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QCG-SimpleClient oferuje prosty, wzorowany na poleceniach systemu kolejkowego, interfejs do infrastruktury QCG.

Wszystkie przyktady prezentowane na tej stronie majq na celu przedstawienie mozliwego opisu zadania dla danej aplikac;ji.
Nie stanowig rekomendaciji i sg tylko przyktadami, ktére mozna dowolnie rozszerza¢ i modyfikowac.

W wiekszosci przypadkéw do uruchomienia tych zadan konieczne sa pliki wejsciowe, ktére nie sg tu dostarczane.
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Aplikacja Abaqus

#QCG host =bem

#wynmagani e pam eci w nb
#QCG menor y=2000

#l i czba wezl ow rdzeni
#QCG nodes=1: 4

#QCG appl i cati on=abaqus
#QCG ar gunent =desi gn. i np
#QCG stage-in-file=design.inp

#QCG stage-out-dir= . -> abaqus-results-${JOB_| D}

#QCG out put =out put . ${JOB_I D}
#QCG error=error.${JOB_I D}

Aplikacji ABINIT



#QCG queue=pl grid-1ong

#QCG not e=4QLsTi +Ni _h3

#QCG out put =nyj ob. | og

#QCG error=nyj ob. error

#QCG stage-in-file=Bi2Se3.in
#QCG stage-in-fil e=Bi 2Se3x.files
#QCG stage-in-file=34se. 6. hgh
#QCG stage-in-file=83bi.5. hgh
#QCG stage-in-fil e=22ti. 4. hgh
#QCG stage-in-file=28ni.10. hgh
#QCG stage-out-dir=. -> results-${JOB I D}
#QCG nodes=1: 8

#QCG menory=12000

#QCG host =hydra

#QCG wal | ti mne=P7D

#QCG appl i cati on=abinit

#QCG ar gument =Bi 2Se3x. fil es

#QCG gr ant =npj _gr ant

Aplikacja GAMESS

#1/ bi n/ bash

#QCG queue=pl gri d-1ong

#QCG wal | ti ne=P4D

#QCG not e=nano3_3+hcl - gns- np2- accd_FOO_tryton

#QCG out put =out put s/ nano3_3+hcl - gns- np2- accd_FO00_t ryt on. out put

#QCG err or =out put s/ nano3_3+hcl - gns- np2- accd_FOO_tryton. error

#QCG stage-in-file=nano3_3+hcl - gns- np2-accd_FOO_tryton.inp -> nano3_3+hcl - gns- np2-accd_F00_tryton.inp
#QCG st age-out-fil e=nano3_3+hcl - gns- np2- accd_FOO_tryton. | og -> out puts/ nano3_3+hcl - gnms- np2- accd_FOO0_tryton.
| og

#QCG nodes=2: 12

#QCG menor y=16000

#QCG host =tryton

#QCG appl i cati on=ganess

#QCG ar gurment =nano3_3+hcl - gns- np2- accd_F00_t ryt on. i np

Aplikacja GAUSSIAN

#QCG queue=pl gri d-1ong

#QCG nane=et anal

#QCG not e=et anal Gaussi an

#QCG out put =${JOB_| D} . out put

#QCG error=%${JOB_I D}. error

#QCG stage-in-file=etanal.gjf -> etanal.gjf
#QCG stage-out-file=wynik.tar -> ${JOB_ID}.tar
#QCG nodes=1: 12

#QCG host =tryt on. t ask. gda. pl

#QCG wal | ti mne=P7D

#QCG not i f y=nmi | t 0: pi ont ek@ran. poznan. pl
#QCG menory=15360

#QCG preprocess=echo START

#QCG appl i cati on=g09

#QCG ar gunment =et anal . gj f

#QCG post process=tar cvf wynik.tar *

Aplikacja NAMD



#QCG not e=NAMD apoal

#QCG nane=ex_1

#QCG host =hydra. i cm edu. pl

#QCG wal | ti mne=PT10M

#QCG queue=pl grid

#QCG nodes=1: 12:

12

#QCG out put =apoal. out put

#QCG error =apoal. error

#QCG appl i cat i on=NAMD

#QCG ar gunment =apoal/ apoal. nand

#QCG stage-in-fil ezapoal. zi p

#QCG preprocess=unzi p apoal.zip

#QCG stage-out-dir=. -> results

#QCG not i f y=xnpp: t omasz. pi ont ek@l gri d. pl
#QCG wat ch- out put =mai | t o: t p@mi | , 20, ENERGY

Aplikacja R

#QCG host =zeus
#QCG queue=pl grid
#QCG wal | ti ne=PT5M
#QCG appl i cati on=R

#QCG out put =${JOB_| D} . out put

#QCG error=%${JOB_|I D}. error

#QCG ar gunent =PoDA- exanpl e. R

#QCG st age-in-fil e=PoDA- exanpl e. R

#QCG stage-in-fil e=PoDA. R

#QCG st age-i n-fil e=PoDA- exanpl e- dat a. RDat a
#QCG st age-out-fil e=Rpl ots. pdf

Konwersja pliku tekstowego

#!/ bi n/ bash

#QCG host =zeus
#QCG queue=pl grid
#QCG wal | ti me=PT5M

#QCG out put =${JOB_| D} . out put
#QCG error=${JOB_I D}. error

#QCG stage-in-file=input.txt -> |ower.txt

cat lower.txt | tr "[:lower:]" "[:upper:]" > upper.txt

echo "Liczba znakow. " “wc -m upper.txt’
sl eep 120
echo "Koniec: " “date’

#QCG st age-out-fil e=upper.txt -> ${JOB_I D}. upper

Wiasna Aplikacja MPI



#QCG not e=CPni nV04_npi 1024

#QCG host =tryt on. t ask. gda. pl

#QCG nodes=4:12: 2

#QCG queue=pl grid

#QCG stage-in-dir=.->.

#QCG stage-in-file=../nm nV04

#QCG st age- out -di r =out dat a

#QCG stage-out-file=log

nodul e | oad opennpi

npi run -machi nefile $QCG NODEFI LE --cpus-per-proc 6 --bysocket ./nminV04 > |og

Zadanie parametryczne

#!/ bi n/ bash
#QCG wal | ti ne=PT5M

#QCG par anet er - sweep=MONTH- >| i st : Jan, Feb
#QCG par anet er - sweep=DAY->for:0..10..5

#QCG out put =${JOB_| D} . out put

echo ${JOB_I D} paraneters: MONTH=${ MONTH} DAY=${ DAY}
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