
Description of Additional Supplementary Files 

 

File Name: Supplementary Data 1 
Description: Archive (.zip) containing the DFT-calculated structures presented in the main text and in 
the Supplementary information. The files are provided in .cif format. The archive is organized in the 
following folder tree:  

- Main Manuscript: DFT structures shown in Figures 1 and 4 of the main text. Subfolders 
"Figure1" and "Figure4" contain the corresponding .cif files.  
- Supplementary Information: DFT structures reported in Supplementary Figures 7, 9, and 
10. Subfolders "SupplFig07", "SupplFig09", and SupplFig10" contain the corresponding .cif 
files. "SupplFig09" further contains one sub-folder for each panel of Supplementary Figure 
9." 


