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Computer simulation of peptide adsorption

Abstract:

In this talk | shall describe some of our recent work attempting to simulate the
statistical mechanical properties of very simple models of polymers and peptides,
both in isolation and in the vicinity of surfaces. Some of these methods are well
known, and some derived from groundbreaking work in other groups; some aspects,
such as the treatment of single-surface adsorption, differ in a few details. | shall
summarize the results that we have obtained using lattice models, and set out our
preliminary simulations using off-lattice models, setting some of the work in the
context of a larger programme of research focusing on the role of peptides on
biomineralization.
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