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Figure S1. Proposed binding mode of patuletin-7-0-B-D-glucopyranoside (5) in the active site of the pancreatic al-
pha-amylase (PDB ID: 4GQR) in both 3D (A) and 2D (B) views.
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Figure S2. Proposed binding mode of quercetagetin-6-0-B-D-glucopyranoside (3) in the active site of the pancreatic
alpha-amylase (PDB ID: 4GQR) in both 3D (A) and 2D (B) views.



Int. J. Mol. Sci. 2023, 24, 10195 30f10

A
ASP 197
L4
) Charged (negative) ) Polar Distance —e Pi-cation
) Charged (positive) ) Unspecified residue — H-bond — Salt bridge
Glycine Water ~» Halogen bond Solvent exposure
~ Hydrophobic Hydration site — Metal coordination
) Metal X Hydration site (displacedp—e Pi-Pi stacking

Figure S3. Proposed binding mode of minutaside A (4) in the active site of the pancreatic alpha-amylase (PDB ID:
4GQR) in both 3D (A) and 2D (B) views.
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Figure S4. Proposed binding mode of quercetagetin-7-methoxy-6-0O-B-D-glucopyranoside (6) in the active site of the
pancreatic alpha-amylase (PDB ID: 4GQR) in both 3D (A) and 2D (B) views.
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Figure S5. Proposed binding mode of tagenol B (7) in the active site of the pancreatic alpha-amylase (PDB ID: 4GQR)
in both 3D (A) and 2D (B) views.
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Figure S6. Proposed binding mode of patuletin (8) in the active site of the pancreatic alpha-amylase (PDB ID: 4GQR)
in both 3D (A) and 2D (B) views.
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Figure S7. Proposed binding mode of quercetagetin-3,7-dimethoxy-6-0-B-D-glucopyranoside (9) in the active site of
the pancreatic alpha-amylase (PDB ID: 4GQR) in both 3D (A) and 2D (B) views.
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Figure S8. Proposed binding mode of tagenol A (12) in the active site of the pancreatic alpha-amylase (PDB ID: 4GQR)
in both 3D (A) and 2D (B) views.
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Figure S9. Proposed binding mode of quercetin-3,6-dimethyl ether (11) in the active site of the pancreatic alpha-am-
ylase (PDB ID: 4GQR) in both 3D (A) and 2D (B) views.
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Figure S10. Proposed binding mode of quercetin-3-methyl ether (10) in the active site of the pancreatic alpha-amyl-
ase (PDB ID: 4GQR) in both 3D (A) and 2D (B) views.
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Figure S11. RMSD plot in duplicate for Quercetagetin-7-0-b-D-glucopyranoside (2) with pancreatic alpha-amylase
(PDB-ID: 4GQR) during the MD simulation. Green and red represent the first and second run of protein, respectively.
While blue and pink represent the first and second run of ligand
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Figure $12. RMSD plot in duplicate for 3- Quercetagetin-6-0-b-D-glucopyranoside (3) with pancreatic alpha-amylase
(PDB-ID: 4GQR) during the MD simulation Green and red represent the first and second run of protein, respectively.
While blue and pink represent the first and second run of ligand
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Figure S13. RMSD plot in duplicate for 4- MinuStructure574Minutaside A (4) with pancreatic alpha-amylase (PDB-ID:
4GQR) during the MD simulation Green and red represent the first and second run of protein, respectively. While
blue and pink represent the first and second run of ligand
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Figure $14. RMSD plot in duplicate for Patuletin-7-O-b-D-glucopyranoside (5) with pancreatic alpha-amylase (PDB-ID:
4GQR) during the MD simulation Green and red represent the first and second run of protein, respectively. While
blue and pink represent the first and second run of ligand
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Figure S15. RMSD plot in duplicate for Quercetagetin-7-methoxy-6-0O-b-D-glucopyranoside (6) with pancreatic alpha-
amylase (PDB-ID: 4GQR) during the MD simulation Green and red represent the first and second run of protein, re-

spectively. While blue and pink represent the first and second run of ligand
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Figure S16. RMSD plot in duplicate for Acarbose with pancreatic alpha-amylase (PDB-ID: 4GQR) during the MD simu-
lation Green and red represent the first and second run of protein, respectively. While blue and pink represent the

first and second run of ligand
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Figure S17. RMSD plot in duplicate for Myricetin with pancreatic alpha-amylase (PDB-ID: 4GQR) during the MD simu-
lation Green and red represent the first and second run of protein, respectively. While blue and pink represent the
first and second run of ligand



