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Abstract:

Multi-scale computer simulations are
playing more and more important roles
In revealing the microscopic
mechanisms of biological systems.
Membrane proteins, embedded in cell
membranes and crucial for many
biological functions such as signal
transduction and ion permeation, are of
particular interest to us. | will introduce
our recent multi-scale computational
studies of two membrane proteins, an
ion channel and an antimicrobial
peptide respectively, to show how these
proteins function at atomistic scale as
revealed In our simulations. Some
ongoing ion channel research in our
group and the relevant challenges will
be discussed as well.
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