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Figure S1: GROMOS topology file of a TBG molecule.
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Figure S2: DSSP diagram for different runs and 3 representative snapshots of the secondary
TBG-binding pocket. Snapshot panels: the TBG molecule is in orange, the lid fragment in
magenta, and the catalytic triad in blue. The secondary TBG-binding pocket is represented by a
green surface and the water molecule between the lid and the TBG molecule is shown in red.





