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(3D) structure of nucleic acids, and to promote
intermolecular interactions. To understand how the
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macromolecules at the atomic level. Molecular dynamics
(MD) simulations complement experimental information
and generate new hypotheses on the molecular and
cellular functions of metal ions. Among the specific
challenges posed by the MD of metal-binding
macromolecular systems, a particularly relevant one is the
parametrization of the metal site. This is obviously crucial
to achieve an accurate interpretation of the data.
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