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[Abstract]  Objective: Structure-based angiotension converting enzyme 2 (ACE2) and interleukin-6R
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(IL-6R) were taken as the target proteins to in the investigation of the material basis of Xuanfei Huazhuo
prescription in the treatment of coronavirus disease-2019 (COVID-19) by molecular docking. Method: The
compounds in Xuanfei Huazhuo prescription were retrieved through TCMSP. Structure-based ACE2 and IL-6R
were taken as the target proteins to screen out the compounds with a better activity by molecular docking, and
analyze structural properties of these compounds. Furthermore, the potential molecular mechanism of Xuanfei
Huazhuo prescription in the treatment of COVID-19 was analyzed by target reverse prediction. Result: There
were 312 potentially active compounds in Xuanfei Huazhuo prescription, including 75 highly active compounds
and 15 highly active compounds for ACE2. There were 100 eligible active compounds and 3 highly active
compounds for IL-6R, most of which belong to flavonoids. The herb-component-target network included 10
herbs, 126 compounds and 130 targets. String analysis showed that PIK3R1, SRC, AKTI, AR and EGFR
might be the key targets of Xuanfei Huazhuo prescription. Conclusion: Based on the virtual screening of multi-
target molecular docking, the anti-virus and anti-inflammatory material basis of Xuanfei Huazhuo prescription
was preliminarily obtained. At the same time, based on the reverse prediction and analysis, potential targets and
molecular mechanism of the recipe in the treatment of COVID-19 were explored, so as to provide clues for the

multi-angle mining of Xuanfei Huazhuo prescription and its relevant prescriptions and the modernization

development of monomer components.
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Table 1 Statistics of compounds in Xuanfei Huazhuo prescription
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Table 2 Statistics of molecular docking scores of compounds in

Xuanfei Huazhuo prescription with ACE2 and IL-6R
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Table 3 Molecular docking information of representative potential high active compounds of Xuanfei Huazhuo prescription with ACE2 and

IL-6R
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Table 4 Summary of target information of the first 10 degrees

) Uniprot R
No. % D EqE

1 CYPI9A1 PI11511 cytochrome P450 19A1

2 ADORA3 PODMSS8 adenosine A3 receptor

3 BACEIL P56817 Dbeta-secretase 1

4 ESR2 Q92731 estrogen receptor beta

5 ADORA2AP29274 adenosine A2a receptor(by homology)

6 MMP13  P45452 matrix metalloproteinase 13
7 CA9 Q16790 carbonic anhydrase IX
8 KDR P35968 vascular endothelial growth factor receptor 2

9 ADORA1 P30542 adenosine Al receptor(by homology)

10 CAl P00915 carbonic anhydrase I
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(PDB ID: 4U5J) , AKT1 (PDB ID: 4EKL) fil ECFR
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