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Figure S1: Variation of C*-RMSD with simulation time for the 6 microcanonical MD trajecto-
ries of the 4YY2 system.
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Figure S2: Variation of C*-RMSD with simulation time for the 6 canonical MD trajectories of
the 4YY2 system.
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Figure S3: Variation of the average rotation angle ¥ (Equation (6) of the main text) with
simulation time for the 4 microcanonical MD trajectories with type I restraints of the 6SD5
system. The errorbars (gray) amount to £ standard deviation and have been drawn every
100th point to avoid overcrowding the plot.
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Figure S4: Variation of C*-RMSD with simulation time for the 4 canonical MD trajectories
with type I restraints of the 6SD5 system.
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Figure S5: Variation of C*-RMSD of the monoomers of 6SD5 from their initial structures
with simulation time for the 4 canonical MD trajectories (A — D) with type I restraints. The
sub-panels are labelled with the numbers of the consecutive monomers.
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Figure S6: Variation of C*-RMSD with simulation time for the 4 canonical MD trajectories
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with type II restraints of the 6SD5 system.
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Figure S7: Variation of C*-RMSD of the monoomers of 6SD5 from their initial structures
with simulation time for the 4 canonical MD trajectories (A — D) with type II restraints. The
sub-panels are labelled with the numbers of the consecutive monomers.
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Figure S8: Variation of the average rotation angle ¥ (Equation (6) of the main text) with
simulation time for the 4 microcanonical MD trajectories with type I restraints of the 2BL2
system. The errorbars (gray) amount to £ standard deviation and have been drawn every
100th point to avoid overcrowding the plot.
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Figure S9: Variation of C*-RMSD with simulation time for the 4 canonical MD trajectories
with type I restraints of the 2BL2 system.
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Figure S10: Variation of C*-RMSD of the monoomers of 2BL2 from their initial structures
with simulation time for the 4 canonical MD trajectories (A — D) with type I restraints. The
sub-panels are labelled with the numbers of the consecutive monomers.
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Figure S11: Variation of C*~-RMSD with simulation time for the 4 canonical MD trajectories
with type II restraints of the 2BL2 system.
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Figure S12: Variation of C*-RMSD of the monoomers of 2BL2 from their initial structures
with simulation time for the 4 canonical MD trajectories (A — D) with type II restraints. The
sub-panels are labelled with the numbers of the consecutive monomers.
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