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14 FH P #% 1 4 scemake 7E H b TAENL L 4m i fe /7 .

WIHRFR P IR AR make #LI 40 1F, ELH{H FH scemake iy & & 47 K (1) make iy A BPw], Lhin
scemake clean, scemake all 5555 o 4R TR JE A2 38— shell JAIA 4w 1%, 1 FH fir & scemake
—E scriptfile StHl4mPE. R A YR P fE tH— RV 1k 24k, EUCH I BRI —
shell JHIA

HeTi-c xxx.ged AR ged SCA R FI I B Y PRAH G AR AR B o A TH-F xxx.t, AR
P4 P2 8 TAE T30 ged SCPRAN t SOfF#s i B B 15 2% (SCE Client H 7 T
WER LCECRT R R P g B, R R E— AN 2K mpice MgmdEdr 1AL N, W LAMEH a4
sceapp mpijob.openmpi mpicc xxx.c %1%, mpijob.openmpi 7 LLE listres & F F, HoAh v
f¥) MP1 i£4 mpijob.intelmpi F1 mpijob.mpich. 4RI A4 LK, H /7 a LURYE A %
FHH MPI g U424, Eblnh AT alias pp=sceapp mpijob.openmpi, A4 PLJG 9 3wt 7] LASRAT
pp mpicc xxx.c B AJ,

5. RXIHEES

i A% A4 bsub $2321ENE, #53UF1 LSF 1) bsub iy & JEA WAL, A FF-a (FE2 mpi
KR, INREHATR, 7E bsub ) command SR N generic, WIS IFATIER, WRIE
MPI KB BFIAN[FAE bsub Y command Z: (| [ il mpijob.intelmpi / mpijob.openmpi /
mpijob.mpich, B4k ] Lo i i dr 4 listres 2 E F o

T 58 BAAI 3% Tk% 2 9-q hpename@queuename,  hpename 7] LUE T fir 4 set HOST &5 3.
PAT R ATFE R AT I BA B 44 71l LB 4> listres generic 255 F, AT HATFERE (7] FHBA
47 FFEIEIE listres BE, REZHURME MPI KABAFMAFE, mpijob.intelmpi /
mpijob.openmpi / mpijob.mpich. I5RAYEE-q LT, A Mg RS 3 3gHFE— M%) H
Al F RIBA SR AE T AT 55

WA E-W, BRIAME i KPAT I (A1 5 230, 75 0 75 B i -W i AR AS T AT I 1]
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1. fEFEHx T4 H % projects/P_InsPect.

[deepcomp7000@zce 15 ed

[deepcomp7000@zce ~15 cd projects/
[deepcomp7000@sce projects]$ mkdir P_InsPeeT
[deepcomp7000@sce projects]$ ls P_InsPecT/
[deepcomp7000@=ce projects=]$ 1=

P_InsPecT

[deepcomp7000@sce project=]$

2. A scp WM E S i 1 E WinSCPPortable 7 il RS IR 25 %%, K+ P_InsPect 2 7 X4
4% % H 3% projects/P_InsPect.

HHL FEW BHEE) @S0 SEG RN EEE Mo

o EHEE- MBS WP T DB e

< DATA = @@ |
PecT

G Ga o (2 | P

|H ByInspact. prd 311,295 PYD e 31,2
PTnspect. exe 270,356 FEFIRRE 270,3
[ libexpate. 41 151,552 ERRESR 1515
(S libexpat. 211 151,552 ERRETR 1515
] SpliceDs. c 146,956 C i 148,%
103,297 C© Ik () Frestiod. ¢ 103, 2
[0 AdjustPTH. py 96,334 PY T [B) AdjustPTH. 5 6.3
B Trie. ¢ 90,311 C IrkE ) Trie. c an, 3
[ CesWHZPhos. model 86,080 MODEL JriF [ cosWhzEhos. modal 86,0
82,278 C IrkE [Z) Spliced o 82,2
80,085 C ik [Z] Bun. e 80,0
75,531 © ik [E] Tasser. = 75.5
64,388 C Wit B - 64,3
82,505 C ik [E) TonScoring. < 82,5
s2,083 FY T [E)PTHChooser I, py 62,0
ST,344 FYD [Herswm. pya 57,3
s6,485 Py drft [ Learning gy s6.4
s2.182 PY It || BHrrave oy 52,1
) Tl 5] =T
0 B of 3546 KiB in Dof 182
» [ 74 4B S5 7s SR S Te R Cf TT ABRER < Te MR r Fe MRME L F10 M

=1 SFTP-3 =1 0:03:49

3. WRFE, wLMER Isivi/cd/cat/tail/head 25 1 linux A ERAE A E A BE B S H S
projects/P_InsPect N [{IFE S0

4, FERFBMGERET EYRE 280, ] sceput2 * 4 _EA& 2411 H A U2 HOST WE )
HPC 1,

5. AT set HOST & FH 4T TAFEHE 55284 4 deepcomp7000, 4T scelib —h
deepcomp7000 —k MPI & F mpi %35 5, 47 scelib —h deepcomp7000 —n
gnu_compiler & GNU 4B ds 1 222 1 0. 6 227 m /R oK
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[deepcomp7000@sce P_InsPecT]$ set HOST
HOST=deepcomp7000
[deepcomp7000@sce P_InsPecT]$ scelib -h deepcomp7000 -k MPI

HOSTNAME SOFTNAME VERSION MACROFIELD
deepcomp7 000 intelmpi 3.2.1.011 MPI
deepcomp7 000 mpich? 1. 0. 8pl MPI
deepcomp7 000 mvapich? L. 2pl MPI
deepcomp7 000 openmpl 1.3.2 MPI

[deepcomp7000@sce P_InsPecT]$ scelib -h deepcomp7000 -n gnu_compiler
HOSTNAME SOFTNAME VERSION MACROFIELD

deepcomp?000 gnu_compiler 4.1.2 CC, CPP, FO3, F77, F90, F95, FC

6. ZFETHLE T Makefile, [RHFHAT scemake 4iiFfET . 4T scmeake clean 7] DL B g3
gER,

[deepcomp7000@sce P InsPecT]$ ls Makefile
Makefile

[deepcomp7000@sce P_InsPecT]$ scemake
File upleoading, please wait......

File transfer finished

Compile on deepcomp7000 begin!

mpicc —g —DDEBUG -D_CONSOLE -03 —funroll-loops -c basefd.c

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

mpice —g —-DDEBUG -D_CONSOLE -03 -funroll-locps -c BuildMSZDB.c

BuildMS2DB. ¢ (1459) : warning #181: argument is incompatible with corresponding format string conversion
fprintf(File, ” <{ExonSequence Length=\"%d\">%s<{/ExonSequence>\n”, strlen(Exon->Sequence)

Exon->Sequence) :

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

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

CMemLeak. ¢ (253) : warning #303: explicit tvpe is missing ("int” assumed)
register usize;

7. {4 H scels 5 linux SCAFHRAE i 2 B8 Yn B 25 R 00 AT AT 30
8. PUT bsub iy AT EM

[deepcomp7000@sce P:InsPecT]S listres mpijob. intelmpi

APPNAME ~ GRID HPC QUELE WALLTIME NJOBS PEND RUN
mpijob. in¥ malnnode deepcomp7000  scgrid 720 12 0 12
mpijob. in¥ malnnode deepcomp7000  scgrid long 8640 12 0 12

[deepeomp7000@sce P_InsPecT]$ bsub —q deepcomp7000@scgrid -n 4 -0 xn.out -e xn. err mpijob. intelmpi ./inspect -i sntest/filein
put. txt -0 xntest/xnout

gid is: 1276271519213282573, ujid 1= :232

Success!

9. AT bjobs A MIRES
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[deepcomp7000@sce P_InsPecT]$ bjcbhs

UJID STAT QUEUE EXEC_HOST JOB_NAME ~ SUBMIT UPDATE

232 DONE scgrid deepcomp7000  #Impil407 Jun 04 14:07 Jun 04 14:09
231 FAILED scgrid _lo* deepcomp7000 #*ericl555 Mavy 20 15:55 Mav 20 16:01
230 DONE scgrid deepcomp7000  #namel1403 Apr 23 14:03 Apr 23 14:04
229 DONE scgrid deepcomp7000  #namel1403 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 *ericl1423 Apr 21 14:23 Apr 21 14:23
224 SUB_ERR# all GPU_sccas #ericl1421 Apr 21 14:21 Apr 21 14:21
223 DONE scgrid deepcomp7000 myvamber 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 08 15:568 Apr 08 15:57
220 FAILED  scgrid deepcomp7000 AMBER1541 Apr 08 15:41 Apr 06 15:44
219 FAILED  scgrid deepcomp7000 AMBER1538 Apr 08 15:38 Apr 06 15:39
218 DONE default chemistry #namelB06 Apr 01 16:08 Apr 01 18:07
217 DONE default chemistry #namelB06 Apr 01 16:06 Apr 08 14:55
218 DONE default chemistry #namelB06 Apr 01 16:08 Apr 01 18:07
215 DONE segrid deepeomp7000 blatl552 Mar 18 15:52 Mar 18 15:54
214 DONE segrid deepeomp7000  #8154102- Mar 18 15:49 Mar 18 15:50
213 DONE segrid deepeomp7000 blatl544 Mar 18 15:44 Mar 18 15:45

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

10. i ] scels/cd/scevi/scecat/scetail 2 W % ¢ 1 # 1F dr & 0 UL & F 1F b 45
xntest/xnout, {4 sceget2 xntest/xnout 7K S HPC R E A% K H 3%, WiF ik
S ALER )RR R, AT sep B g L H WinSCPPortable 7] LR %45 5 4 5 H
FHLES ARG A .
[deepcomp7000@sce P_InsPecT]$ 1s xntest/xnout

Xntest/xnout
[deepcomp7000@sce P_InsPecT]$ tail xntest/xnout

xntest/TESTDATA_297. mzXML 297 K. AS+83R.C sp P02769 ALBU_BOVIN Serum albumin precu 1 -0.806 3.006
. 068 0.060 0.750 0.230 0.291 2.000 0.98396 0.93399 0.000 0.092 5 1407 580605 415.036 -1.170
xntest/TESTDATA_297. mzXML 297 K. AA+99R. G sp P00489 PHSZ RABIT Glycogen phosphoryl 1 -0.806 3. 006
. 068 0.060 0.750 0.250 0.291 2.000 0.98396 0.93399 0.000 0.092 9 3552 580605 415.036 -1.175
xntest/TESTDATA_297. mzXML 297 K. AN+56R. E ATBOG Bovine Gamma Actin. 1 -0.806 3.000 6.068 0.060
. 750 0.250 0.291 2.000 0.98396 0.93399 0.000 0.092 11 4923 580605 415.036 -1.181
xntest/TESTDATA 297. mzXML 297 Q. ACDR-48.F sp P02769 ALBU_BOVIN Serum albumin precu 1 -0.898 4.008
. 402 1.443 0.800 0.200 0.296 1.000 1.00000 -1.44519 -0.092 -0.092 5 1525 580605 415.036 -1.17
4

xntest/TESTDATA_297. mzXML 297 N.AG+113R. Y sp P00722 BGAL_ECOLI Beta—galactosidase 1 -1.274 3.000 6.390
. 325 0.750 0.250 0.291 1.000 1.00000 -5.18760 -0.468 -0.376 10 4797 580605 415.036 -1. 159
xntest/TESTDATA_297. mzXML 297 Q. AP+73R. V ATBOG Bovine Gamma Actin. 1 -1.276 3.000 6.436 0.320
. 750 0.250 0.291 1.000 1.00000 -5.21376 -0.470 -0.378 11 4835 580605 415.036 -1.191
xntest/TESTDATA_297. mzXML 297 I. AH+33R.F sp P02769 ALBU_BOVIN Serum albumin precu 1 -1.344 3.006
. 187 0.060 0.750 0.250 0.291 1.000 1.00000 -6.09044 -0.538 -0.445 b5 943 580605 415.036 -1.19
7

xntest/TESTDATA_297. mzXML 297 H.AV+71R.R =p P02666 CASB_BOVIN Beta casein precurs 1 -1.345 3.006
. 068 0.060 0.750 0.250 0.291 1.000 1.00000 -6.11630 -0.539 -0.447 0 36 580605 415.036 -1.20
6
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