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1 Ba-  EXAFS  

  BZY10 BZY15 BZY20 

  Dehydrated Hydrated Dehydrated Hydrated Dehydrated Hydrated 

1st shell 

Ba O1 

 / Å 2.9498 2.9553 2.9509 2.9564 2.9730 2.9793 

13.25 146  13.63 150  13.33 147  14.06 155  12.90 142  14.00 154  
2 / Å2 0.0109 0.0113 0.0130 0.0145 0.0164 0.0097 

2nd shell 

Ba Zr / Y 

 / Å 3.6320 3.6333 3.6356 3.6410 3.6441 3.6372 
2 / Å2 0.0037 0.0036 0.0041 0.0040 0.0049 0.0031 

3rd shell 

Y Zr / Y 

 / Å 4.1757 4.1875 4.1818 4.1997 4.2043 4.1869 
2 / Å2 0.0064 0.0057 0.0068 0.0058 0.0074 0.0051 

4th shell 

Y O2 

 / Å 5.2720 5.2661 5.2931 5.3373 5.2611 5.3064 
2 / Å2 0.0142 0.0118 0.0133 0.0168 0.0244 0.0218 

 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

 



2 Zr-   EXAFS  

  BZY10 BZY15 BZY20 

  Dehydrated Hydrated Dehydrated Hydrated Dehydrated Hydrated 

1st shell 

Zr O1 

 / Å 2.1195 2.1231 2.1214 2.1259 2.1261 2.1271 

6.34 70  6.41 71  6.25 69  6.34 70  6.43 70  6.44 71  
2 / Å2 0.0033 0.0035 0.0032 0.0036 0.0039 0.0043 

2nd shell 

Zr Ba 

 / Å 3.6503 3.6537 3.6362 3.6410 3.6467 3.6517 
2 / Å2 0.0026 0.0026 0.0034 0.0036 0.0045 0.0049 

3rd shell 

Zr Zr / Y 

 / Å 4.6277 4.6007 4.2146 4.2119 4.1986 4.1943 
2 / Å2 0.0301 0.0308 0.0203 0.0193 0.0175 0.0165 

4th shell 

Zr O2 

 / Å 4.5504 4.5480 4.8451 4.8338 4.8003 4.7822 
2 / Å2 0.0099 0.0100 0.0279 0.0273 0.0256 0.0247 

 

3 Y-   EXAFS  

  BZY10 BZY15 BZY20 

  Dehydrated Hydrated Dehydrated Hydrated Dehydrated Hydrated 

1st shell 

Y O1 

 / Å 2.2192 2.2208 2.2210 2.2397 2.2344 2.2421 

6.17 68  6.55 72  6.66 73  7.19 79  6.09 67  7.01 77  
2 / Å2 0.0068 0.0056 0.0071 0.0074 0.0076 0.0070 

2nd shell 

Y Ba 

 / Å 3.6629 3.6419 3.6714 3.6599 3.6717 3.6552 
2 / Å2 0.0074 0.0043 0.0084 0.0072 0.0090 0.0074 

3rd shell 

Y Zr / Y 

 / Å 4.2456 4.2851 4.2467 4.2700 4.2640 4.3980 
2 / Å2 0.0013 0.0021 0.0014 0.0020 0.0012 0.0048 

4th shell 

Y O2 

 / Å 4.6595 4.6928 4.6585 4.6828 4.6834 4.7081 
2 / Å2 0.0046 0.0055 0.0045 0.0043 0.0042 0.0042 

 
3 BZY20 Y O1 2.2344 Å BZY Y O1

2.2421 Å Y O1 0.0077 Å
BZY15 Y O1 0.0187 Å

BZY15 BZY20 Zr O1 0.0045 0.0010 Å Y O1
Y

Y
BZY15 BZY20 Ba O1 0.0055 0.0063 Å Ba, Y, 

Zr

 



 
1  a BZY20

Y b Y O1 b
Ba Y Ba c Zr / Y Y Zr / Y d

Y O2  
 

Zr Zr / Y Y Zr / Y
2 Zr O1 Zr Zr / 

Y O1 Zr O1 3 
Y O1 Y Zr /Y BZY20

Y Zr / Y 4.2640 Å 4.3980 Å  BZY20 Zr 
O1 Y O1 2.1271 2.2390 Å Y O1 Zr

Y Zr / Y 4.3661 Å 4.3980 Å 
BZY20 Y O1 Y

BZY10 BZY15 Y Zr / Y BZY20 Y Zr / Y

 
 

 
[1] D. Han, T. Uda,  A 6 2018 18571. 
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