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Systém CHARON - aplikacni framework

sprava jedné vypocetni ulohy

zapouzdreni vypocetni ulohy

minimalizace rezie spojené s primym pouzitim
davkoveho systému a / nebo middlewaru

jednoduché zaslani a monitorovani ulohy béhem doby

jejiho zivota

sprava aplikac¢nich programii

komfortni administrace aplika¢niho softwaru | : IR Module System [

Batch System

soucasné zpusoby vyuziti

SCB / METACentrum experimentalni pouziti
EGEE / VOCE prototypoveé pouziti
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vstu
P [jobdir]$ 1s

equli.rst 1somaltose.top

# sander calculation on VOCE

module add amber

sander -0 -i prep.in \

-p isomaltose.top \

-Cc equi.rst -o prep.out \
-X prep.traj -r prep.rst

Molekulami dynamika isomaltozy
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psubmit

[jobdir]$ psubmit voce myjob

Job name : myjob
Grid job name : myjob (Job type: generic)
Job directory : skurutéd.cesnet.cz:/home/kulhanek/jobdir

Job project : -none-

Alias : —none-
Organization : voce

Profile : default

NCPU 1

Resources : —-Jjob match-
Properties : —none-

Sync mode : gridcopy
Start after -not defined-

Do you want to submit job to GRID environment (YES/NO) ? YES

Please wait packing data
Submiting job

Job was successfully submitted to GRID environment.
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pinfo | | _
[jobdir]$s pinfo
Job name : myjob
JOb ID : https://skurut3.cesnet.cz:9000/bx06C-RImB5uquZarwpCPQ
Grid job name : myjob (Job type: generic)
Job directory : skurutéd.cesnet.cz:/home/kulhanek/jobdir
Job project : -none-
Alias : —none-
Organization : voce
Profile : default
NCPU 1
Resources : —-Jjob match-
Properties : —none-
Sync mode : gridcopy
Start after -not defined-
Job was submited at : 2005-10-12 14:16:28
and was queued for : 0d 00:04:28
Job was started at : 2005-10-12 14:20:56
and was running for : 0d 00:02:12
Job was finished at : 2005-10-12 14:23:08



https://skurut3.cesnet.cz:9000/bx06C-R9mB5uquZarwpCPQ
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psync

[jobdir]$ psync

Starting synchronization procedure.
downloading sandbox
completing data
dowloading data from SE
unpacking result archive
cleaning
Synchronization was successfully finished !
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vystup

[jobdir]$ 1s

equil.rst myJjob.ces myJjob.stdout

Molekularni dynamika isomaltozy prep.in myjob.cesout mdinfo

isomaltose.top myjob.jdl prep.traj

myjob myjob.info prep.rst
prep.out
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Enabling Grids for E-sciencE










