Supporting Information S6 Fig. Cholesterol-induced conformational transitions of H2 residues in system IIl.
Conformational transitions are identified here using the so-called T-PAD analysis, developed by us [1,2]. The
transitions turn out to involve the residues VAL57, LEUSS, ILE66 and SER67. The figure here shows snapshots
before (at 150 ns, yellow color) and after the transitions (660 ns, tine color); the cholesterol molecule is shown in
green sticks. Left: VAL57 and LEU58 rearrange and they interact with the cholesterol molecules. Right: ILE66 and
SER67 at the binding site change their conformations and interact with CFF.
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