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Table S1. Report of the Pawley Refinement. 

Pawley method 

Phase name hkl_Phase 

R-Bragg 81.022 

Spacegroup  P21/c 

Scale 0.814354931 

Cell Mass  0 

Cell Volume (┼^3)  1143.28167 

Wt% - Rietveld 0 

Strain  

Strain L  0.0001 

Strain G  0.0001 

Additional convolutions 

Circles, Constant 0.04765229 

Circles, Constant  0.1297621 

Hat, Constant  0.0001 

Hat, Constant  0.0001 

Gaussian, Constant 0.0001 

 PV_TCHZ peak type 

U  −0.01383141 

V 0.00560477 

W −0.00196705 

Z  0 

X  0.0001 

Y  0 

Lattice parameters 

a (┼) 11.5957814 

b (┼) 10.384685 

c (┼) 10.4925736 

beta (░)  115.1966 
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