
Description of Additional Supplementary Files 

 

Supplementary Data 1: The computational parameters and k-point mesh settings employed 

for the structural optimization of all systems. 

 

Supplementary Data 2: The computational parameters and k‑point mesh settings employed 

for the electronic properties of all systems. 

 

Supplementary Data 3: Atomic coordinates of the optimized computational models. 

 

 

 


