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Figure S1. For each interface, residues that were missing from the PDB 3D crystal structure have 
been inserted using the Modeller 9.17 software package19. Residues highlighted in red are residues 
that were added using Modeller. 
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Figure S2. For each interface, the RMSD of each member is plotted separately. The results show 
that for each interface, both members exhibit similar flexibility.
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Figure S3. For the structural elements located at the three interfaces of Fig. 4, fluctuations in the 
distance between the structural elements of each group as a function of simulation time. 
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Figure S4. Root-mean-square fluctuations (RMSF) computed from the last 100 ns trajectory for 
the Cα atoms of the interface structural elements of Fig. 4.
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Table S1. An expanded version of Table 2 with additional information about the interactions.
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Figure S5. The time-evolution of the inter-domain contacts listed in Table 2 and Table S1. 
a) Evolution of the number of hydrogen bonds with respect to time for all three interfaces for the 
last 150 ns. b) Number of hydrophobic residues within 6.4 Å of the domain-domain interface 
during the last 150 ns of simulation.


