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APPENDIX A 

The Joint Committee for Powder Diffraction Standards (JCPDS) [34] 

ZnO, JCPDS file number 00-036-1451 

1) Name and formula 

Reference code:   00-036-1451  

Mineral name:   Zincite, syn  

Common name:   chinese white  

PDF index name:   Zinc Oxide  

Empirical formula:  OZn 

Chemical formula:  ZnO 

2) Crystallographic parameters 

Crystal system:   Hexagonal  

Space group:   P63mc  

Space group number:  186 

a (?):      3.2498  

b (?):      3.2498  

c (?):      5.2066  

Alpha (?):     90.0000  

Beta (?):     90.0000  

Gamma (?):   120.0000  

Volume of cell (10^6 pm^3): 47.62  

Z:       2.00  

RIR:    - 
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3) Subfiles and Quality 

Subfiles:    Inorganic 

     Mineral 

     Alloy, metal or intermetalic 

     Common Phase 

     Educational pattern 

     Forensic 

     NBS pattern 

     Pigment/Dye 

Quality:    Star (S) 

4) Peak list 

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

  1    1    0    0      2.81430    31.770      57.0 

  2    0    0    2      2.60332    34.422      44.0 

  3    1    0    1      2.47592    36.253     100.0 

  4    1    0    2      1.91114    47.539      23.0 

  5    1    1    0      1.62472    56.603      32.0 

  6    1    0    3      1.47712    62.864      29.0 

  7    2    0    0      1.40715    66.380       4.0 

  8    1    1    2      1.37818    67.963      23.0 

  9    2    0    1      1.35825    69.100      11.0 

 10    0    0    4      1.30174    72.562       2.0 

 11    2    0    2      1.23801    76.955       4.0 

 12    1    0    4      1.18162    81.370       1.0 

 13    2    0    3      1.09312    89.607       7.0 

 14    2    1    0      1.06384    92.784       3.0 

 15    2    1    1      1.04226    95.304       6.0 

 16    1    1    4      1.01595    98.613       4.0 

 17    2    1    2      0.98464   102.946       2.0 

 18    1    0    5      0.97663   104.134       5.0 

 19    2    0    4      0.95561   107.430       1.0 

 20    3    0    0      0.93812   110.392       3.0 
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 21    2    1    3      0.90694   116.279       8.0 

 22    3    0    2      0.88256   121.572       4.0 

 23    0    0    6      0.86768   125.188       1.0 

 24    2    0    5      0.83703   133.932       3.0 

 25    1    0    6      0.82928   136.521       1.0 

 26    2    1    4      0.82370   138.513       2.0 

 27    2    2    0      0.81247   142.918       3.0 

5) Stick Pattern 
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APPENDIX B 

Material Safety Data Sheet [88] 
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