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Additional docking to NNRTI binding pocket 

 

PDB 

Structure 

Co-crystallized 

NNRTI  

Compound 8c Compound 9c 

Docking 

score 

Main Side Chain 

Contacts 

Docking 

score 

Side Chain 

Contacts 

3LP1 Nevirapine -8.32  -7.44  

3V81 Nevirapine -8.65  -7.24  

1KLM Delavirdine -9.64 Asn103, Tyr181, 

Tyr188, Trp229 

-9.91 Asn103, Tyr181, 

Tyr188, Trp229 

2YNG GSK560 -9.38  -9.78  

  

  

LID for best docked poses at RNase H active site 

 

 

 

A

Docking Score -7.59 kcal/mol

B

Docking Score -6.80 kcal/mol



 

Fig. S1. Ligand Interaction Diagram for best poses of 8c and 9c docked into RNase H active 

center: A) Compound 8c B) Compound 9c; LID legend: red – charged (negative) residues; blue – 

charged (positive) residues; cyan – polar residues; green – hydrophobic residue. 

 

Fig. S2. Ligand Interaction Diagram for best poses of 8c and 9c docked into RNase H active 

center with R448A mutation: A) Compound 8c B) Compound 9c; LID legend: red – charged 

(negative) residues; blue – charged (positive) residues; cyan – polar residues; green – 

hydrophobic residue. 

Docking Score -8.08 kcal/mol Docking Score -7.68 kcal/mol



 

Fig. S3. Ligand Interaction Diagram for best poses of 8c and 9c docked into RNase H active 

center with flexible Arg448 side chain: A) Compound 8c B) Compound 9c; LID legend: red – 

charged (negative) residues; blue – charged (positive) residues; cyan – polar residues; green – 

hydrophobic residue. 

Docking Score -8.39 kcal/mol Docking Score -8.08 kcal/mol
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