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[ Abstract | The application of modern scientific theories and technologies to explore the mechanism of
Chinese medicine and its compounds is one of the key issues in realizing the modernization of traditional Chinese
medicine (TCM) research. Chinese medicine and its compounds produce comprehensive pharmacodynamics
through multiple components acting on multiple targets, the core of clarifying the mechanism is to solve the key

scientific problems of static correlation and dynamic integration verification between the components and the
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target network topology. At present, the effective method to clarify the mechanism of Chinese medicine and its
compounds is to statically correlate the topological network of in vitro components and targets through network
pharmacology. Although there are also component-target verification studies, they often learn from research idea
of single component-single target, it is urgent to establish a quantitative integration and overall verification
method that conforms to the characteristics of TCM. According to supramolecular Qi chromatography theory of
TCM, the microscopic mechanism of interaction between Chinese medicine and human body is actually the two
supramolecular host and object groups (the active ingredient group of Chinese medicine and the target group of
human body) based on imprinted template, which shows the macroscopic properties and pharmacodynamics.
Based on this, the author proposes to use supramolecular Qi chromatography theory as the guidance, combined
with supramolecular chemistry, network dynamics, quantitative pharmacology and other methods to
quantitatively integrate and verify the compositions and the target groups with imprinted template as the core

predicted by network pharmacology, looking for the optimal quality markers, greatly reducing the difficulty of

multi-component-multi-target experimental verification of Chinese medicine and its compounds.

[Keywords] chemical composition;

target clusters;

network pharmacology; supramolecular Qi

chromatography theory; imprinted template; supramolecular chemistry; network dynamics
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Fig. 1 Quantitative integration and verification of components

and target clusters based on supramolecular Qi chromatography

theory
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