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Table S1 Gaussian and Lorentzian FWHM parameters from Rietveld refinement with a Pseudo 

Voigt profile for the new and the old diffractometer.  

 Old Diffractometer New Diffractometer 

GW 2.333(6) 0.1609(9) 

LX 0.695(5) 0.336(2) 

LY 2.37(6) 1.84(2) 

 

The Gaussian and Lorentzian FWHM are given from the parameters as FWHMG
2 = 8 ln 2𝐺𝑊 and 𝐹𝑊𝐻𝑀𝐿 =

𝐿𝑋 cos 𝜃⁄ + 𝐿𝑌 tan 𝜃 . The total FWHM is given from equation 3 of Thompson et al. (1987). Lorentzian 

parameters are in units of 0.01 degrees and the Gaussian parameter is in units of 0.0001 squared degrees. 

 

 

 

 

 

 


