
 

 

Unlocking Tyrosinase Inhibition: Insights from Molecular Dynamics 1 

and Binding Free Energy Studies of Novel Arylpiperidine and 2 

Arylpiperazine-Based Inhibitors 3 

 4 

SUPPORTING INFORMATION 5 

Table S1: Empirical parameters values for LIE calculations. 6 

Inhibitor α β γ 

L02 0.18 0.43 0 

L03 0.18 0.43 0 

L04 0.18 0.39 0 

L05 0.18 0.43 0 

L06 0.18 0.43 0 

L07 0.18 0.43 0 

L08 0.18 0.39 0 

L09 0.18 0.43 0 

L10 0.18 0.43 0 

L11 0.18 0.43 0 

L12 0.18 0.43 0 

L13 0.18 0.43 -2.75 

L14 0.18 0.43 -2.75 

L15 0.18 0.43 -2.75 

L16 0.18 0.43 -2.75 

L17 0.18 0.43 -2.75 

L18 0.18 0.43 -2.75 

L19 0.18 0.43 -2.75 

L20 0.18 0.43 -2.75 

L21 0.18 0.43 -2.75 

L22 0.18 0.37 -2.75 

L23 0.18 0.37 -2.75 

L24 0.18 0.37 -2.75 

 7 
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Table S2: Residual decomposition analysis (in kcal/mol) for all TYR systems. 10 
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