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Additional full enzyme model results obtained at the QM(BP68/6-

31G*)/MM(CHARMM27) level of theory. 

Figure S1. Energy profile for the CGE formation as a function of the asymmetric 

reaction coordinate (RC) at the BP86/6-31+G(d)/MM(CHARMM27) level of theory.

Figure S2. Snapshot of relevant interactions between sucrose and active site residues 

at the Reactant structure.


