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o *\We developed a new parallel structure-based virtual screening
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L o >MP' It's a front-end to the well known AutoDock software,
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= i developed by D.S. Goodsel and A.J. Olson

|t uses VEGA command-line software to perform file format
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|t can take full advantages of multi-CPUs/cores systems and
GRID-based architectures through its parallel design (Fig.1).
We screened about 1 million molecules included in the ligand
Info database (http://ligand.info) principally derived from drugs.
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Fig.2 Binding of a sulfonic acid on RdARp

Results

*The complete RdRp model required by GriDock was
obtained by the homology modeling approach

12 - *Selected molecules target contain sulfur atoms and multiple
E>~ - sulfonic acid moieties
§ I Some of them are included in the Anti-HIV class
& O - . .A sensible inhibition of viral replication was obtained
= 06 I Results obtained by in vitro tests, although in a preliminary
04 phase, confirmed the In silico approach results. In the next
% 0o future molecules have to be tested In plants for In vivo
r exsperimentation. More compounds and CTV proteins could

0 - be explored.
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