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OO B T A A AR RE R, M M
GdTaO, &R REA &5 14 (A 6) . By Tk RE i
Fai, B 6(a) g A E ] B RYRET 181 6 (b) Jy FE fw)
THIRE. B 6 HF R LIE i GdTaO, il TLALAE I
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3.5. g ®

FIF Sternheimer B35 SRATIB T MR
GdTaO0, MFHAEN B EE e FHFHITHE 0 HSAHHE
WemkRZ TP HAMBOITGR(E2). BR
M’ A GATaO, 4T 30845 10 e, T v, v, 2
=D 2 AR BCE TR 4ME 2. 24 AR P it
FHTHEAE X5 W 400 Gladstone-Dale 3¢ 3
BRI R (n = 2.22) FF AR, B FRAT
3 T HE ).

2 M EGATaO, #i s L A & T F n

LUy BE

Ern 4.750

n,, 2.179

£, 4.902

n, 2.214

£, 5.363

n, 2.316

(&, te, +e.)/3 5.005
(ny+ n,+ n,)/3 2.236

4. & #®

Wk BT AR B DL 480 1)
M’ B GATaO, fraf 0 32 i O-2p HLFH &, T IS
B Ta-5d (1) e HUIE B 18 iR Gd-4f B FE &
WESHEENRERZM U, S8t , X U,
=6 eV, A7 58 B AN R R AR AL, Yl 4.03 eV
2) T3 5s il Sp BT I BRI, AR S % Gd-4f g
TFHIBE AR /N, XS U, =8 eV B, [ HE R A E iE R
T Gd-4f B 7R 23 0 R T A LR 6. 27 eV
TS ICLL E 3.01 eV 4b;3) M’ B GdTaO, 147 4t
KNy 2,24 W45 5 ] Gladstone-Dale % & 15 %
&5 R A

X RN E W S 78 T M B GdTa0, &
w7458, 3 FIWRAHE K B4 M A
GdTaO, i 74 1) i o % 38 3 B AR S AL, A 7 ol 5
MR K 1 BB LA B R X
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Fist-principle calculation for electronic structure of M’ -GdTaO, °
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Shanghai 200092, China)
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Abstract
The electronic structure of M’ type GdTaO, is studied by first-principle pseudopotential calculation within the frame
of density-functional theory. The calculated band structure of M’ -GdTaO, revealed that the top of the valence band is
dominated by O-2p and the bottom of the conduction band is dominated by e orbits of Ta-5d. The spin-up and spin-down
electrons of Gd-4f are located at 6.27 eV below the top of the valence band and at 3.01 eV above the bottom of the
conduction band when on-site Coulomb interaction U_, =8 €V is applied. The calculated refraction index of M’ -GdTaO, is

2. 24 which is in good agreement with the result abtained from the Gladstone-Dale relation.
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