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System to evolve properties of ligands and compile virtual libraries
and implementation it as web services

NAOKIARAI™?  SHUNSUKE YOSHIKAWA™
NOBUAKI YASUO™ YUSUKE NAKASHIMA?
RYUNOSUKE YOSHINO™ MASAKAZU SEKIJIMAT?3P)

Abstract: In this study, we construct system to evolve properties of ligands by applying synthetic rules involved in the
improving Hydrogen Bonding Donor (HBD), Hydrogen Bonding Acceptor (HBA) and stability in multiple stages, thereby
compiling virtual compound libraries. In addition, we implement it as web services. After the user obtain hit compounds, our
services make it possible for user to obtain virtual libraries of drug-like compounds and check those property and applied virtual
chemical reactions interactively. In this paper, we explain system method and operating procedure of web service.
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