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LAB NOTES -- CONVERSION C-CENTERED TO I CENTERED (AND INVERSE) 

 

When to convert Cc to Ia or C2/c to I2/a (or inverse see below) 

Convention a<c and β near 90.  

If the C cell has a>c and β > 120 then convert to the I cell  

Convert Monoclinic C  I  

Direct cell axes and HKL transformation matrix : 

�
0 0 −1
0 1 0
1 0 1

� 

Coordinate transformation matrix :  

�
1 0 −1
0 1 0
1 0 0

� 

 

If the I cell has a>c and β > 120 then convert to the C cell  

Convert Monoclinic I -> C 

Direct cell axes and HKL transformation matrix : 

�
1 0 1
0 1 0
−1 0 0

� 

Coordinate transformation matrix :  

�
0 0 1
0 1 0
−1 0 1

� 
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