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Figure S5. Root mean-square deviation (RMSD) analysis of LBP. Root mean-square deviation
(RMSDs) between the Cα atoms of (i) the refined open structure of LBP and (ii) the open LBP structure
(similar to Fig. 2B). For the RMSD calculations, the open structure was taken as the average structure of
the ensembles used to compute the SAXS curve of the open state. Trajectories were taken from umbrella
windows of wopen close to the peak of the posterior p(wopen|D,K). The color indicates the open:closed
weights used to compute the target curve (see legend, five target curves in Fig. 2C). The RMSD curves
demonstrate that, starting from the closed state, LBP rapidly opens and approaches the open structure.
Some RMSD fluctuations after longer time (green curves) reflect a smaller twist motion between the N- and
C-terminal domains within the open state. Such fluctuations along the twist are expected since, as shown
previously (Chen and Hub, Biophys J. 2015), the SAXS data restrains the degree of openness but not the
twist.


