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Multi-state modeling of biomolecules
refers to a series of techniques used to
represent and compute the behaviour of
biological molecules or complexes that
can adopt a large number of possible
functional states. Biological signaling
systems often rely on complexes of
biological macromolecules that can
undergo several functionally significant
modifications that are mutually
compatible. Thus, they can exist in a
very large number of functionally
different states. Modeling such multi-
state systems

Multi-state modeling of
biomolecules - Wikipedia
simplest version, the Lorentz nonlocal
dielectric model [10], models dielectric
correlations that decay with a
characteristic length Wfrom the short-
range optical permittivity 1, (r r0) = 1 (r
r0) + w 1 2 W e jrr 0j W 4ˇjr r0j: (2)
Because nonlocal models lead to
integrodifferential equations of the form
r Z (r r0)r’(r0)dr0= ˆ(r); (3)
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Multiscale models and approximation
algorithms for protein electrostatics . By
J. P. Bardhan and M. G. Knepley.
Abstract. Electrostatic forces play many

important roles in molecular biology, but
are hard to model due to the
complicated interactions between
biomolecules and the surrounding
solvent, a fluid composed of water and
dissolved ions. ...


