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A Progress on the Key Technologies for Discovery of Bioactive Compounds from Traditional Chinese
Medicines
Song Huipeng, Yang Hua, Gao Wen, Chen Jun, Li Ping
(State Key Laboratory of Nature Medicines, China Pharmaceutical University, Nanjing, 210009, China)

Abstract: Traditional Chinese medicines (TCM) is one of the most important sources of new drugs. The rapid
development of modern science and technology has brought new opportunities for TCM. Admittedly, new academic
theory is getting into a golden period of innovation. Key technologies that enbody TCM features and adapt to
modern drug—screening requirements are urgently needed. After five years’ endeavor, the authors’ group has
made great progress in the new theories and methodologies for the discovery of bioactive compounds from TCM.
In this review, a total of five key technologies: library—bioactivity—structure integration, biological and chemical
fishing technology, ligand—and receptor—based virtual screening, profile-bioactivity relationship and the
technology for discovering bioactive equivalent combinatorial components (BECCs), were introduced. In the text,
several valuable demonstrations over the TCM-based drug discovery were provided, for uncovering the scientific
basis of TCM and accelerating the process of TCM modernization.

Keywords: Bioactive compounds of traditional Chinese medicines, screening technology, integration effect, lead

compound, bioactive equivalent combinatorial components
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