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Application of the PDBbind Database in Computer-Aided Drug Design

Shanghai Institute of Organic Chemistry, Chinese Academy of Sciences

Abstract:

In this paper, we first 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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