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Message from the Guest Editor

More than one-third of all known proteins encoded need
at least one metal ion to perform their biological
function. Various metal-containing cofactors require
dedicated biosynthetic enzymes for their assembly.
Metal ions are also crucial to tune and stabilize the
three-dimensional (3D) structure of nucleic acids, and to
promote intermolecular interactions. To understand how
the aforementioned processes work, it is necessary to
investigate the 3D structure and mobility of the involved
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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About the Journal

Message from the Editor-in-Chief

The International Journal of Molecular Sciences (/JMS,
ISSN 1422-0067) is an open access journal, which was
established in 2000. The journal aims to provide a forum
for scholarly research on a range of topics, including
biochemistry, molecular and cell biology, molecular
biophysics, molecular medicine, and all aspects of
molecular research in chemistry. /JMS publishes both
original research and review articles, and regularly
publishes special issues to highlight advances at the
cutting edge of research. We invite you to read recent
articles published in /JMS and consider publishing your
next paper with us.
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