
Figure 5. Interaction of Cocoa most frequent ingredients Catechin and Epicatechin with PTGS-
2/COX-2; A: depicts interaction of Catechin with PTGS-2 in the position with the highest score 
according to the MolDock score. The best score is -135.315 and for Catechin with ten hydrogen 
bounds  (showed  by  blue  color)  between  amino  acids  Tyrosine  373,  Serine  121  and  126, 

Phenylalanine 367 and 2×371, Lysine 532, Leucine 344, Isoleucine 124, Glutamine 369;  B: 

depicts  the  interaction  of  Catechin/Epicatechin  with  Heme  prosthetic  group  of  PTGS-2  (-
131.715); C: depicts a rough shape of PTGS-2 interaction with Catechin molecule and its steric 
position;  D: depicts  Catechin  (left)  and Epicatechin  (right)  interaction  with Heme prosthetic 
groups; for Epicatechin the best interaction is that one with Heme and the score of its interaction 
is -126.31. 
Note: More negative values of docking scores considered as better interaction between ligand-
acceptor/drug-protein, here active ingredient-PTGS-2, because of its representativeness of 
interaction energy which is the interaction considered autonomously when its energy value is 
negative.  


