Supplementary Information (SI) for Physical Chemistry Chemical Physics.
This journal is © the Owner Societies 2025

3 WSeNH with soc WSeNH with soc W 3 WSeNH with soc W-PBANDS
2 ; IR X | |
9 3 : : I? dxz
1 W o 1 l I Ay
L Y 5 2 : : ’ &
> —— Se - p = | |
o0 o 4 S O :
5 —N —d = :
(- [1] |
[1]-1 ]
) C—=
2O 1 1) 1 2

DOS (state/eV)



