FOHE2LH BRI KER( ARBER) Vol. 29 No.2
2006 4E 6 A JOURNAL OF NANJING NORMAL UNIVERSITY ( Natural Science) Jun,2006

PRER S e X R PR 55 — PR BB 5
BEL KEN, BT

(1. AR TR B AT, ILH B 210013)
(2. WRA K2R YRR, BIF K1 410082)

(WE] A UEFIELTRBEE Rorsst PoTiO, AR AHBTHIZ. i B85 PbTiO, HEH R K A
HEBRE AN B 1.77 0 1. 66 &V, BRFZE T PbTIO; Ml BRSNSt R BRI AR RER A R TR AR
BOME K BB NEHTR, FFRT R RS EEERBTT BB

[X@IA] mTFreHEW, XEHRBNSE,NHEME

[FES#£E] 0469 [XMARIRTW] A [ XFH S ]11001-4616(2006)02-0040-04

First-Principles Study of Optical Properties of Plumbum Titanate

Tang Chunhong', Cai Menggqiu®, Cui Yunkang'

(1. Department of Basic Course, Nanjing Institute of Technology, Nanjing 210013, China)
(2. Department of Applied Physics, Hunan University, Changsha 410082, China)

Abstract ; The paraelectric PbTiO, are investigated using density functional method within the generalized
gradient approximation. The direct- and indirect-band gaps are calculated to be 1.77 and 1. 66 eV, re-
spectively. Optical functions, such as the complex dielectric constants, absorption coefficient, refractive
index, extinction coefficient, energy — loss function and reflectivity, are obtained and analyzed on the ba-
sis of the electronic band structures.
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