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Fig. 1S — 3D optimized structures of methyl α-D-glucopyranoside (1) and its derivatives (2-8) 
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Fig. 2S — Molecular orbital analysis of the HOMO‒LUMO energy (eV) and energy gap, 

hardness (η) and softness (S) 
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Fig. 3S — DOS plot of the derivatives of methyl α-D-glucopyranoside 

 

 

 

 

 


