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Figure S1. The root-mean-square-displacement (RMSD) values of the backbone atoms (C, 

CA, N) for the two models with respect to the first snapshot as a function of time. 

Figure S2. Distances between Ca2+ and its coordinating cTnC site II residues (Asp 65, Asp 67, 

Asp 73 and Glu 76) over the course of each MD simulation for two complexes. Here, the 1st 

run result is shown in black, the 2nd run result is in red, and the 3rd run result is in blue. 

Figure S3. Contact maps of residue-residue pairs between the B- (residues 38-48) and C-

helices (residues 54-64) of cTnC during each 150 ns MD simulation for two models. The blue 

end of the spectrum (value 0) reflects no contact between residue-residue pair, while the red 

end of the spectrum (value 1) represents 100% contact between residue-residue pair.   

Figure S4. Contact maps of residue-residue pairs between NcTnC (cTnC residues 1-89) and 

NcTnI (cTnI residues 1-41) during each 150 ns MD simulation for two models. 

Figure S5. The average angles and distances between the B- (residues 38-48) and C-helices 

(residues 54-64) of cTnC during 150 ns MD simulations for two models.  

Figure S6. Contact maps of residue-residue pairs between NcTnC and the switch peptide of 

cTnI (cTnI residues 148-164) during each 150 ns MD simulation for two models. 

Figure S7. The average angles and distances between the A- (residues 14-28) and B-helices 

(residues 38-48) of cTnC during 150 ns MD simulations for two models.  

Figure S8. The average solvent accessible surface area (SASA) values for two models. 

Figure S9. Contact maps of residue-residue pairs between cTnC and the inhibitory peptide of 

cTnI (cTnI residues 138-147) during each 150 ns MD simulation for two models. 
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