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[ Abstract ]

velopment compared with traditional drug finding methods. In particular, the de novo drug design methad could be used to identify lig-

Computer aided drug design had become part of the drug discovery process, greatly improved the speed of drug de-

ands with novel structure for a special target. Through computer simulation, researchers could find new ideas about how to change a
compound to improve the drug properties or how to assemble some fragments to generate candidates which be drug-like, synthetically
accessible and high affinity for a target. The common software of de novo design included LUDI,MCSS, LigBuilder, SPROUT, SYNOP-
SIS,BREED, LeapFrog and RACHEL, etc. The methods were fragments link and grow, side chain replacement, parent molecule e-
volve, template, scaffold hopping and so on. Discovery and development of cancer drugs had been revolutionized over the last decade.
De novo drug design methods had already played a significant role in the discovery of some anticancer compounds such as kinesin spin-
dle protein inhibitors, vascular endothelial growth factor inhibitors, cyclophilin A inhibitors, cell division cycle protein CDC25 inhibi-
tors and BRAF inhibitors. The common software and methods of de novo drug design were summarized in this review and their applica-
tions in antitumor drug design were discussed.
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