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First Principles Study on Electronic Structure of KTa (0.5)Nb_(0.5) O_3

Wang Y uanxu,Zhao Minglei,Wang Chunlei
Department of Physics, Shandong University

Abstract The full potential linearized augmented plane wave metliod within the generalized gradient: approximation was
used to calculate electronic structure of ferroelectric and paraelectric KTa_(0.5)Nb_(0. 5)0_3. We calculated the density

of states and band structure. From the density of states analysis, it is shown that the hybridization between B(Ta, Nb) d
and O pisvely important to the ferroelectric stability of KTa_(0.5)Nb_(0.5)O_3. Thisis consistent with the analysis of
band structure.

Keywords ELECTRONIC STRUCTURE FERROELECTRIC MATERIALS TANTALUM OXIDE NIOBIUM
OXIDE POTASSIUM OXIDE BAND STRUCTURES

DOI:

¥R e
AR IAFH B
k Supporting info
 PDF(OKB)
F [HTML 4= 3] (0K B)
F 275 30k
k55 55 I 15
P UASCHETF SR R
b AR
B INANT A P A
r 2R
+ Email Alert
¥ SCE A
25 S BHE B
HRAF B
b RTINS
AR
WA AR AH OGS
- RWE&
- IR

I A




