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F£1 ZnS(110)FKH R T BB

Ay, | /nm 4y, /nm diz, /nm dyz, | /nm 2, | /nm dys, | /nm w
ELEED” 0.0590 0.4296 0.3149 0.1403 0.000 0.1912 26.0
DFT-LDAY 0.0430 0.405 0.284 0.133 0.007 0.184 23.9
(0.0460) (0.434) (0.304) (0.1423) (0.008) (0.1969)
A 3C 0.0560 0.4196 0.3091 0.1479 0.0050 0.1925 24.87
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B TR AT B 45 B 5 At B 48 545 S A HL 4% . Ferraz %15V B DFT-LDA 1 B4 08 —
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MR RS, B E BT A4 Pt B T AR A bL B, (ELRE 1 A 4 Ot L T AR T
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M. OX SRV E—B. B0, X T B8 BRI M T R3S, Alves 2 A\ F &5 — 1 R 3
9 M Sk v B A e - V B4k &4 % B 14 GaP, InP, GaAs, InAs % (110) 3 B R H ¥ 4T T
WL BB T S NEE, U T EREEBETH s B TAFSE. BRI ZnS
(110) RE I E BB 2 T AP,
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CALCULATION OF THE ATOMIC GEOMETRIES AND
ELECTRONIC PROPERTIES OF ZnS (110) SURFACE"
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ABSTRACT
The total-energy minimization method is applied to the determination of the surface structure of
the ZnS(110) surface. The predicted surface atomic geometry agrees well with that obtained from e-
lastic low-energy electron diffraction intensity analysis. The electronic structure of ZnS(110) surface
has been studied by using the method of Green’s function scattering theory. Our results are eonsis-
tent with the first principle calculations, and the influence of lattice relaxation on surface electronic

properties are discussed.
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