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Figure S1. Figure: a. The location of guanine after autodock vina (The Carbon atoms are 
white) docking and the location of guanine in original structure (The Carbon atoms are pink) 
b. The interaction between guanine and protein in the structure of the original structure c. 
The interaction between guanine and protein in the structure of Autodock 
Vina(RMSD=0.4867) docking.
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Figure S2. Dynamic changes of the secondary structure profile for a. free protein, b. XO-
allopurinol, c. XO-daidzin and d. XO-puerarin. The colored bar represented different 
secondary structures as follows: coil (C), 3-helix (I), 5-helix (G), α-helix (H), β-sheet (B), β-
Bridge (E), turn (T).
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Figure S3. The percentage of the total variance of the atom positional fluctuations 
corresponding to the eigenvalue. 
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Figure S4. The cluster analysis for a. free protein, b. XO-allopurinol, c. XO-daidzin and d. XO-

puerarin.


