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tutf DL AR E .
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BT HBEAFHES. B BER LR BE R RS
BIE R SR R AR, X 5 AR
W B4 - — 3%, R B ZnVSe, HA 2148 R
fE. X TCEE/E FRAR Y A e i A S50, B b T i i
T B0 A 80 A 5 T S 100% B e Ak 20
FHIEA.

MK B ZnVSe, S EERES ZnSe ML,
A BE 7 ) I B8 1 a5, kb T - 6. 54— - 5.88 eV
BRI T - 13. 24— — 12. 20 eV AL A7
A3 S FARAE DT WAL T 1.53 eV Fl 1.45 eV. HEAKAE
& TE -36.1, -38.9, —61.8 Fl - 64.7 eV Ab
B BT WA B e ) R B BE T R AR AT
WA VB 3p BT oTik, J5 PN VB 3s
THEHE, T Zn F1 Se XX 4 A EFEA A 45T
k. ZnVSe, 1Y iy T2 H Se B9 3p L F AL, 7F
-7.7 eV Ak, Se JRF 11 3p HF5 Zn 51 45 HL
FIREFEILTE2ES, BB T84
fbide; W AE, 72 L HIER - 3.5 eV AN B e
=3.1 eVALFT I BRBY PN U6, T0 i B AR IE 2 M A7
B E YRS NE VFE AL A, F BT Se

10

fiERt /ev

2 ZnVSe, FYREATZ5H  (a) ABEM F;(b) FBER -

046301-3



4 I %  Acta Phys. Sin.

Vol. 60, No.4 (2011) 046301

3p BT75 V 3d L TAEIAN A 558 2L 2 AL 3500
FArEAR T VA Se ZEIRFUANEAE. LIV 1)
DA EEX RS EER A LIAEL,V 1 3d BT

>
v
z
2
E
L]
S -
-]
& C1f
S
W 9
_3 C L L " L 1
- 0 5 10
etk /eV
3r ;
L (© : —Zn-s
9k - Zned

Znff4r &% felectrons-eV ™

T34, 8 R A e AL A% BE (spin density ) #F
TR 15 A e ik DOS FR5r 5 A etk 1k
DOS 2% B L4343 7 R 3..00 1 3. 31, 1545
AR H 3T, WA B0 e S ke
WA B FR b —Bun g5 3. R, R ATIE A H
Ao (A JE A BT T A5 21 T 3% ZnVSe, 8 5 %) G 56 R
3. Oy , WGP A2 B IR B T 1 B H50A%  iX B OE 2 4 s
KR B — A S R AE

B, N T HAE ZnVSe, BUFES TAT/0HHE
TINEEE MR 260 H ZnVSe, BILE A RE, DL M 2
x 2 x 18 D Ji 1% 48k 0 2 R0 2 Ak 2 P U 1) L
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Abstract
We have calculated the electronic structure of ZnVSe, by the method of first-principles plane wave pseudopotential
(PWP) with density functional theory ( DFT) combined with generalized gradient approximation ( GGA) , such as spin
polarized energy band structure, density of states, Mulliken population, magnetic moments and so on. The calculation
results show that ternary compound ZnVSe, is a half-metallic ferromagnet that shows significant ferromagnetism, its half-
metallic energy band gap reaches 0. 443 eV. The electron spin polarization is as high as almost 100% , and therefore,

ZnVSe, may be a useful material for spintronics.

Keywords: ZnVSe,, half-metallic ferromagnetism, first principles
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