
FIG. 8: Stereo snapshots of sample dimerization trajectories of KI (a,c,e) and KFE8 (b,d,f).

Hydrophobic side chains are colored green. (a,b) Initial hydrophobic contact, with relevant side

chains emphasized by thick bonds. (c,d) Initial hydrogen bond formation (denoted by purple lines).

Note that KFE8 still has the Phe side chains facing each other, showing stronger hydrophobic

interactions. (e,f) Final state. Hydrophobic side chains have changed their positions from facing

to tethering configurations as the β-sheet structure stabilizes; this can lead to an increase in the

ASA (cf. Fig. 3c). Molecular models are rendered using VMD (4).
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