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Research on the Basic Idea and Strategy of Combination-Activity Relationship in
Chinese Materia Medica by Metabolomics
Xu Haiyu', Tang Shihuan!, Chen Jianxin? Li Defeng!, Chen Chang!, Yang Hongjun?, Liu Changxiao®
(1. Institute of Chinese Material Medica, China Academy of Chinese Medical Sciences, Beijing 100700, China;
2. Beijing University of Chinese Medicine, Beijing 100029, China;
3. Tianjin Institute of Pharmaceutical Research, Tianjin 300193, China)

Abstract: Combination-Activity Relationship (CAR), which refers to the relation between combinations and activi-
ties of active components in Chinese Materia Medica (CMM), is one of the key scientific study aspects in the mod-
ernization of CMM. In this paper, the basic research strategy of CAR based on metabolomics was put forward. This
strategy includes active components identification based on pharmaco-metabonomics, pharmacodynamic activity eval-
uation based on metabolomics, and correlation analysis of active component combinations and their pharmacodynamic
activities based on systems modeling. This study supplied theoretical and technical support for improving quality e—
valuation mode for CMM and multi-component Chinese medicine, and explaining mechanism of synthetical function
and compatibility law of CMM prescription.

Keywords: Combination-Activity Relationship, Pharmaco-metabonomics, Metabolomics, Active components, Activity
evaluation, Data mining
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