Electronic Supplementary Material (ESI) for Chemical Science.
This journal is © The Royal Society of Chemistry 2024

8 WT-Cyclohexanone

8 W113A-Cyclohexanone

—— Ca - Y376(0OH) —— Ca - Y376(0H)
- —— CB -- FAD(NS) S —— CB -- FAD(N5)
(] (]
o i)
f f =
© ©
@ a4 B 4
[m)] [m]
0 1000 2000 3000 4000 5000 0 1000 2000 3000 4000 5000
# of Frames # of Frames

Figure S12. The interatomic distance of the axial proton located at the Ca and Cp position of
cyclohexanone in WT and W113A for the 500 ns trajectory.



