (Bltn: vi B vim. cd.
mkdir. Is. pwd %) F1 NAMD &4,

— ARAkFERL

1. fEHM EH Xshell 7 /o (B HABSERRAT) EhfimERelk s, HARIEE DM
PEREMK SAEMIAN 3 X, EREk S USRI : pwd, AILLEZIGFE, home- & I 1t &
TR REMK T BT EER 7 X (B9 GG 771X

nsggl82 L7@gcn@2:~> pwd
Jhome-gg/users/nsgglB2 L7

nsggl82 L 7@gcn@2:~> I

o 2. MFHEHARZARNL, fERVEREK S RO AR ST 130K test/NAMD/apoal
GizARRR] IR A 224D

hpc-user@login node:~> mkdir -p test/NAMD/apoal

e 3. HFTP LEGZEMRENK S, B rHHETME A HET XFTP L&EZRK S B3
T test/NAMD/apoal:

Jtest/NAMD/apoal
=2 guh xR
2| apoal.psf 12.86ME  PSF 304
@ apoal.pdb 6.77MB  Protein D..
|&| par_all22_prot_lipid.xplor 152KB XPLOR ...
<] apoal.namd 794 Bytes NAMD 2.
= ipar_all22_popecxplor 460 Bytes XPLOR 3Z.

o 4, V¥ Xshell Fti, #ENEGISCAJed.

hpc-user@Iogin node:~> cd testtNAMD/apoal

o 5. fgEEE RAAE NI A S/ namd-2.10_GG.Isf (AT 7E Windows &4t 5 4
PLUGH FTP LH FfE; BILL GG X EEMNAFLHFEFE I AHD , G 77X NADM 4%k




[ 5 88 2 vk SR D CERIINZ 5D ) g PR RE o 50

PEIA R4 AE /home—gg/soft/jobscripts/H. B EMARGEE, EF
namd-2.10_GG.Isf BN T JEIA (AR TGRS 15 50 -

y _OLL@ycn26 -1% 1s /home-yw/soft/jobscripts/
GaussianB9D81 VASP5.4.1 gromacs-515_YW.lsf namd-2.16 YW.Llsf | nwchem-6.6_YW.lsf

cp2k-6.1_YW.lsf Lammps -2018Marl6_YW.lsf “mamd=2=3i=w=s™ ge-6.3_YW.lsf
macs-2018.4_YW.1lsf Llammps-2019Augd7 YW.lsf namd-2.12 YW.lsf wrf-4.0 YW.lsf

n26 ~1% I

o 6. RMEHEAEZNTT AR LR JIATE I 2 575 ER AR S5 ISRk GER cp Jas JHT
BER) -

nsggl82_ LZ@gcn@2:~/test/NAMD/apoal> cp [home-gg/soft/jobscripts/namd-2.18_GG.1lsf ./

o 7. BHEARBIA:

hpc-user@login node:~/test/NAMD/apoal> vi namd-2.10_GG.lsf

o 8. HIATEET, BEAGEMI. BFANFELT, B0 N AT ERES LT EK:

1. APP_NAME=intelG mid N$RIAEMIHEKIBAF, AR AR R E T
RBIBAFIAMEIR, 2 W& 5 XFRASAEMVEIAS K A F1 35 B 5

2. Np=12 NIEZME KB RZE, 7T DUREES R ZidE T B8 BR FN 73 X4t
HAh XN 12 % (FN 31X 32 1%) , f&EE 1 AT, #UUTH 12 f124%
B CHrisRID

3. tapoal.namd. apoal.log A¥iA. Hth3Xh4, BBRBNTITELZRILIR,

#1/bin/bash
APP_NAME=intelG_mid
NP=12
NP_PER_NODE=12
RUN="RAW"
CURDIR=$PWD

source /home-gg/soft/envdir/namd-2.10.sh

mpirun -np $NP namd2 apoal.namd > apoal.log

o O, HTHREL LM esc B, I wa RAFBIASIIE, JRIRH

o 10+ BERIASCAEEEH N UNIX A% 30 (A Windows R 40 b A% (15 0B 4, ASSR$R
ARV ARl A5 L DU SE H P A, JFAE Linux FREEH AT 125, AT e
HIEEIR 10, 11, HIRSSARALRIIA L FRA N namd-2.10_GG.Isf, 7 A& SO x
MEAZFR)


http://10.68.0.120/grav-admin/home/queues
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hpc-user@login node:~/test/NAMD/apoal> dos2unix namd-2.10_GG.Isf

11 T BAA SCA ] AT AR -

hpc-user@login node:~/test/NAMD/apoal> chmod +x namd-2.10_GG.Isf

12. F bsub iy & HEAZE A

hpc-user@login node:~/test'NAMD/apoal> bsub namd-2.10_GG.Isf

nsgegl82 LZ@gcnB2:~/test/NAMD/apoal> bsub namd-2.16 GG.lst

Job <£5147975> is submitted to queue <intelG mid>.

13, WA IER, MBI m FAE (b Job LT N: JobID, ®AMES
1 JobID A—#f, T[HEHE JobID BHEZALSSIHN, IR, 5 & & %0 JobID, &
BT A SR

Job <5147975> is submitted to queue <intelG_mid>.

14, BEESREHENR, 7T LME R bjobs 4 (4H¥: Done successfully. The
CPU time used is xxxx seconds it B+ A 455 .

hpc-user@login node:~/test/NAMD/apoal> bjobs -| 5147975

nsgRl82 LZBgcn02:~/test/NAMD/apoal> bjobs -1 5147975

Job <5147975>, User <nsggl82 LZ>, Project <default>, Application <Gapp>, Status
<DONE>, Queue <intelG_mid>, Job Priority <50>, Comma
nd <namd-2.10 GG,1sf>, Share group charged </nsggl82
LZ>
Sun Feb 16 18:50: Submitted from host <gcn®2>, CWD <SHOME/test/NAMD/apo
al>, Output File </home-gg/users/nsggl82_LZ/test/NAMD
[/apoal/output.%)>, Notify when job ends, 24 Processor

s Requested, Requested Resources < span[ptile=12] >;
Sun Feb 16 18:50:23 Started on 24 Hosts/Processors <12%gg@327> <12%ggo732

>, Execution Home </home-gg/users/nsgglB82 LZ>, Execut

ion CWO </hnsvfgg/uuvru/nagg13) LZ/test/NAMD/apoal>;
Sun Feb 16 18:51:25 Done successfully.| The CPU time used is 1096.5 second

s

15, S ELAE, W UEE RSO, AL S UHEES (RLEA TR E
IETHI B E DN

hpc-user@login node:~/test/NAMD/apoal>tail apoal.log

16, GRS, 7EHH S apoal.log Ht a2 HEL AN T84
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nsgeli2 LIBgcnB?:~/test/NAMDSapoal?> tail apoal.log

WRITING EXTENDED SYSTEM TO OUTPUT FILE AT STEP S88
WRIT IR ATES TO OUTPUT FILE AT STEP S€
The la

WRITING

The last velocity output (seq=-2) takes ©_.882 seconds, 497

seconds, 497.469 MB of memory in use

469 MB of memory in use

CPUTime: 45 756187 Memory: 497 468758 MB
] End of program
nsgel82 LZ@gcn@2:~/test/NAMD/apoal> I

— S P A 4

o 1. NAMD B2 58 B o 2B BN AT 30

anftteatggégcnag:fhnme—ggfanftﬁpackagedirﬁnamd-2.lﬁ—parallelfNAMD 2.18 Source/Linux
inc Make.config M epe e obj
softtestgg@gcne3: /home-gg/soft/packagedir/namd-2.10-parallel/NAMD B Source/Linux

o 2. # i HFH NAMD #AF R AT AT SCAFBAT FE I (8] SCAF A B Bl iR, WA 203t N\ 2w
PEAT A, HENGR IR S A 1P HhE TR L 5% 20 DX 20 08 10 L, TE R ERAR N 4 X A 2 BT
B ssh +ZwmPET A IP/ &Ko

o 3. WEMAH ST NAMD PR 5G4 & $5 ULV 22 1K 5 1~/ .bashre SCAFFRIF] (LA
GG 4> X N, ¥ ln/home-gg/soft/envdir/namd-2.10.sh) -

hpc-user@compiling node:~/test/NAMD/apoal> vim ~/.bashrc

p.],lr‘.;-,li_j-_. El!& -
zh_CN.UTF

ce fhome-gg/soft/envdir/namd

o A, W NEEL LM esc G, WA :wg PRAFIASCHE, FFiBH .

e 5. FHEMAT source ~/.bashrc, AReff AR CEELRMN, WARBEMNN, Bk
AN Gm P AT HERE R AT

o 6. RIWTHEAT RIS [A] SCA A0 P B AT


http://10.68.0.120/grav-admin/home/compiling-node

