Description of Additional Supplementary Files

File Name: Supplementary Data 1
Description: The XYZ coordinates of the DFT relaxed atomic models presented in Figures 7

and 8 are provided in the supplementary data. The data contains folders pertaining to the
respective figures with the structures numbered according to the ones used in the figures in
the main text. The models may be visualized with free software such as Vesta-gtk.



