
Description of Additional Supplementary Files  

File Name: Supplementary Data 1 

Description: 

Crystallographic Information Files output from Rietveld refinements against high 

resolution synchrotron powder diffraction data collected at 80 and 700 K. The 

refinement procedures are as described in the Methods section and detail in the 

Supplementary Information PDF file in Table S1 and S2 and Fig. S5. 


