45 0 A i

1 E 4T 88 E AR (BE3CHR)

N SE

ﬁP@ﬁﬁﬁE

T 4 E e i
ZHONGGUO YOUSEJINSHUXUEBAO XUEBAO
F184% F1H (M 1061) 200842 H

'@[PDFéiTﬁ]

WS 1004-0609(2008)01-0145-06
TiB2 (0001) & [ {4 x5 5532 ok B iR

THEEH, A, HAHEE, NEE
(UEBHITTE2ERE M E T TRE22BE, {5FH 464000))

W B RS ETVE S AT P R TEB, (0001) K I (K JLATRI L5 45 SRR W] WIFITIB,(0001) R HI#S AR AT AL, (HATH LB 1 th
DU A5t IS, o A2 BTl S 7 (R i st Ot s, T8 0E TR 3 AR ARG B iesE , sthig s b B WAl Rl S& i & i
REZPMTREI,  Z8 bR 1 (KA TR BE 5 (19 9 F A BAT BUIR AR T g s XS R, 20 E TR T R B E -

FBET . TiB2(0001) K Mf; iz mlie, Kmmik, Kmas

Density functional theory on characteristics of TiB2 (0001) surface

WANG Chun-lei, ZHOU Li-hai, HU Xue-hui, SUN Hai-bin
((College of Physicsand Electronic Engineering, Xinyang Normal University, Xinyang 464000, China))

Abstract: The geometry and electronic structure of two different TiB2 (0001) surface were investigated by the method of
density functional theory. The results indicate that there will be no reconstruction phenomenon for both different TiB2 (0001)
surfaces, while there will be obvious relaxation, especial for the B-terminated surface, in top-three layers. The surface
energies of the two kinds of surfaces are also analyzed. The results show that the surface energy of Ti-terminated is lower in

much wider range compared with that of B-terminated surface. So it can be believed that Ti-terminated surface maybe the
stable TiB2 (0001) surface.
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