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Study on Quality Control of Kadsurae Caulis Decoction Based on Biological
Activity and Molecular Docking
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Abstract Objective: To preliminary explore the biological evaluation method for the blood activating effect
of kadsurae caulis decoction, and to explore the core components involved in thrombin inhibition. Methods: In

vitro thrombin inhibition test was used to evaluate the thrombin inhibition activity of kadsurae caulis decoction.
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The chemical constituents in kadsurae caulis decoction were illuminated by UPLC-MS. The pharmacological
activities of these compounds were evaluated by molecular docking, and potential thrombin activity inhibitors
were screened from them. Results: The thrombin inhibition test showed that the thrombin inhibition rate of
kadsurae caulis decoction is up to 78.40%, and 14 compounds were speculated and identified from the decoction
by UPLC-MS, and their molecular docking with thrombin was evaluated: Gomisin C(-7.9 kcal-mol™), Gomisin
G(-7.6 kcal-mol™), Interiorin C(-8.1 kcal-mol™), Interiorin D(-9.4 kcal-mol™), Schiarisanrin C(-9.4 kcal-mol™),
Schisandrin C(-7.9 kcal-mol™), Schizandrin A(-7.3 kcal-mol"), Heteroclitin E(-8.2 kcal-mol™), Schisantherin D
(-8.6 kcal-mol™), Rubschisandrin(-7.4 kcal-mol™), Interiotherin B(-7.6 kcal-mol™), Interiotherin A(-8.1 kcal-mol™),
Acetoxyl Oxokadsurane(-8.5 kcal-mol™), Interiotherin D(-9.2 kcal-mol"). The docking results of these compounds
indicated that Interiorin D and Schiarisanrin C had a highly compact spatial configuration and binding energy
with thrombin protein. Conclusion: The thrombin inhibitory activity of kadsurae caulis decoction is excellent,
and 2 core components with thrombin inhibitory activity have been screened out, that can be used as candidate

components for the quality markers. This provides a reference basis for the establishment of a biological activity

evaluation method and quality control research of kadsurae caulis decoction.
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