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Table S1. Chemical structures and their biological activity against Sortase A in S. aureus

Compounds Structure 1Cs MIC Ref

Chalcone 53.15 uM >4864 !

o} uM
g9
Quercetin OH O 157 uM >128 2
pg/mL

Baicalin NA >1024 3
pug/mL

Salvianolic 5.75 NA 4

acid A pg/mL




Erianin o~ 20.91 512 >
-0 O O pg/mL pug/mL
O\
Pyridazinone HS.~y 45uM | 3.74-8.92 6
| \ uM
Me OW; N Cl
@]
Pyrazolethione 52uM | 25 pg/mL 7
Chlorogenic 33.86 NA 8
acid pg/mL
Hibifolin 31.20 512 0
pg/mL ug/mL
Punicalagin 423 250 10
pg/mL pg/mL
Halenaquinol 13.94 uM >128 2
pg/mL

NA: Not available




Table S2. Chemical structures of hits evaluated for antimicrobial activity against MRSA

Sr. No. Smiles Structure
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Table S3. Docking score of hit molecules and their respective binding interactions with Sortase

A protein
Drug Name Structure Docking |Hydrogen | Hydrophobic
Score Bonds Interactions
(kcal/mol)
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Figure S1. The three-dimensional visualization of protein-ligand interactions illustrates the

spatial arrangement of key amino acids involved in hydrogen bonding and hydrophobic

interactions with the compounds. (A) Mequitizine, (B) Loperamide, and (C) Amlodipine.
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Figure S2. Chemical structures of hit molecules.
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