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Fig. S1. Model of 3ZKB and redocking of the co -crystallized ligand using LeDock, 
PLANTS, and Vina . A) 3D structure of 3ZKB co-crystal lized with ANP (highl ighted with 
magenta color) with loop rebuilt region of residues  216–239 (highl ighted with red color ). 
Models were rebuilt  using the Modeller tool implemented on UCSF Chimera. B) 
Ramachandran plot for 3ZKBL using MolProbity to ol. C) ANP redocking with 3ZKBL using 
LeDock software. D) Using PLANTS software. E) and also using Vina software.  

  



 

Fig. S2. Correlations among l igands using LeDock, PLANTS, and Vina . A) Scatter plot 
represent ing the correlations between the scores of  5,462 l igands and four controls 
analyzed with LeDock and PLANTS. B) Using LeDock and Vina. C) And also using Vina 
and PLANTS. D) Pearson correlat ion between the scores generated by the software used 
in this study 

  



 

Fig. S3. Virtual screening of ligands with known pKi values obtained in MtGyrB 
inhibition assays . A) Correlat ion between in v it ro and in s i l ico results of experimentally 
tested l igands using LeDock. B) And using Vina. C) Heatmap of the 25 best -scored results 
of experimental ly tested l igands using LeDock, Vina, and pKi values.  

  



 

Fig. S4. Prediction of the capacity of PQPNN to inhibit Kv11.1 (hERG) using Pred-
hERG server 

  



 

Fig. S5. Representative MD snapshots of 3ZKBL complexed with PQd and PQPNN. A) 
3ZKBL-PQd snapshot at 5 ns. B) 3ZKBL-PQd snapshot at 45 ns. C) 3ZKBL-PQPNN 
snapshot at 5 ns.  D) 3ZKBL-PQPNN snapshot at 45 ns.  

 


