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Table S1. The interactions of compound 16 with a-Glu and a-Amy

Binding energy Interacting Type of
Enzyme Distance (A)
(kcal/mol) residues interaction

Asn241 Hydrogen bond 1.90
Glu276 Hydrogen bond 1.85 and 2.19

Ash214 Hydrogen bond 2.26

0-Glu -69.67

Phel57 n-1 stacking 4.86

Hie245 n-1 stacking 5.00

Tyr71 n-1 stacking 3.76

Glh233 Hydrogen bond 2.72
o-Amy -66.02 Asp197 Hydrogen bond 2.08 and 2.28
Lys200 Halogen bond 2.28 and 3.08
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