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Figure S1. Structure of the akdalaite model and its parametrization in PDFgui 

Polyhedral representation of the akdalaite unit 
cell. Independent atoms in the asymmetric unit 
are labeled. 

Screen shot of the PDFgui interface window showing the 
parametrization of the akdalaite model. Symmetry-related 
positions in the full cell were generated from the asymmetric 
unit and symmetry constraints of the P63mc space group. 

Screen shot of the initial and refined 
parameter values. The Fe1 site 
occupancy was fixed to 1.0 to reduce 
correlations (19 parameters adjusted). 

 

 
@1 is the scale factor and @2 is the 
resolution dampening (Qdamp). Qbroad 
was fixed to 0.069 Å-1. Full results 
are listed in Table S2. 
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Figure S2. Structure of the modified akdalaite model and its parametrization in PDFgui 

Polyhedral representation of the modified 
akdalaite unit cell. Independent atoms in the 
asymmetric unit are labeled. The oxgen atoms and 
hydroxyls are positioned as in the f-phase (Fig. 1).

Screen shot of the PDFgui interface window showing the 
parametrization of the modified akdalaite model.  

Screen shot of the initial and refined 
parameter values.  

 
 

The z(Fe1) position was fixed 
during the refinement to the value of 
Michel et al. (2007) to limit the total 
number of fitted parameters to 19. 
Full results are listed in Table S3. 

 
 



Table S1. Results from the akdalaite fit to the 6Fh PDF with 20 adjusted parameters 

 



 
 
  



Table S2. Results from the akdalaite fit to the 6Fh PDF with 19 adjusted parameters 

 



 
  



Table S3. Results from the modified akdalaite fit to the 6Fh PDF with 19 adjusted parameters 

 
 



 




