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Figure S1. Binding poses of naphthoquinone derivatives 01 (a), 02 (b), and 03 (c) in human serum albumin (HSA) as predicted by the Boltz-2 model. The figures illustrate the relative positioning of each ligand within the binding pocket and their interactions with the surrounding residues.
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Figure S2. GNINA binding score for warfarin (RWF) and naphthoquinones derivatives.
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Figure S3. Human serum albumin (HSA) with binding regions highlighted by color. The purple molecule is warfarin.
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