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-5 MetaCentrum Programy

Prehled nejpouzivanéjSich programu
Prehled za obdobi od 22.11.2007 do 21.11.2008

Poslednich 24 hodin | Posledni tyden | Fosledni mésic | Fosledni 3 mésice | Foslednich & mésicd | Posledni rok |

Od: IEZ.H.ZDD? Wiyhrat |d0: |21.1'I.EDDB Wyhrat | Patvrdit |

Malezeno 1,712 poloZek, zobrazuji zdznamy od 1 do 20. [PrnifPredchozi] 1, 2,3, 4,5, 6, 7, 8 [Dalsi/P osledni] Pocet na stranku:
I 20 vl

Aplikace Wl Nazev piikazu = Soucet ¢asii béhu 2} Soucet casti systemu =
Ostatni At 30361:34:30,01 193753:22:07 59 297835 12 Zobrazit uiivatele
Amber _pmemd.mpi 212871:10:07 &1 1857982729 F7 13025:14:33,12 Zobrazit uzivatele

Gaussian 19999 axe 12782000146 72 177150:13:20,10 2165:57:24 22 Zobrazit uzivatele

Gromacs mdrun_d_rmpich 174162:16:03 59 133083:18:52 78 BaR9:18:47 99 Zobrazit uzivatele
Armber _sander.mpi 117599:36:26 79 O8174:36:45 94 9036 16:09 04 Zobrazit uzivatele
Armber sander. MPI OF287:05:59 99 057314751 25 2821614 87 Zobrazit uzivatele
WASP vasp_nclm 110649:03:20 06 92400 02:55 96 9302:07:19,86 Zobrazit uzivatele
Flugnt fluent_mpi.6.3. 113363:09:13 46 BE430:25:11 39 21177:30:27 B9 Zobrazit uzivatele
Amber priemd. MPI 70903 16:43 78 G767 2:13:26 A6 2576:44:40,90 Zobrazit uzivatele

Gaussian 1502 exe 25280:12:16 95 B4002:19:40 54 f30:50:14 92 Zobrazit uiivatele
Ahinit abinip_v5.3.5_m F1278:89:36 15 B21R58:30:13 49 36363357 A1 Zobrazit uzivatele
Ostatni Esprasso_hin B1700:03:02 75 B1598:41:34 36 F3:37:4R 92 Zobrazit uzivatele

Gromacs mdrun B5494:46:00 44 53100:07:15 36 A989:.54:39 56 Zobrazit uzivatele
Armber sander 42338:57 40 57 41892:42:365 94 24:27:20 47 Zobrazit uzivatele
Ostatni leis-fsa 36568 22:.07 A7 35857 13:22 38 5151837 Zobrazit uzivatele
Ostatni dart. exe 361703158 67 22336:28:00,13 AQ:20:32 72 Zobrazit uzivatele
Ostatni flukahp 26201:18:47 22 26128:44:16,12 a5:41:40 54 Zobrazit uzivatele

Gaussian 1120 exe 132682:40:46 72 264R0:065: 36 50 5302717 28 Zobrazit uzivatele

R Recognition.exe 13532:07:01 85 24841:25:13 27 113:40:10,18 Zobrazit uzivatele
Ostatni gamess. 00 % 39970:54:03 B3 23100:21:33 07 52376317 Zobrazit uiivatele
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)1"\1 MetaCentrum Programy

MetaCentrum — Cesky narodni gridovy projekt

Pocitacova chemie
Amber (bio)molekularni simulace
Gaussian elektronicka struktura molekul
Gromacs molekulova dynamika
WIEN2k  elektronova struktura pevnych latek

Vyvojové nastroje a prostredi
Intel a PGl kompilatory C, C++, F77, F90
Vampir debuggery
MPI ruzné implementace paralelismu
Prolog logicky programovaci jazyk
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)1"\1 MetaCentrum Programy

MetaCentrum — Cesky narodni gridovy projekt

Technické a materialove simulace
ANSYS sada inzenyrskych programu
Fluent vypocetni fluidni dynamika
MSC.Marc strukturni materialové studie

Matematické a statistické modelovani

Maple komplexni reseni matematickych uloh
Matlab numericke vypocty, modelovani
R statistické vypocty a grafika
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- MetaCentrum Programy

MetaCentrum — Cesky narodni gridovy projekt

Propocitany cas (user time, posledni rok)

55,06%

E Gaussian
O Gromacs
Ol ASP

O Fluernt

[ Abinit
OR

L] Matlab
L1 Wien2k
L1 Ostatni













CharonGUlI kirit.ics.muni.cz>

Projects Jobs Settings

._:Lgt:us ] Projects Iur:ﬂ.;éluies |

) Molecular dynamics ~Job details:
tl] AMEBER package testing]
D Free enzvme cynamics
Quarntum mechanics Description The computational study of lectin-saccharide interactions employs methods of
i D Single point energy rolecular docking and molecular dynamics. The airm of the project is a
Q Docking studies deng*elnpment of a reliakle in silico based method of precagnition of defined
mutants of the important proteins.

Name AMBER package testing

id naot assigned et
Status idle

-Job submision

psubmit [Iur]g a lpisek

Shome/kmunicek /plsek

File Mame Last Modified
plsek Jul 9, 2008
pakus. cam Jul 9, 2008

| mewfie || copyfies | | Clean Charonfiles || Editjob || Delete jon |
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a3 Hazitda

donsiO. 1.4 S495T04 B2 Lesk af 1 condarmer K in with goad accordancs wilh crpstal sin
jd FAILED 1.4
jd FRILED 1.4

.ﬂ‘

Jabr id hilps: MkumtEE-1. cesnel oz 000 Y WmIST CG21GIBEENCA
ol awner MDCer Dl casnet-ca e Unvamsiy of West Bohermia/CHeZdenek Susir
racaploriame THEM

racapion LR quid FITT el beofi - 307 ¢ S50 100 05

Eﬁpndhll'rnn HOK

ligandUR1 guid BAMIbILEIRE- 41 oo sl e MaladSalac

snaphherksr 1001

snapR quid 351 589bd-2358- dNa-Sar G330 clellbas

snaplima 1201 000

dockSutacaProbefadus 14

dockDisiance ER

dockGhdRes 03

dockResiduelisi TYRT2 TYR124,5ER203 TRP236
dockMumEcanedContormersWitian 4

dockMathed Rexibis

dockProfocal pratacol wml

protainSartace TR

gridMini 3093000

griddny 41 823000

gridnZ 37351000

=] | anammn 70847000

Aridkiazy 63 835000
















