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abstract

Prokaryotic tetrametric ion channels increase the selectivity
for various ions by amino-acids mutation. We aimed to create
unprecedented ion channels with selectivity for rare metal ions
such as lithium and strontium ions. Structural analysis and
electrophysiological experiments revealed that the arrangement
of water molecules at the channel entrance and the stability of
polyvalent ions in the inner vestibule are essential for ion
permeation. To investigate the behavior of hydration waters in
hydrated ions during channel permeation, we established an
experimental system of molecular dynamics calculation for

further detailed permeation mechanism analysis.
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