#R= C-19
HEREMHBIEHERRBESE

Rk 234 5 H 26 HEIUE

HEEES - 14301
HZEiEE - EBE (A
I EARS - 2008~2010
REEES - 20246095
EREEL (FIX) BIEW/ DA XA R)DE—REBBNZ

MZeiERES (&)  First principles thermodynamics in nonstoichiometric oxides
HRRAKE

Hrh I (TANAKA [SAO)

REKRZE - KRERIEMER - Hi

MEEES : 70183861

WHIERCROBEE (F130) : BRL DL R 72 BERE & B BAMR T 2 3k immtt () o X b A %4
ABRU) ZHONWT, ML BT RLY—, HEEO RN Z AT 25 Z & 2% A
&L, EAEEOR—REEE &G EFIELMAE DRI LW — R 2 A 2 B
L. £, ZOFEZAVT 2 LR BRRALYON 0 T 2 A e & OEEEREMIZIER
L72fER, B LW BRI OAFAER /) A b A F A4 X b U ORIR & 72 5 Hi- 7 RMafE 25252 L7z,

WP R DR (L) : A wide variety of material properties of oxides are strongly
dependent on their nonstoichiometric characters. In the present study, first-principles
thermodynamics methods have been developed for finding and understanding
structure-property relationships of materials. Appling the methods to binary metal oxides
and perovskite multicomponent oxides, new ordered phases and new defects originated
from their nonstoichiometric properties have been discovered.
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