
Table S1. Free binding energies for CDOCK selected enantiomers of family I cyclic 

compounds. 

  

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 
VDW: van der Waals contribution (see Supporting Methods) 

ELEC_R: Electrostatic contribution (Receptor) 

ELEC_L: Electrostatic contribution (Ligand) 

COULOM: Coulombic contribution 

APOLAR: Apolar contribution 

 


