Vol.12 No.4
Dec.,2014

AW AE B A

Chinese Journal of Bioinformatics

W12 B4
20144E12 A

doi:10. 3969/j.issn.1672-5565.2014.04.11

TEN BB AMIGET S

(JeE i a L, bt 100094 )

W

W EARNEMAARAUFGYARLNREERTZ—, A EMBEEAELTAHAN D FHEN, AXHET —MA
RENRELAARFNAY, ARBRADALR ARG EN AN FETE. R TF XA X EMER, ERT
AutoDock Vina fn Z Mo F B, B HE LA UHHE S HFHN A RABFUREHEENRE, RATFaHTER AN
W ERAREART AHAEREEN>THAD, P EB, AABELEFMADRIAAY, ZTF 6 BA R ER
R AT R

KR : JE DL 3% B HF & ; AutoDock Vinas 1L &4 B 5 8 S 1664 &I

hE 5 ES:RI1 THFRE A XEHE:1672-5565(2014) -04-300-05

Computer aided drug screening platform and its application
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Abstract ;: Lead compound discovery is the key step of innovative drug research and development. For large numbers
of small molecules whose function are not clear, we have established a computer aided drug screening platform
(www.vslead.com) , which has been considered as a way for quick lead compound discovery and costs reduce. The
platform adopted distributed architecture and integrated AutoDock Vina and a number of small molecule libraries. It
is featured with data security, load balancing about computation and storage, and real time monitoring. Utilizing the
facility provided by the platform, we found an active compound tested by wet lab experiment quickly. Therefore,
users can have higher chances to find active compounds and the time of lead compound discovery can be shortened.
The platform has very good practicability and extendibility.
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Fig.2 Application of computer aided drug screening platform
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