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Message from the Guest Editor

In this Special Issue, we present various facets in
computational material science as tools for the
quantitative and qualitative description, and
characterization of materials, and for uncovering new ones
with new functionalities. Ab initio methods like state-of-
the-art density functional theory with its many extensions
are applicable below the 1 nm scale. Other methods,
empirical and/or semiempirical but still atomistic, are
successful for the description and characterization of
materials at much larger scales. These successive scales
and their specifics define the stages of a multiscale
approach that is o en needed in material sciences since
many physical processes manifest at more than one scale.
In this call, we welcome contributions in the field of
computational materials that may entail approaches from
the atomic to the continuum level. However, special
attention will be paid to atomistic methods, where modern
approaches like machine learning may lead to meaningful
model parametrizations, to data-dimensionality reduction,
and to property prediction. Practical examples of present
interest such as perovskites or 2D materials will have an
important role.
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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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