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[ Abstract |

based on molecular docking. Methods: The chemical constituents of Coptidis Rhizoma and Radix Scutellariae were screened

Objective: To study the material basis for protecting liver in Copiis chinensis and Scutellaria baicalensis

based on oral availability, similar drugs and molecular weight of compounds, energy matching of 28 chemical constituents from
Coptidis Rhizoma and Radix Scutellariae with CYP2D6, CYP2C9 and CYP3A4 were carried out by using iGEMDOCK Soft-
ware, the network model of effective components of Coptidis Rhizoma and Radix Scutellariae was constructed by
Cytoscape. Results: The combination of 28 compounds was stable with CYP1A2, CYP2E1l, CYP2D6, CYP2C9, and insta-
ble with CYP3A4, there were 11 chemical constituents of Coptidis Rhizoma and Radix Scutellariae combined with CYP1A2 at
the same time, three constituents of them bound to CYP2C9 to inhibit their activity. Radix Scutellariae also inhibited the activi-
ties of CYP2EL and CYP2D6. Conclusion: It was found that the enzyme system of CYP450 might be the target of protecting
liver of Coptidis Rhizoma and Radix Scutellariae, especially CYP1A2 and CYP2C9, which inhibited its activity and reduced
the production of N-acetic acid-p-benzoquinone imine, reduced the damage of hepatocytes to protect the liver. It provides theo-
retical basis for further study of the molecular mechanism of Coptidis Rhizoma and Radix Scutellariae.
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6 Panicolin 76.26  0.29
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12 Eriodyctiol (flavanone) 41.35 0.24
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