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Figure S1. Binding energy between amino acid and Ceo calculated by a) MM/GBSA and b) MM/PBSA for the twenty pro-

teinogenic amino acids.
)
i
o
6 7 8 9 5 6 7 8 9 5 6 8 9 5 6 9

7 7 8
Distance (A) Distance (A) Distance (A) Distance (A)

ARG@Ce,
i

7 8
Distance (A) Distance (A) Distance (A) Distance (A)

25 ns 50 ns 75 ns 100 ns

TRP@Cygq

160

140

Angle (°)
Angle (%)
Angle (°)

Angle (°)
Angle (°)

Figure S2. Convergence of the Trp@Ceo (top) and Arg@Ceo (bottom) FES as a function of the sampling time.
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