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Figure 5.Results fromMD simulation with (S)- and (R)-strictosidine-int. (A) Snapshot ofMD trajectory of (S)-strictosidine-int. (B) Snapshot ofMD
trajectory of (R)-strictosidine-int. (C) Plot of hydrogen (of (R/S)-strictosidine-int) to oxygen (of glutamate) distances vs time in nanoseconds
throughout the MD trajectory. The blue line represents the distance for (S)-strictosidine-int and the red line represents the distance for (R)-
strictosidine-int.
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Figure 6.Results fromMD simulationwith (R)- and (S)-int-II. (A) Snapshot ofMD trajectory of (R)-int-II. (B) Snapshot ofMD trajectory of (S)-int-
II. (C) Plot of hydrogen (of int-II) to oxygen (of glutamate) distances vs C−H−O angles throughout the MD trajectory, with the transition state
geometry shown in green. The blue data points are results from the MD trajectory with (R)-int-II, and the red data points are results from the MD
trajectory with (S)-int-II.
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