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ABEEKE R (spin—polarized DFIZEIKE—REL IaL—a it EIZRY., FEHMED ¢-CN,(F 57748 CN, L&)
DATAMEEANF—LINDLEBMEICIR DT e, SHITHEBMED g-C,N,TIEF 1) —BEM 520K, K E—AV LA 3{E
[CETHRTIIENRHEINFEL Iz, £z, g-C,N, DHKIFEILX. AEHSEEMRSEILIZLO>TELICALTEIEND
MYFELTz, HIZEIBREDEMINT: 2 RITDATAEFIE, THhD LICEESERILBEICE > TERLEZEEDLDITHAR
TLKODWDEBNEEREHATOET, RISTKT DL, eCN, EDOHTAEF T, 5IREHDIELVIREE (a) & BIEREA M
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B Ab initio simulation on Patterning Graphitic C—N Sheets into Kagome Lattice for Magnetic Materials

Magnetic materials without metals are hotly pursued for their potential applications as biocompatible magnetic materials.
Based on spin—polarized density functional theory we show that the nonmagnetic g-C;N, becomes ferromagnetic, and the
magnetism of g-C,N, is enhanced when patterned into kagome structures, where the Curie temperature becomes 520 K and
the magnetic moment per unit cell increases three—fold. Their magnetic properties can be further enhanced by applying external
strain. The resulting 2D kagome structures show some advantages over the existing systems synthesized by using
metal—organic coordination network or supramolecular self-assembly of specific molecules on the surface of substrates. To
date, all of the two— and three—dimensional magnetic kagome structures contain metal ions and are toxic. Our studied systems
with enhanced magnetism, porosity and biocompatibility are promising candidates for the applications in biotechnology and
spintronics. Figures (a) and (b) are g~C;N,~based kagome lattices without and with tensile strain. The green and red colors

represent the spin up and spin down electrons, respectively.

O Reference Xiaowei Li, Jian Zhou, Qian Wang, Yoshiyuki Kawazoe and Puru Jena, J. Phys. Chem. Lett. 4, 259—263 (2013)
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