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The coordinates of the relevant states along the Minimum Energy Path for the study
of Resveratrol Glucosylation by GTF-SI can be accessed at the following link: GitHub
Repository.
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Supplementary Figures

Fig. SF1 Crystallographic structure of glucosyltransferase-SI with PDB ID 3AIE - chain
C.1 Domains A, B, IV, and C are depicted in shades of yellow, red, blue, and magenta,
respectively.
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Fig. SF2 RMSD of the active site residues for the systems MDrest and MDfree relative
to the crystallographic structure with PDB ID 3AIE. t-Student test showed no significant
difference between the two.
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Fig. SF3 Fluctuations illustrated by B-factor on representative MDrest and MDfree struc-
tures. Blue, white, and green colors indicate low, medium, and high residue fluctuations,
respectively, calculated on the last 300 ns of the MD.

Fig. SF4 Active site water molecules present throughout the stable part of the MD pro-
duction. Mean values of 19 ± 2 and 20 ± 3 water molecules for the MDrest and MDfree

systems, respectively.
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Fig. SF5 Histogram of solvent-accessible surface area for active site residues of both
systems.

Fig. SF6 Solvent-accessible volume with values of 3518.3 and 4159.9 Å3 calculated for the
inner pocket2 of the MDrest and MDfree systems, respectively.
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Table ST1 Activation barriers calculated at the QM(DFTB3)/MM(CHARMM) theory
level of different frames of the MDrest system along the MD production and with the
initial DFT-based structure.

MDrest frame E barrier, kcal·mol−1 Avrg. Std.
167 10.6

11.5 3.4
257 13.4
259 12.4
339 12.0
370 5.2
376 15.1

DFT-based structure 6.2 - -

Fig. SF7 Interaction of Arg475 in the reactant and transition states of the MEP. The in-
teraction with the 2OH group of the glucosyl moiety in the TS is highlighted due to its
relevance in stabilizing the TS.
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Fig. SF8 Eigenvectors (in purple) of the transition state frequency calculation. The green
line shows the atoms involved in bond breaking and the nucleophilic attack. The ma-
genta line shows the atoms involved in proton transfer.
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