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Fig. $1. Empirically determined structures that were used by AlphaFold that to generate a model of Nay1.5 (UniProt ID: Q14524)
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Fig. S2. Contacts between each amino acid with with water, PC, PA, and OL molecules. Values are expressed as a percentage of frames where contact

was observed. Cells are color coded to facilitate rapid visual scanning for consistency. Images of the table are generated in high resolution to allow for
enlargement after downloading Sl files.
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between simulations shown in white.
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Fig. S6. Overlays of post-MD model (grey) with nonconducting (dark brown, PDB ID 6UZ3) and conducting (tan, PDB ID 7FBS) CryoEM
structures.
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Overlays of post-MD model (grey) with nonconducting (dark brown, PDB ID 6UZ3) and conducting (tan, PDB ID 7FBS) CryoEM structures. 
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Fig. S7. Each dot corresponds to the average distance calculated for the duration of each simulation (200ns to 1000ns). Error bars depicting the
standard deviation are also included, however, for the majority of the data, the size of the dot exceeded the standard deviation. In panels a) and b)
distances were measured between alpha carbons to gain insight into the movement of the helixes. In panel ¢) and d) distances were measured using
the side chain center of mass to investigate amino acid conformational change. The high degree of structural conservation across the course of our
simulation is consistent with other reports that employ standard MD simulations with the latest Amber forcefields (Wang et al., 2021).
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                Each dot corresponds to the average distance calculated for the duration of each simulation (200ns to 1000ns). Error bars depicting the standard deviation are also included, however, for the majority of the data, the size of the dot exceeded the standard deviation. In panels a) and b) distances were measured between alpha carbons to gain insight into the movement of the helixes. In panel c) and d) distances were measured using the side chain center of mass to investigate amino acid conformational change. The high degree of structural conservation across the course of our simulation is consistent with other reports that employ standard MD simulations with the latest Amber forcefields (Wang et al., 2021).
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Fig. S8a. Alpha-carbon distance measurements of post-MD model during MD simulation when CTD was associated and dissociated.
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Fig. S8a. Alpha-carbon distance measurements of post-MD model during MD simulation when CTD was associated and dissociated.  
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Fig. S8b. Side chain distance measurements of post-MD model during MD simulation when CTD was associated and dissociated.
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Fig. S8b. Side chain distance measurements of post-MD model during MD simulation when CTD was associated and dissociated.  


