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TRV
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iR,
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‘L QTR BERFTH.

e Ha IR TAEH 3% WRFea —AMEFE, A LB scp 8L sftp B
FEE R RS I S5 28 Z TAE H N P I UE Is, cd, vi, head, tail 25 linux & F iS¢
PR H SR Ay & W RE P S

‘a EERY BRI

A% A4 scelib v LATEE B 4 BT #AF 008 B SS 28 M 9m R A 5545 2. . i&£0-h hpcname
RS E HRER M iR as B R 25 R, TR A (hpename) AT LU 4%
#r 4 listnodes A F, a7 LAE MR 7] LUl IS i 4 set HOST &% . i£5i-n softname ¥
AR E M A B B 42 T FEAAS B . RT-L BE IR, -1 B5 BAKK S
PR A BUE B R TR o

%\ ST E Y ET HOST & BT EIRE

FH PRI R 4> listnodes AT scelib 3265 B AR (11553, i #5< set HOST=hpcname %
SETE HOST MRir, W B M) 5 %4 74 HBE AT S8R o TEAEAT HPC U #RIE 2
R TEASSC R 1L 25 FTR R 1 HPC, ) 45 4 sceput2, BHUR BT L5 MSC 47, s F,
Foon BAE T H S PTA SCE . BB S8 H i 4 scels 7T LALAE F HPC _EMSCHR3&, §
Fi fi 4> scecat filename 7 DL B SCAE N 25
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14 FH P A% 1 4 scemake 7E H b TAENL L 4m i fe 7 .

WHRFRE P IR AZ make L0 1F, ELH{H FH scemake iy & & 4 R K (1) make iy A EPw], Lhin
scemake clean, scemake all 5545 . AR TR JE A 2 38— shell JAIA 4w 1%, 1 FH fir & scemake
—E scriptfile SCHl4aPE. R A R P FE tH— RV 1k 24k, EUCH I BRI —
shell JHIA

HeTi-c xxx.ged AR ged SCA R FI A 1 B G R AH G AR AR B o A TH-F xxx.t, RS
P4 P2 8 TAE 720 ged SCPRAN t SO #s i B B A1 2% (SCE Client HI 7 Tt ).
WER LCECRT R R P g B, R R E— AN 2K mpice MgmdEdr & HMEML N, WLV H a4
sceapp mpijob.openmpi mpicc xxx.c ii¥, mpijob.openmpi 7 LLE listres & F F, HAh v
f¥) MP1 i£4 mpijob.intelmpi F1 mpijob.mpich. 4RI A4 LK, H /7 a LURYE A O %
FHH MPI g U424, Eblnh AT alias pp=sceapp mpijob.openmpi, A4 PLJG g 3wt 7] PASRAT
pp mpicc xxx.c B AJ,

5. RXIHEES

i A% A4 bsub $2321ENE, #53UF1 LSF 1) bsub iy & JEA WAL, A FF-a (B2 mpi
KR, IRE AT, 7E bsub ) command SR IN generic, ISR IFATRET, WRIE
MPI KRN F AL bsub ) command 2 % HT [ il mpijob.intelmpi / mpijob.openmpi /
mpijob.mpich, B4k ] Lo i ik dr 4 listres 2 E F o

T & BAA 3% T1k% 3 9-q hpename@queuename,  hpename 7] LUE T fir 4 set HOST &5 3.
AT B AT R O] FH B BA B 4% 7 m LUl R #r 4> listres generic 25 2, ST HATHRE AR I BA
&7 REFEEE listres BF, R2ZHURHE MPI KB AFEMAE, mpijob.intelmpi /
mpijob.openmpi / mpijob.mpich. WIRAIEE-q LI, A MK RG24 B A%
Al FRIBA SR AE T AT 55

WA E-W, BRIAME Vi KPAT I (AR 5 4380, 75 0 75 B i -W i e AR AS T AT I 1]
SCHE-W NI R A X, HEGn-W 1:00 2R AN

bsub iy 43R [ BNk ID 5, B UJID.

\& EEEIRTS

fs HI R HS 4> bjobs Al AEE AL HSEAE R (BFFIRIRE) . /FIRE Ty DONE HIZ7R
SAEMVIE R AT S A BT 5 AR AP (5
2 ARV AT A 4 bkill, 2500 bsub 3R [FIENL 5

\m R RS

SRR Z G, I 4 RSO~ T T E R HPC 4E8E I, Al scels aiy & AT DL
O, 1 scecat B scetail iy 1l LAEE SCAF A, Wi NEbEE, 7518 sceget2
A FEEIMEE K e (SERIEE IS4, RG0SR P & ER T E S R o
FEFF SO NS IR 554 B R4, mT LUl IS scp B3 sftp #hisUf& i .
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CAG I AT IR AL T SRE T P_InsPecT Jufil, i BHIAE W iy AT FH A BT H g 4 5 . i
PERIPATREFT o

7F % H 3% 84 H 3% projects/P_InsPect.

[deepcomp7000@sce ~18% cod

[deepcomp7000@sce ~1§ cd projects
[deepcomp7000@sce projects]$ mkdir P_InsPecT
[deepeomp7000@zce projectz]$ l= P_InsPecT
[deepeomp7000@sce projects]$ 1=

P_InsFecT

[deepcomp7000@sce projects]$

2. A scp WrE S T E WInSCPPortable 7 il RS IR 25 %%, K+ P_InsPect 2 7 X4
4% % H 3% projects/P_InsPect.

TR BdW TN SO SR o BN a Sa

O HB- MBS WP B 3 [ e
-t M il . w0 GF Y2 %% ot Jeatect -l - o g %
- _—_“. e

sEzaspigfEEzE
WopcamnE Rk

Enmnn:
o

PV oy L ST A L zn . Bl w LN
. »

.
L6 KO of 3240 NB 1R 102 IR AN MY b 12
Fromb Smstel Sy g anefB oo Bl e e 0o @

25 weea > R

W TE, ArLM#EM Isivilcd/cat/tail/head 55 A linux SCHFEEIE M & AR BE B0 H 3%
projects/P_InsPect N [{IFE S0

FEFP B S S 75 B w3 2 A1, 1 HH sceput2 *fiy & _EAL 487 H i SCF 2 HOST %€ 1)
HPC 1,

AT set HOST & F Y uT TAEEERF RS 4% 5 deepcomp7000, #AT scelib —h
deepcomp7000 -k MPI #FH mpi [ % {5 5, 47 scelib —h deepcomp7000 —n
gnu_compiler & GNU 4B ds 2226 1 0. 6 227 m /R oK
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[deepcompT0008sce P_InsPecT]$ sat HOST
HOST=deepconpT000
[deepconpT0008zce P_InsPecTl$ =celib -h deepcamp7000 -k MPI

HOSTNAME SOFTNAME VERSION MACROFIELD
deepconpi 000 intelmpl 3.2, 1,011 IMPI
despeonpi000 mpich2 1.0.8pl NP1
deepconpT000 mvapich2 1. 2pl |MP1
despconpT000 openupi 1.3.2 MPI

[deepcompT00083ce P_InePecT]l$ scelib ~h deepcomp?000 -n snu_compiler
HOSTNAME 'SOFTNAME VERSION MACROFIELD

L

deepcoapT000 gnu_compiler 4.1 |CC, CPP, FO3, F77, F90, F95, FC

6. ZFEEIRAL T Makefile, FHHAT scemake 4 iFF2/F . 4T scmeake clean 7] DLV 4 3%
gEHR,

[doepcompT000@sce P_InzPecTl$ 1z Makefile
Makefile

{deepcomp70008zce P_InsPecTl$ scemake
File uploading, please wait......

File transfer finished

Compile on deepcomp7000 begin!

mpice -g —-DDEBUG -D_CONSOLE -03 -funroll-loops -c baszefi.c

mpice —g -DDEBUG -D_CONSOLE -038 -funroll-loepz -c BN.c

mpice —5 —DDEBUG —-D_CONSOLE -03 -funroll-loops -—c BuildMS2DB. ¢

BuildMS2DB. c(1439) : warning £181: argument iz incompatible with corresponding format string conversion
fprintf(File, * <ExonSequence Length=)"%d\ " %s< ExonSequence>\n", strlen{Exon->Sequence),

Exon->Saquence)

mpice —g -DDEBUG -D_CONSOLE -03 -funroil-loops -c¢ ChargeState, ¢

mpice —g -DDEBUG -D_CONSOLE -03 -funroll-loepz -c CMemLesk. ¢

CMemleak. ¢ {253} : warning 2303: explicit tvpe is mizzing ("int” assumed)
register usize:

7. ] scels 55 linux SCPFERAE A& B0 G PR A5 SR nT AT SCIF
8. AT bsub Ay FEALAEL

[deepeompi0000sce P_InsPecTl$ listres spijob. intelupi

APPNABME  GRID HPRC WEE VALLTI\E NJOBS PEND RIN
npijob, in* mainnode  deepcompi000  scprid 720 12 0 12
mpijoh. in® meipnede  deepeompiO00  scgrid_long 8640 12 ] 12

{deepcompT0008sce P_InzPecT)$ baub -q deepconpT000Bzcerid -n 4 -0 xn.out -a xn. err mpiich. intelmi ,/inspect -i xntezt/filein
put. txt -0 xntest/xnout

gid is: 1276271519213282573, ujid is :232

Success!

9. 4T bjobs EHEIEM AR
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[deepconpi0008sce P_ lanecT" bJaba
cJIp STAT QUEL

32 DANE scgrid despeoap? IO

23 FAILED  scurid_lo* despeoap?000 %ericlB58
230 DINE 2cgrid deepocapi000  *#nans] 03
229 DONE scgrid deepocap7000  #nansl403
228 DONE acgrid deepecapTi00 *nanel72d
227 DONE weprid despeoapT000  *nans1718
226 DONE scgrid deepooapi000 *papsl717
225 DINE gput GPl_sccas #ericld42d
22¢ SUB_ERRe ull GPU_gceas toricldll
223 DONE sexrid deepeonpi 000 mrasber
222 DONE 3cETid deepocapi 000 xx

22 DONE scgrid deepooap7000. AMBER1ISS6
220 FAILED  aecgrid deepconp7000 AMBER1G4L

19 FAILED  wenrid deepcoapi000  AMHAER1538
218 DONE default chomistry *nane 1606
217 DE defaulr chemistry #nane 1606
218 DONE dofaul: chemistyy fuano 1606

pa 1 DONE pcurid despcoapT000  biatins2
214 DONE zcgrid deepoonpi000  #8154102-
213 DONE zcgrid deeproapi000 blatlods

Preas any key to continue...
You huve quit list

10. ffi F  scels/cd/scevil/scecat/scetail 25 W k&% SC 1 ¥ 1F iy &

"E

1l &5 2R

xntest/xnout, 1 [T fir4> sceget2 xntest/xnout 7] 3214 M HPC F%‘QEW‘%% H3x, wfk
— B AR FE SR, T AE A sep PR i 1 E WInSCPPortable 7] PA N #iZ 45 B ek 2 H

JUONLES B A R

[deepcoapi0000zce F_InsPecTl$ lz xntest xnout
xntest xnout
[deepconpi0000zce P_InsPecT]$ tail xntest znout

antest/TESTDATA_297. m=XML 297 K. AS<83R.C sp POZ769 ALBU_BOYIV Serum albamin precu 1 -0.B06 3.008
0,080 0.750 0,250 0,291 2,000 0 98356 0.83399 0,000 9,082 1407 550605 {lo 036 -1, 170
xntest/TESTDATA_Z97. m=XML 27 K. AR99R. G sp | POO4E9 | PHS2_RABIT Glrycogen phosphoryl ~0.B068 3.008

L0868 0,080 0.780 0.230 0,291 2.000 098396 0.83399 0.000 0.092 3552 380805 415.036 -1.17%

xntest TESTDATA_297. mzXML 207 K. AN<56R. E ATEOG Hovine Gamma Actin -0.306 J.000 6068 0.060
750 0.200 0.291 2.000 0.98398 0.93399 0.000 0.092 11 680605 415.036 -1.18])

antest/ TESTDATA_297, nzXML 287 Q. ACDR-45. F zp | PO2TE9) ALB!:M IN Serun ulbumn precu 1 -0, 896 4,005
-402 1443 0.800 0.200 0.296 1.000 1.00000 -1. 44319 1325 SE0E05 415.036 -1 17
+

antest TESTDATA_207, mzXML 287 NAGIISR Y 3p PO0TZ2 | BGAL_ECOLI Beta-galactosidase | ~1.274 5.000 6.390
325 0.760 0.280 0.291 1.000 1, 00000 -5, L8760 -0. 468 4797 580605 415,056 -1, 159

xntest TESTIATA_297. mzXNL 287 Q. AP-T3R.Y ATBOG BHovipe Gamma Actinm, -1.276 3.000 6.436 0.320
L7500 0.280 0.291 L.0OD  1,00000 -5.25376 -0, 470 -0, 378 P800S 415,058 -l 191
xntest/TESTDATA_297, mzXML 20 L AH-33R.F ap | PO2769 | ALBU_BOVIN Serun albamin precu -1.344 5,006
L1BT Q.080 0.730 0.250 0.291 1000 1.00000 -&. 03044 NS aBOGO: 415.008 ~1.19
xntest TESTDATA_297. nzXNL 207 HAV-TIR R sp | PO26ES | CASS_BOVIN Beta casein precurs 1 ~1.345 5. 008
068 0080 0780 0250 0.291 1000 100000 -6, 11650 b 7 38 HEOBOG 415,038 -1, 20
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