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First Principles Study of Electronic Structure and Half-metallicity of Molecule-based Ferromagnet
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WEmT 323 & NE 109 BA . 2010-12-15 FARR: 2011-2-14
THEAL BHEIKEITE THPDFR L
doi: 10.1088/1674-0068/24/02/189-193
I TR B RS E N

YL KB First principles Magnetic property Half-metallic property

4T H

fi# LA E-mail

wiE e || AR TR AR B AR, 11442002 smilehhm@163.com
‘%’uﬁ WL TR B2 R, |-18442002 || |
‘XIJI*TI'.'”-.‘ || WL TP 22 22 R, 1442002 || |
[t || eopabtoopmmys:, Ri0a30074, ISR SRR L, HAI110016 I |

RIDE
ST MRS E ) SRR L, WFE T 2 T IERLARCIIN(CN) L I HL T S M R B R . 0 R s, A BERAL I REl 4, A& L
T [ TRBIAT T S W11 00 TREM N - G Jm kv . AN T MRS Jy2.00uB, e Cr2* 43 T A A TTRRAC K, TTRRAL P b PR I5t T4
BT I DTRRATO BN . B T 2 U A MR AR I R G PR AR AL

JE A B

The electronic structure and half-metallicity of molecule-based ferromagnet Cr[N(CN),], have been investigated using first-principles with
generalized gradient approximation. The total energy, spin-polarized electronic band structure, density of states (DOSs) and spin mag-netic
moments were all calculated. The calculations reveal that the compound Cr[N(CN),], is a really half-metallic ferromagnet with a integral
magnetic moment of 2.0000 uB per molecule in the optimized lattice constant. Based on the spin distribution and the DOS, it is found that the

total magnetic moment is mainly from the Cr2* with relative small contribution from C and N atoms. The sensitivity of the half-metallicity to
small change in lattice constant is also discussed.
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