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Abstract: 1 use molecular dynamics (MD) simulations and related methods to
investigate the self-assembly, phase behavior and interaction networks of a range of
soft-matter biological systems. In MD simulations, a complex molecular assembly is
modeled by a set of interacting particles, whose spatio-temporal evolution calculated
by solving Newton’s second law numerically. During this talk, we will discuss some
problems that can be addressed from simulations such as exploring ion pathways in
ion pumping proteins, understanding taste, the molecular basis of the high
triglyceride content in certain cancer cell membranes and the endoplasmic reticulum.
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