
FIG. 6: An example of the procedure for identifying the hydrogen bond formation time. Inset:

magnified view near the identified hydrogen bond formation time, t1=419.5ps. Black circle: raw

data, red square: forward average over 20ps interval.

FIG. 7: An example of identifying the hydrophobic docking time. Black: raw data, solid green:

singly smoothed, and dashed red: doubly smoothed. Arrows: the identified docking time, 567ps.

transiently less than 2.4Å, which the algorithm does not regard as stable hydrogen bonds.

C. Identification of the hydrophobic docking time

Identification of the hydrophobic docking time is more challenging since the ASA of a

hydrophobic side chain fluctuates more widely (see Figs. 3c and 7). Similar to combining

raw and locally averaged data for the identification of hydrogen bond formation times,

hydrophobic docking times were identified using singly and doubly smoothed data of the

ASA trajectory obtained by applying the Savitzky-Golay smoothing filter (3). The Savitzky-

Golay filter locally fits a moving window of a certain size centered on each data point to an
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