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Figure S1: Root Mean Square Deviation (RMSD) of the center of mass of EGCG during the 

simulation time. 

 
 

Figure S2: Decomposition of free energy contributions in the MM-PBSA calculation for each ligand 

tested. ΔEVdW in red, ΔEelec in green, ΔEPB in purple, ΔESASA in cyan Entropy in blue. 
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∆𝐺𝑏𝑖𝑛𝑑𝑖𝑛𝑔 = ∆𝐺𝑉𝑑𝑊 + ∆𝐺𝑒𝑙𝑒𝑐 + ∆𝐺𝑠𝑜𝑙𝑣 − 𝑇∆𝑆 

 

∆𝐺𝑠𝑜𝑙𝑣 = ∆𝐺𝑃𝑆 + ∆𝐺𝑆𝐴𝑆𝐴 
 

Where ΔEelec is the non-solvent electrostatic potential energy; ΔGPB the electrostatic contributions to 

the solvation free energy calculated with Poisson-Boltzmann equation; ΔGSA the non-polar 

contributions to solvation free energy; ΔEvdw the van der Waals potential energy; and ΔGbinding the 

calculated binding. ΔGsolv are the polar, non-polar and total solvation energies.  

 



Electrostatic and van der Waals terms in the gas phase provide the major favourable contributions to 

the polyphenols binding, whereas the polar contribution to the solvation energies impair the binding. 

 

 


