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séc Participation of ASGC to NA4 Lief Science Cluster

e Development of generic Virtual Screening Services: 12
PM

» Make virtual screening a stand-alone services to the EGEE,

 Integrated GUI client SW, supporting the portal services from
job submission, job status checking, simulation and
histogram analysis, etc.

 Collaborate to extend the Virtual Screening services to be a
Common Application Platform for drug discovery across
variant underlying middleware systems (by making use of
Ganga, AMGA and DIANE, etc)

e Integration of workflow management services into glLite
and the Common Application Platform: 12 PM

Academia Sinica Grid Computing



Virtual Screening Service
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® Stand-alone GUI application for virtual screening service
with GAP.

XML-RPC
LCG/gLite

W AMGA client
Java Swing GUI Client

AMGA Metadata _ .
Grid Application Platform (GAP)
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The first challenge

Enabling Grids for E-sciencE
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Total number of completed dockings 2*10f 308,585

Estimated duration on 1 CPU 88.3 years 16.7 years

Duration of the experience 6 weeks 4 weeks

Cumulative number of the Grid jobs 54,000 2580 > 100 CPU years in 6 weeks

Max. number of concurrent CPUs 2,000 240 on the EGEE grld
Crunching rate 912 203

Approximated distribution efficiency 46% 84%

Approximated throughput 2 secl/docking 10 sec./ docking

300,000 compounds => 2000 focus library => 123 potential hits => more analysis in wet lab.

in-silico docking on the grid SDDB re-ranking in-vitro test
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