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Regulation of Boron and Nitrogen Doping on Band Structure of

Phagraphene Nanoribbon
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(1. College of Science, Hunan University of Technology, Zhuzhou Hunan 412007, China;
2. School of Physics and Electronic Science, Changsha University of Science and Technology, Changsha 410114, China )

Abstract: Based on the first principle of density functional theory, a study has been conducted on the effect of
boron and nitrogen atoms doping on the band structure of phagraphene nanoribbons (PGNRs).The research results show
that doping with boron and nitrogen atoms can effectively control the band structure of phagraphene nanoribbons: single
and double boron and nitrogen atom doping can realize the semiconductorization of the energy band of phagraphene
nanoribbons; the concentration of doping atoms also has an effect on the band structure of phagraphene nanoribbons;
meawhile an increase in the concentration of doped atoms can obtain a completely different band structure from that of
a single-atom doping.
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