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Application of Pharmacophore Technique in the Study of Effective Substance of Chinese Medicinals

Wang Xing, Zhang Yanling, Qiao Yanjiang

(Research Center of Traditional Chinese Medicine Information Engineering/Beijing Key Laboratory of Chinese

Pharmaceuticals and Drug Innovation, Beijing University of Chinese Medicine, Beijing 100102, China)

Abstract: The effective substance of Chinese medicinals has been a focus of traditional Chinese medicine (TCM)

studies for long time. With the application of pharmacophore —based 3D structure database searching in the dis-

covery and optimization of lead compounds for drug design, the pharmacophore technology has gradually caught at-

tention in modern TCM studies in recent years. In this paper, the progress of pharmacophore methods was used.

The application of pharmacophore methods in the Active Clusters of Traditional Chinese Medicine(AC-TCM) iden-

tification, targets searching, action of TCM on metabolic enzymes and the study in the properties of TCM was re-

viewed. Also problems, strategy and prospect of pharmacophore in the study of TCM were discussed.

Keywords: Pharmacophore, identification of active clusters in Chinese medicine, target searching, application
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