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Figure S2: Influence of the restraint operator.

Final models of the structure 1kj2/DE after the optimization procedure (view: ligand
binding site). The VP domain of the original experimental crystal structure is shown
in transparent black as a reference. If the position of the V3 domain is not constrained,
the optimization from the starting conformation CI6 leads to an unfavored model (A,
RMSD 30.00 A) with a better interaction energy than the preferred model starting
from CI5 (B, 1.54 A), and thus the energy based prediction fails. C) By switching the
restraints on, the model starting from Cl6 converges to the preferred conformation
(RMSD 1.59 A).



