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[ Abstract] Objective: To screen potential small-molecule inhibitors of monkeypox virus thymidylate kinase
from traditional Chinese medicine databases using virtual screening technology. Methods:; Based on the published
monkeypox virus thymidylate kinase sequence, the three-dimensional structure of monkeypox virus thymidylate
kinase was constructed using homology modeling technology, and multiple rounds of screening were performed using
docking-based virtual screening technology, including high-throughput virtual screening, standard precision virtual
screening, high precision virtual screening and Prime MMGBSA. Results: Fifteen compounds with potential inhibitory
activity against monkeypox virus thymidylate kinase were obtained by screening. The binding modes of compounds
MOL002468 , MOL009538, MOL000416 and MOL009237 with thymidylate kinase were analyzed for receptor-ligand
interactions including hydrogen bonding, hydrophobic interactions, conjugation and salt bridges. Conclusion; A
virtual screening strategy for monkeypox virus thymidylate kinase was successfully constructed in order to discover
new drugs that can be used to prevent and treat monkeypox virus, promoting further development and utilization of
traditional Chinese medicine databases.
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FE#E T MOL002468 5 TMPK 4 H 1Y 25 &, (i H P
WEMBRENEZED .

% 5 4B T, MOL009538 5 TMPK [ 4
HAEH FEAFEE AR ) E A m-cation \r-Anion FlI
m-m HE B AE FH. MOL009538 5 TMPK [ ASN37,

1674
@7‘ PEHMBRE 2023 F55 32 55 16

TYR144, ASN65 & i & %t M1 0 1 B, 5 ARG93,
GLU142,ASP13 JF i ik & 4 . MOL009538 5 TMPK
B LYS17 JE i w-Cation #H B AE ), 5 PHE6S JE i
w-m WA EAEH

i 3 % & 6 43 M ] T, MOL000416 (1 25 #4 &=
T3 AR, P WY 2 AR5
KHE MR A LR IY B T 5 AH BLAE R, i R) Y 24 G
5 GLUL42 JB u & A 2 & & B 42 0 1F H .
MOL000416 5 TMPK %) #H . /F H 4= 2 40 45 i 2 4
J1 E 5 w-cation Fl w-m YEFHAE FHEE . MOL000416
5 TMPK i 65 PE 4 3k GLU142,ARG72, THRIS,
ASP92 , ASN37 J& pi & 5 AH B /E . MOL000416 5
TMPK 5% 2 ARG41 fil LYS17 JE i, m-cation A .
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