Supplementary Information (Sl) for Nanoscale.
This journal is © The Royal Society of Chemistry 2024

1.5

N\
v
/

(4

Wannier
- —-—=-PBE+U

\/
RVAN
\N

[E—
-

N

/

)
N

Energy (eV)
S o
V) O

—
o

1
[E—Y
N

<
~
+

—
g
<



