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Supporting Figures 

 

Figure S1. Time series of solute temperature index along the selected replicas (1, 4, 8, and 12) in 

Holo (a) and Apo (b) gREST_SSCR simulations. 



 

Figure S2. Probability distributions of modified potential energies in gREST_SSCR simulations. 

Those at 12 solute temperatures in Holo (a) and Apo (b) gREST_SSCR simulations are shown. 

  



 

 

Figure S3. (a) Probability distributions of the C𝛼 atoms RMSD of NTD and CTD in cMD (dashed 

line) and gREST_SSCR Apo simulation (solid line) both at 300.00 K. RMSD of NTD and CTD are 

shown in blue and red, respectively. (b) Probability distributions of H-bonds in the Apo state 

between the 22 selected residues in the solute region of gREST_SSCR simulation at 300.00, 400.11, 

and 550.00 K (solute temperatures). As a reference, the same distribution obtained in cMD at 

300.00 K is shown as a dotted line. 

 

  



 

Figure S4. Residue-residue average salt-bridge distances of six metastable forms, (a) HC, (b) HCL, 

(c) HO, (d) HOL, (e) AO, and (f) AOL. Circled interactions are inter-domain salt-bridges listed in 

Table 1. 



 

Figure S5. Structural clustering of gREST_SSCR Holo (a) and Apo (b) simulation trajectories in 

the Hinge and Twist angle conformational space. In a, HC, HCL, HOL and HO conformations are 

shown in blue, green, yellow and red, respectively. In b. AO and AOL are shown in red and orange, 

respectively. 


