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Graphitic carbon nitride (g-CN) mainly made of carbon and nitrogen was synthesized in
the 19-th century, but little is know about this compound. Since the beginning of the 21st
century, it has been revealed that g-CN works as a metal-free catalyst and shows
photoconductivity by element doping. These observations suggest that g-CN has a potential
as an electronic material. In this work, we carried out computer simulation studies on
electronic structures of g-CN in order to reveal molecular structure of g-CN and its
interesting reactivity and electronic properties.
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