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TableS1: In silico ADMET prediction for flavonoid glycosides with anti-QS potential

Property Isoquercetin Quercetin 3-galactoside ~ Quercetin Kaempferol Kaempferol

(CID 5280804) # (CID 5281643) 3-beta-D-glucoside 3-a-D-galactoside 3-a-D-glucoside
(CID 44259136) (CID 44258736) (CID 44258798)

Solubility (LogS) -4.2 log mol/L -4.1 log mol/L -3.27 log mol/L -4.3 log mol/L -4.3 log mol/L

Human Intestinal Absorption Medium Medium Medium Medium Medium

Caco-2 Permeability Low Low Low Low Low

Plasma Protein Binding (PPB) 95% 94% 69.89% 95% 95%

Blood-Brain Barrier (BBB) Low Low Low Low Low

hERG Inhibition Low risk Low risk Low risk Low risk Low risk

Hepatotoxicity Low Risk Low Risk Low risk Low Risk Low Risk

LD50 (Acute Toxicity) 2500 mg/kg 2400 mg/kg 2110 mg/kg 2600 mg/kg 2600 mg/kg




TableS2: Physicochemical Properties and Bioavailability Parameters for Anti-QS Flavonoid Glycosides

Compound MW (g/moD#  LogP H-Bond H-Bond Lipinski Violations Bioavailability
Donors Acceptors Score
Isoquercetin 464.38 1.08 8 12 1 (MW>500) 0.55
Quercetin 3-galactoside 464.38 1.04 8 12 1 (MW>500) 0.55
Quercetin 3-f3-D-glucoside 464.38 1.08 8 12 1 (MW>500) 0.55
Kaempferol 3-a-D-galactoside  448.38 0.45 8 11 0 0.55
Kaempferol 3-a-D-glucoside 448.38 0.45 8 11 0 0.55

MW: Molecular Weight

Lipinski Violations: Violations of Lipinski's rule of five.




