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potential inhibitors of quorum-sensing regulator LasR of
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SUPPLEMENTARY MATERIAL
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Fig. S1: 10 compounds that received high scores based on the three programs results
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Fig. S2: Hydrogen and hydrophobic interactions of the selected compounds with LBD of LasR
obtained using Autodock Vina
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Fig. S3: Hydrogen and hydrophobic interactions of the selected compounds with LBD of LasR

obtained using LeDock
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Fig. S4: Hydrogen and hydrophobic interactions of the selected compounds with LBD of LasR

obtained using rDock
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Druglikeness

Lipinski Yes; 0 violation
Ghose Yes

Veber Yes

Egan Yes

Muegge Yes
Bioavailability Score 0.55

Fig. S5: Similarity analysis of drugs
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Absorption Probability
Blood-Brain Barrier BBB+ 0.9323
Human Intestinal Absorption HIA+ 0.9922
Aqueous solubility LogS -3.0803
Toxicity

Rat Acute Toxicity 2.4764 LD50, mal/kg
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