
 

Figure S1. Overview of VASP2870 docking within the p47phox binding pocket. Left, CPK 
representation of docking-generated pose for VAS2870. Right, 2D diagram of the docking 
generated pose of VAS2870, showing main interactions with p47phox aminoacidic residues. 

  



 

Figure S2. 3D scheme of protein-ligand interaction colored by atomic charge for VAS870 and 
p47phox. The figure depicts the interactions between VAS2870 and p47phox residues Trp193 
and Trp263. Yellow dashed lines represent hydrogen bridge and blue lines π-π stacking. 

TRP 26

TRP 19



 

  

Figure S3. Main residues of p47phox involved in interactions with the indole heteroaryl-
acrylonitriles studied. A., percentage of ocurrence of contact between backbone or sidechain 
residues and the compounds. B, Type of interactions between p47phox binding pocket resides 
and the indole heteroaryl-acrylonitriles studied. 



 

Figure S4. 2D diagram of the docking generated pose of C14 inside the p47phox binding pocket, 
showing main interactions with p47phox aminoacidic residues. Green lines depict π-π 
interactions. Purple lines indicate hydrogen bond. 


