PDBbind##s FEALE T H AL Bh 25
N e el INAEE

X&GHE BRERE AR
TR B ERATHUC ARG, il 200032

L
fii  H

AL BAEMT e-Sciencet) ZAH FHAEH, 44T 1F LAERKENARS
S A RIT PO EEZMERNEE L. RENBRRMLAHTFIAEG L
ZNEH5AER, vAPDBbIndZ B E M@ AT L AEH), B ARMAGE
BAC A BRH), A48T — 2 3L TPDBbind 3k 3B &I L 49 3 A 7 ik A B R 5%
5], /e *te-Science B it AU B 2 ik iH AR R B F G T — & &
Fa

P ALIE AT B4k 42 .840F 4 PDBbind#IE E; it AL Bh 2 ik it

Application of the PDBbind Database in
Computer-Aided Drug Design

—— G

Liu Zhihai, Cheng Tiejun, Wang Renxiao
Shanghai Institute of Organic Chemistry, Chinese Academy of Sciences, Shanghai
200032, China

m In this paper, we firstly review the background and essence of e-Science, and
analyze its impact on computer-aided drug design. We then introduce the on-going
research in our group, in particular the construction and implementation of the
PDBbind database, reveal the architecture of our information platform, and list some
representative research achievements in computer-aided drug design based on the
PDBbind database. Finally, the future development of e-Science in computer-aided
drug design is prospected.
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