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Name and formula 
 
Reference code: 01-077-0743  
 
ICSD name: Yttrium Zirconium Oxide  
 
Empirical formula: O12Y4Zr3  

Chemical formula: Y4Zr3O12  

 
 

Crystallographic parameters 
 
Crystal system: Rhombohedral  
Space group: R-3  
Space group number: 148 
 
a (Å):   9,7380  

b (Å):   9,7380  

c (Å):   9,1150  

Alpha (°):  90,0000  

Beta (°):  90,0000  

Gamma (°): 120,0000  

 
Calculated density (g/cm^3):   5,46  

Volume of cell (10^6 pm^3): 748,56  

Z:   3,00  

 
RIR:   7,77  

 
 

Subfiles and Quality 
 
Subfiles: Inorganic 
 Corrosion 
 Modelled additional pattern 
Quality: Calculated (C) 
 

Comments 
 
ICSD collection code: 039484  
Test from ICSD: At least one TF missing.  
 

References 
 
Primary reference: Calculated from ICSD using POWD-12++, (1997) 
Structure: Red'ko, V.P., Lopato, L.M., Izv. Akad. Nauk SSSR, Neorg. 

Mater., 27, 1905, (1991) 
 

 



Peak list 
 
No.    h    k    l      d [A]     2Theta[deg] I [%]    

  1    1    0    1      6,19025    14,297       0,1 

  2    1    1    0      4,86900    18,205       3,4 

  3    0    1    2      4,00948    22,153       2,8 

  4    0    2    1      3,82701    23,224       0,4 

  5    2    0    2      3,09513    28,822       0,6 

  6    0    0    3      3,03833    29,373      25,2 

  7    1    2   -1      3,00884    29,667     100,0 

  8    3    0    0      2,81112    31,807       0,3 

  9    2    1   -2      2,61205    34,303      27,8 

 10    1    1   -3      2,57764    34,776       1,0 

 11    2    2    0      2,43450    36,892       0,2 

 12    3    1   -1      2,26559    39,754       1,0 

 13    1    0    4      2,19986    40,994       0,7 

 14    1    3   -2      2,08094    43,452       1,4 

 15    3    0    3      2,06342    43,840       2,0 

 16    4    0    1      2,05411    44,049       1,1 

 17    0    2    4      2,00474    45,193       0,4 

 18    0    4    2      1,91351    47,476       0,2 

 19    2    2   -3      1,89986    47,839       0,2 

 20    2    3   -1      1,89258    48,034       0,5 

 21    1    2   -4      1,85376    49,106      26,1 

 22    1    4    0      1,84031    49,489      27,0 

 23    3    2   -2      1,78091    51,257       1,7 

 24    2    0    5      1,67332    54,818       0,2 

 25    0    5    1      1,65852    55,349       0,2 

 26    3    1   -4      1,63220    56,321       0,9 

 27    3    3    0      1,62300    56,669       0,3 

 28    2    1   -5      1,58247    58,257      12,5 

 29    1    4   -3      1,57408    58,598      14,7 

 30    4    2   -1      1,56994    58,767      16,8 

 31    4    0    4      1,54756    59,703       0,8 

 32    0    0    6      1,51917    60,935       1,8 

 33    2    4   -2      1,50442    61,598       4,9 

 34    1    5   -1      1,49419    62,066       0,6 

 35    2    3   -4      1,47486    62,972       0,1 

 36    1    1   -6      1,45022    64,168       0,3 

 37    5    1   -2      1,43737    64,811       1,0 

 38    3    3   -3      1,43156    65,107       0,3 

 39    6    0    0      1,40556    66,465       0,1 

 40    0    4    5      1,37899    67,918       0,1 

 41    3    4   -1      1,37067    68,387       0,1 

 42    0    5    4      1,35570    69,249       0,2 

 43    2    5    0      1,35042    69,558       0,3 

 44    3    0    6      1,33649    70,390       0,3 

 45    3    2   -5      1,32680    70,981       0,8 

 46    4    2   -4      1,30602    72,287       5,1 

 47    2    2   -6      1,28882    73,408       0,1 

 48    0    6    3      1,27567    74,291       0,3 

 49    1    6    1      1,27346    74,441       0,2 

 50    1    5   -4      1,26143    75,274       0,4 

 51    0    2    7      1,24417    76,505       0,2 

 52    1    6   -2      1,23774    76,975       0,3 

 53    5    2   -3      1,23402    77,250       0,9 

 54    4    4    0      1,21725    78,517       0,1 

 55    1    2   -7      1,20544    79,438       1,8 

 56    2    4   -5      1,19987    79,880       3,4 

 57    7    0    1      1,19438    80,322       5,1 

 58    3    4   -4      1,18444    81,136       0,1 



 59    4    1   -6      1,17156    82,219       3,3 

 60    0    7    2      1,16476    82,804       2,7 

 61    3    1   -7      1,13772    85,228       0,2 

 62    6    2   -2      1,13279    85,688       0,1 

 63    4    4    3      1,12994    85,956       0,4 

 64    6    1   -4      1,12001    86,906       0,1 

 65    1    7    0      1,11703    87,196       0,3 

 66    3    3   -6      1,10911    87,978       0,1 

 67    4    0    7      1,10788    88,101       0,2 

 68    4    3   -5      1,10355    88,537       0,2 

 69    2    0    8      1,09993    88,905       0,1 

    
    

Stick Pattern 
    

 
    

 

 

 

 

 

 

 

 

 



Name and formula 
 
Reference code: 01-071-0652  
 
Mineral name: Cassiterite  
ICSD name: Tin Oxide  
 
Empirical formula: O2Sn 

Chemical formula: SnO2  

 
 

Crystallographic parameters 
 
Crystal system: Tetragonal  
Space group: P42/mnm  
Space group number: 136 
 
a (Å):   4,7380  

b (Å):   4,7380  

c (Å):   3,1865  

Alpha (°):  90,0000  

Beta (°):  90,0000  

Gamma (°):  90,0000  

 
Calculated density (g/cm^3):   6,99  

Volume of cell (10^6 pm^3):  71,53  

Z:   2,00  

 
RIR:   9,98  

 
 

Subfiles and Quality 
 
Subfiles: Inorganic 
 Mineral 
 Alloy, metal or intermetalic 
 Corrosion 
 Modelled additional pattern 
Quality: Calculated (C) 
 

Comments 
 
ICSD collection code: 009163  
 

References 
 
Primary reference: Calculated from ICSD using POWD-12++, (1997) 
Structure: Baur, W.H., Khan, A.A., Acta Crystallogr., Sec. B, 27, 2133, 

(1971) 
 

 
 
 
 
 
 
 



Peak list 
 
No.    h    k    l      d [A]     2Theta[deg] I [%]    

  1    1    1    0      3,35027    26,585     100,0 

  2    1    0    1      2,64414    33,874      75,6 

  3    2    0    0      2,36900    37,950      21,2 

  4    1    1    1      2,30892    38,977       3,5 

  5    2    1    0      2,11890    42,635       1,2 

  6    2    1    1      1,76442    51,771      56,4 

  7    2    2    0      1,67514    54,754      13,0 

  8    0    0    2      1,59325    57,825       6,4 

  9    3    1    0      1,49829    61,877      11,7 

 10    2    2    1      1,48274    62,599       0,2 

 11    1    1    2      1,43884    64,737      12,2 

 12    3    0    1      1,41506    65,962      15,2 

 13    3    1    1      1,35588    69,238       0,2 

 14    2    0    2      1,32207    71,274       6,0 

 15    2    1    2      1,27342    74,444       0,2 

 16    3    2    1      1,21484    78,703       9,0 

 17    4    0    0      1,18450    81,131       2,9 

 18    2    2    2      1,15446    83,709       6,1 

 19    4    1    0      1,14913    84,186       0,3 

 20    3    3    0      1,11676    87,223       2,8 

 21    3    1    2      1,09148    89,779       7,3 

    
    

Stick Pattern 
    

 
    
    
                                                              
                                                              
 


