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Abstract : The ferromagnetic properties of carbon-doped ZnO (Zn0:CO) and hydrogenated carbon-doped ZnO (ZnO:CO+H)
are investigated using the density functional tight binding (DFTB) method. Our results reveal that CO-doped ZnO is a
ferromagnetic material with a magnetic moment of 1.3 puB per carbon atom. The presence of hydrogen in the material in the
form of CO-H complex decreases the total magnetism of the material without suppressing ferromagnetism. However, the
system in this case becomes quickly antiferromagnetic when the C-C separation distance was increased.

Keywords : ZnO, carbon, hydrogen, ferromagnetism, density functional tight binding

Conference Title : ICMSCMP 2014 : International Conference on Material Science and Condensed Matter Physics
Conference Location : Berlin, Germany

Conference Dates : May 22-23, 2014

Open Science Index, Materials and Metallurgical Engineering Vol:8, No:05, 2014 publications.waset.org/abstracts/10237.pdf

International Scholarly and Scientific Research & Innovation 8(05) 2014 1 ISNI:0000000091950263


https://publications.waset.org/abstracts/10237.pdf

