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✓ Top three compounds which showed docking score closed to x-ray ligand including 
ZINC93953430 (Compound 1), ZINC94081106 (Compound 2) and ZINC94708668 
(Compound 3) were selected. 

✓ The crucial interactions are hydrogen bond interactions with Gly93 residue and NAD+

cofactor and hydrophobic interactions with Phe94, Ile100, Ile153, Pro154, Met159, Pro191, 
Ile192, Ala196, Ala197, Ile200, Phe203 and Ile206 residues were found as crucial 
interactions. 

✓ The integrated results provide fruitful information for discovery of melioidosis inhibitor 
with highly and more potent.
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Melioidosis is a complex disease because of its rapid 
progression and tendency to generate latent infections. The 
etiologic agent of melioidosis is the gram-negative organism 
Burkholderia pseudomallei. To identify new and potential 
melioidosis inhibitors, Zinc database was applied to screen novel 
melioidosis inhibitor. Then, drug-likeness properties and 
antibacterial predictions were elucidated. Molecular docking 
calculations using Glide program were performed. 
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Figure 3.  Superimposition of X-ray ligand (Grey )
and docked  ligand (Green)

Figure 4. The crucial interaction of 
ZINC93953430 (Compound 1) in FabI1 

binding site

Figure 5. The crucial interaction of 
ZINC94081106 (Compound 2) in FabI1 

binding site

Figure 6. The crucial interaction of 
ZINC94708668 (Compound 3) in FabI1 

binding site

RMSD = 1.13 A°

➢Validation method

➢Molecular Docking Calculations
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➢ Flowchart of Virtual Screening

Docking score = -11.2 kcal/mol

Docking score = -11.0 kcal/mol

Docking score = -11.0 kcal/mol

Figure 1   The virtual  screening  process  to  be melioidosis inhibitors 

Figure 2 The virtual screening process of 
melioidosis inhibition from zinc database
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Calculations
Top three docking score
-11.2, -11.0 and -11.0 kcal/mol

➢Virtual Screening

Table 1 Lipinski’s rules of five, PAINS, Brenk, Burkholderia
pseudomallei, RESISTANT Burkholderia pseudomallei and 
docking score of hit compounds


