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Supplementary Figure 1: C, root mean square displacements (RMSDs) of replicate #2
simulations for DNA-free GR DBD molecule C and PDB IDs 3g99 (GBS) and 4HNS5 (IR-GBS).
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Supplementary Figure 2: C, root mean square displacements (RMSDs) of duplicate MD
simulations for DNA-free GR DBD molecule A and PDB ID 3g9j. These structures represent
alternative systems equivalent to the simulations presented in the main text and serve to
strengthen conclusions made from analyzing those.
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Supplementary Figure 3: C, root mean square fluctuations (RMSFs) of replicate #2 simulations
for DNA-free GR DBD molecule C and PDB IDs 3g99 (GBS) and 4HNS5 (IR-GBS). Molecule GBS2 in
this replicate simulation of 3g99 is the only GBS-bound monomer with increased fluctuations in
the D loop (residues 457-465). Visual inspection of the simulation showed that the increase is
caused by repeated breaking and reforming of the salt bridge between D462 and R460, the
main contact establishing contact between adjacent D loops. This does not affect overall
stability of the system as judged by stable RMSDs in both protein and DNA and suggests that
the D loops retain a modest degree of flexibility even in a functional dimer.
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Supplementary Figure 4: C, root mean square fluctuations (RMSFs) of duplicate MD
simulations for DNA-free GR DBD molecule A and PDB ID 3g9j. These structures represent
alternative systems equivalent to the simulations presented in the main text and serve to
strengthen conclusions made from analyzing those.
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Supplementary Figure5: Cluster analysis of replicate #2 simulations for DNA-free GR DBD

molecule C and PDB IDs 3g99 (GBS) and 4HN5 (IR-GBS). Lever arm conformations observed in
the MD simulations were clustered and the population of clusters is reported here.
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Supplementary Figure 6: Cluster analysis of alternative structures (DNA-free molecule A and

PDB ID 3g9j; duplicate simulations). Lever arm conformations observed in the MD simulations
were clustered and the population of clusters is reported here.



