2019 %1 A Wl K FFHRCA ARFF Jan. 2019
Ho56ds H1H Journal of Sichuan University (Natural Science Edition) Vol. 56 No. 1

doi: 10. 3969/j. issn. 0490-6756. 2019. 01. 021

Hf %%(Bao&sro& )Ti03 EE.¥£E*"U&
HFEHRENE —HRIEHAR

R, A

(1. SEMIRE RS 3 5 1R Be . BEFA 5500015 2. TEZE55/\H2e, 35 3 563400)

W OE. CRAATHEEZREEG ) UHELMT %, & 3t (Bag s Sro5) TiO; & 4k ik 47 JUAT
AL B AR R SRSt E RIREAT R AR ke T AT B AR oy ki — AR
HI % (Bag, s Sro,5) TiO; dh 4 5 d 0 F M B FZ R, TG T H L0608 24
TR, HHFEREN T ARG T FHAERE R RAFSEST. T H 73 HI B %
(Bay, 5 Sro, ) TiO; dh 4k A w3 7 #8254y . 5 (Bay, 5 Sro 5 ) TiO; A8 3 AR b A, A8 B2 T B4
P Ak 2R AR

ERR] . AKERARAN; B — MR R EM; RF R

FESES. 0641 XHERARIRAD . A NXERS . 0490-6756(2019)01-0114-05

The first-principles study of the electronic structure and dielectric
properties of Hf doped (Ba, ;Sr; ;) TiO;
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Abstract: The crystal structure of (Bay sSr, ;) TiO; was studied by the generalized gradient approxima-
tion based on fist principles method. Comparisons of the results with experimental values ensure that the
method chosen is feasible. The lattice parameters, electrical structure and optical properties of Hf doped
(Bay, 5Sr, 5) TiO; were calculated and analyzed by the same method. The dielectric function was analyzed
primarily. The calculated result shows that the structure of Hf doped (Bay s Sry ;) TiO, is tetragonal
phase. Compared with (Bay 5Sr,5) TiO;, the symmetry and dielectric constants become lower, and the
dielectric peak becomes widened.
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