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Figure. S1 Comparison of conformational complexity of all repeats, RMSD based on Cα-BSA carbon 
movements, 100ns (black curves), 300ns (red curves) 

 

Figure S2. Comparison of affinity of tautomers to BSA subdomains after simulations, (a) visualization 
of the most stable location of AN1 and AN3 (Arg435, Lys439, Tyr451), (b) interaction diagrams of the 
most representative AN1* and AN3* complexes.  
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Figure S3.  The gmx_MMPBSA script that determines the end state energy. Example of the most 
stable complex BSA-AN3 

 

 

 

 

 

 

 

 

 

 

 



 

Figure S4. Summary of AutoDock Vina docking results, (a) comparison of Gibbs free energy changes 
for BSA/tautomer complexes as a function of the number of docked tautomers, (top graph), 
comparison of Gibbs free energy changes for complexes after conversion of energy per molecule 
(bottom graph; (b) total average depth distribution of fluorine atoms for docking complexes with 
twelve tautomer molecules.  



 

 

 

 

 

 



 

 

 

 

Figure S5. The result of docking a single molecule across the BSA volume, the other eight most likely 
configurations, BSA-AN1 and BSA-AN3, respectively. The electrostatic potential distribution on the 
VdW surface, the position in the subdomain on the backbone model, the interaction diagram, and 
the Gibbs free energy of the BSA-tautomer complex are marked, with a standard deviation within the 
group for AN1 and AN3 of ±0.230 kcal/mol and ± 0.171kcal/mol, respectively. 


