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Message from the Guest Editors

Computational approaches represent a sustainable
alternative to costly experimental techniques. Concerning
polymer simulations, systematic hierarchical approaches
are highly valued as they provide a quantitative description
across the scales. These approaches also contribute to the
progress of polymer informatics and new tools such as
machine learning algorithms by unifying data from various
simulation techniques while simultaneously verifying and
extending them by an iterative loop with up-to-date
experimental results. The theoretical study of so  matter is
complimented by computational modelling, which is
commonly based on mean-field approximations. Among
several other topics, the equilibrium molecular self-
assembly of block copolymers, the linear and nonlinear
rheological properties of entangled polymer chains under
shear, and the industrial processing of polymeric matter
are often studied by mean-field computations.

In this Special Issue, we would like to welcome all
contributions including, but not limited to, the following
topics:

Molecular dynamics and Monte Carlo simulations;
Polymer informatics;
Atomistic simulations;
Coarse-grained methods;
Molecular rheology.
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Message from the Editor-in-Chief

Materials (ISSN 1996-1944) was launched in 2008. The
journal covers twenty-five comprehensive topics:
biomaterials, energy materials, advanced composites,
advanced materials characterization, porous materials,
manufacturing processes and systems, advanced
nanomaterials and nanotechnology, smart materials, thin
films and interfaces, catalytic materials, carbon materials,
materials chemistry, materials physics, optics and
photonics, corrosion, construction and building materials,
materials simulation and design, electronic materials,
advanced and functional ceramics and glasses, metals and
alloys, so  matter, polymeric materials, quantum
materials, mechanics of materials, green materials,
general. Materials provides a unique opportunity to
contribute high quality articles and to take advantage of its
large readership.
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