Free-binding energies and molecular interactions of yessotoxin

in the voltage-gated sodium channel Na,/1.5: an in silico approach
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INTRODUCTION

Several marine dinoflagellates produce unique secondary metabolites with intriguing biological activities.
Yessotoxin (YTX) and analogs are produced by three species of marine dinoflagellates, with potent ion-channel
activity. This study aimed to evaluate the affinity of YTX for the Na,/ 1.5 channel, using in silico modelling tools.
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Significant interactions and low binding free energies (AG), between
-6.79 and -10.32 Kcal mol? for YTX in the Na,/ 1.5 protein model. Certain
amino acid residues in Domains | and Il were reached, indicating that This study constitutes the first approach to in silico exploration of
this toxin is a potential Na,, 1.5 modulator. polyketide-derived dinoflagellate toxins in pursuit of evaluating their

therapeutic potential.

What’s next? To understand the effects of YTX on the voltage-gated
sodium channel different studies are needed, i.e. electrophysiology
and molecular dynamics analyses
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