
Pharmaceutical Sciences 2026;32(3):430-S1  

doi:10.34172/ps.43311  

https://ps.tbzmed.ac.ir  

 

Supplementary Files 

 

Table S1. Bond interactions and corresponding lengths from molecular docking studies. 
(A) Vitexin interactions with A. baumannii regulators 5HM6 and 7ZL4, including the key 
amino acid residues involved. (B) Orientin interactions with A. baumannii regulators 5HM6 
and 7ZL4, highlighting the participating amino acid residues. 

(A) 

Bond Interactions between 
Vitexin and 5HM6 of             
A. baumannii 

No. of 
bonds 

Bond length 
(Å) 

Amino acid residue 

Conventional Hydrogen bond 1 2.83 VAL A:109 
Pi-Donar Hydrogen bond 1 3.52 THR A:23 
Pi-Sigma 1 3.57 LEU A:22 
Pi-Alkyl 3 5.01 

4.54 
4.47 

PRO A:111 
 

 

 

 

 

Bond Interactions between 
Vitexin and 7ZL4 of                    
A. baumannii 

No. of 
bonds 

Bond length (Å) Amino acid residue 

Conventional Hydrogen bond 3 2.48 
2.06 
2.88 

PHE B:35 
GLY B:36 

Carbon Hydrogen bond 1 2.50 ASN B:34 
Alkyl and Pi-Alkyl 9 3.84 

5.11 
5.34 
4.10 
5.21 
4.80 
5.38 
4.54 
5.30 

TRP B:42 
LEU B:85 
VAL B:94 
ILE B:132 
TYR B:145 
LYS B:140 



 

 

(B) Orientin interactions with A. baumannii regulators 5HM6 and 7ZL4, highlighting the 
participating amino acid residues. 

Bond Interactions between 
Orientin and 5HM6 of             
A. baumannii 

No. of 
bonds 

Bond length 
(Å) 

Amino acid residue 

Conventional Hydrogen bond 5 1.88 
3.16 
2.97 
3.26 
2.64 

LEU A:19 
ASP A:16 
THR A:23 
VAL A:109 

Pi-Alkyl 3 4.54 
4.62 
5.18 

PRO A:108 

 

Bond Interactions between 
Orientin and 7ZL4 of             
A. baumannii 

No. of 
bonds 

Bond length 
(Å) 

Amino acid residue 

Conventional Hydrogen bond 2 2.19 
2.31 
2.62 

LYS B:140 
GLY B:36 

Carbon Hydrogen bond 1 3.44 ASP B:144 
Pi-Anion 1 4.54 ASP B:144 
Pi-Pi Stacked 1 4.67 TYR B:145 
Pi-Alkyl 1 4.02 LYS B:37 
 

 

 

 

 

 

 

 

 

 



 

 

Figures 

 

Figure S1. Docking analysis of Vitexin with A. baumannii regulators 5HM6 (A) and 
7ZL4 (B). The figure illustrates (a) docked 3D conformations, (b) BIOVIA-generated 3D 
interaction profiles, and (c) corresponding 2D interaction visualizations. 

 

 

 

 

 

 

 

 

 

 



 

 

Figure S2. Docking analysis of Orientin with A. baumannii regulators 5HM6 (A) and 
7ZL4 (B). The figure presents (a) docked 3D conformations, (b) BIOVIA-generated 3D 
interaction profiles, and (c) corresponding 2D interaction visualizations. 

 

 


