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Figure 6: Changes in the structure of LacI during equilibration. (a) The dynamics of

the principal angles α (violet), θ1 (blue) and ϕ1 (green) of the left head group, and θ2 (red)

and ϕ2 (orange) of the right head group (same colors as Fig. 2c of the paper). (b) Time

dependence of the RMSD of various domains of the LacI-DNA complex, compared against the

newly constructed hybrid structure. Top: RMSD of each core domain (green and dark green),

of the two core domains together (blue), and of the 4-helix bundle (magenta). Middle: RMSD

of a head group (black), of the DNA segment bound to that head group (orange), and of the

same DNA segment if computed after the best-fit alignment of the head group (violet). Bottom:

RMSD of the two core domains (blue), and the two head groups (red, turquoise) computed after

the alignment of the core domains.
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