

Calmodulin mediates redox sensitivity of Kv7 channels. Supplementary Table 2

Supplementary Table 2. Details of the molecular dynamics simulations conducted in this study.
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SYSTEM PDB ID S2-S3 Kv7.1

#  Ca

2+

 ions

# water 

molecules

# atoms

Replicas 

(simulation time)

Total simulation 

time (ns)

Holo-Peptide 6FEH; 5VMS YES 4 19,984 64,153 6 (1,500 ns) 9,000

Int-Peptide 6FEG; 5VMS YES 2 24,014 76,269 6 (~550 ns) 3,299

Peptide Alone 5VMS YES 0 24,675 25,142 1 (600 ns) 600


