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Table S1. List of selected anthraquinone compounds and their canonical smiles used for molecular docking
with α-amylase and α-glucosidase enzymes.

Compound Chemical Name SMILES

AQ1 1-(methylamino)anthraquinone CNC1=CC=CC2=C1C(=O)C3=CC=CC=C3C2=O

AQ2 1,4-diaminoanthraquinone C1=CC=C2C(=C1)C(=O)C3=C(C=CC(=C3C2=O)N)N

AQ3 1,5-dichloroanthraquinone C1=CC2=C(C(=C1)Cl)C(=O)C3=C(C2=O)C(=CC=C3)Cl

AQ4 1-chloroanthraquinone C1=CC=C2C(=C1)C(=O)C3=C(C2=O)C(=CC=C3)Cl

AQ5 2-chloroanthraquinone C1=CC=C2C(=C1)C(=O)C3=C(C2=O)C=C(C=C3)Cl

AQ6 1,8-dichloroanthraquinone C1=CC2=C(C(=C1)Cl)C(=O)C3=C(C2=O)C=CC=C3Cl

AQ7 2-hydroxyanthraquinone C1=CC=C2C(=C1)C(=O)C3=C(C2=O)C=C(C=C3)O

AQ8 1,4-dihydroxyanthraquinone (quinizarin) C1=CC=C2C(=C1)C(=O)C3=C(C=CC(=C3C2=O)O)O

AQ9 1,2-dihydroxyanthraquinone (alizarin) C1=CC=C2C(=C1)C(=O)C3=C(C2=O)C(=C(C=C3)O)O

AQ10 Anthraquinone C1=CC=C2C(=C1)C(=O)C3=CC=CC=C3C2=O

AQ11 2-methylanthraquinone CC1=CC2=C(C=C1)C(=O)C3=CC=CC=C3C2=O

AQ12 2-tert-butylanthraquinone CC(C)(C)C1=CC2=C(C=C1)C(=O)C3=CC=CC=C3C2=O

AQ13 Anthraquinone-2-carboxylic acid C1=CC=C2C(=C1)C(=O)C3=C(C2=O)C=C(C=C3)C(=O)O

AQ14 Sodium anthraquinone-2-sulfonate C1=CC=C2C(=C1)C(=O)C3=C(C2=O)C=C(C=C3)S(=O)(=O)[O-].[Na+]
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Fig. S1 contd.....
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Fig. S1 contd.....
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Fig. (S1). The 2D diagrams of binding poses of 10 of the 14 compounds interacting with α-amylase, excluding the top 4 compounds with
the highest interactions. Interactions in light and dark green colours represent hydrogen bond; interactions in pink or purple colours
represent hydrophobic interactions.

Fig. S2 contd.....
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Fig. S2 contd.....
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Fig. (S2). The 2D diagrams of binding poses of 10 of the 14 compounds interacting with α-glucosidase, excluding the top 4 compounds
with the highest interactions. Interactions in light and dark green colours represent hydrogen bond; interactions in pink or purple colours
represent hydrophobic interaction.


