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Zr K-edge XAFS
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|CZss2 Curve-Fitting

Table. Results of Curve-Fitting Analysis for CZ55-1.
Ce-Cation Zr-Cation

Bond CN R/A Ac?2 Bond CN R/A Ac?@
CeO,P Ce-Ce 12 3.826

CZ55-1 Ce-Ce 11.9 3.82 0.0026 Zr-Zr 6.6 3.66 0.0061

a Relative Debye-Waller factor(A2) b Standard compound

Model illustration of cation-cation network

CZ55-1 consists of pure
CeO, and ZrO..




Table. Results of Curve-Fitting Analysis for CZ55-2.

Ce-Cation Zr-Cation
Bond CN R/A Ac2a Bond CN R/A Ac?2

Ce-Ce 8.0 3.78 0.0034 Zr-Zr 3.0 3.69 0.0124

CeZrl B8 371 00063 [Zrcel BO 3.76 0.0030

a Relative Debye-Waller factor(A2)

CZ55-2

Model illustration of cation-cation network \

In CZ55-2, Ce0,-Zr0, solid |
solution forms,

but Ce rich domain and Zr
rich one still remain.
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-5-3 Curve-Fitting |

~N—r—r-

Ce-Cation Zr-Cation
Bond CN R/A Ac2a Bond CN R/A Ac?2

3.78 0.0016

Model illustration of cation-cation network

In CZ55-3, Cey 521,50,
solid solution forms
homogeneously at atomic
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Ce-Zr Network A\

CZ55-1

Tetragonal Cubic

CZ55-2 CZ55-3

©zZr @®Ce
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CZ55-

"k -CeZrO,”

- Fig. Precise crystal structure of CZ55-3 determined by XRD.

CZ55-3 Ce Zr <110>
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Ce,Zr,0, 300K(27 )
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