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Participation of ASGC to NA4 Lief Science Cluster

• 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)

• Integration of workflow management services into gLite 
and the Common Application Platform: 12 PM
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Virtual Screening Service with GAP 
A standalone GUI Application

• View the best conformation of a 
simulation

• One-click job submission

Submit the docking job to the Grid 
with just one click 

• Generate the histogram with a given energy 
threshold

• Visualize your job status



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

System
Architecture



Enabling Grids for E-sciencE
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