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Message from the Guest Editor

The Special Issue is divided into two parts: part I reviews
the fundamental principles of the electronic structure of
materials, while part II presents more specialized topics
such as electronic structure analysis methods, band
structure calculations of various functional materials, and
the application of these materials in various fields.

In Part I, articles discuss theoretical approaches to
understanding an electronic structure, such as density
functional theory (DFT). Other topics covered include
related concepts such as chemical bonding, molecular
shape and symmetry, electron–phonon interactions, and
other aspects of quantum chemistry.

Part II includes applications of electronic structure analysis
methods to various materials such as perovskites,
kaolinite, hectorite, barium titanate, and ferroelectric
materials. In addition, the charge transport mechanism of
organic–inorganic hybrid materials for optoelectronic
devices is discussed. Moreover, future directions of
research regarding advanced materials in photonics,
spintronics, topological materials, and water splitting are
highlighted.
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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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