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Figure S1: Discrimination of the models.

Eleven final models of structure 2p5e. Red: VB domain; blue: Vo domain; gray:
crystal structure. Left side: interaction energy (kcal/mol); right side: RMSD (nm) (see
also insertion above for explanation). The models are ordered according to their
energy. Note that our method is able to discriminate accurate models of low RMSD
with respect to the experimental structures (gray) based on the interaction energy
between the Va and the VP domains (first row). See Text S1 (Additional file 1) for
the labeling of the 11 starting structures.




