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Tab. S1 The contribution of atomic orbitals of ¢-Li;N and ¢-Na;P to the electronic states at
the valence-band maximum (VBM) and the conduction-band minimum (CBM)
Li/Na N/P
S Pz Py |23 S Pz by b=
LN (VBM) 0 0 0 0.173 0 0 0 0. 459
c-LizN (CBM) 0. 056 0.019 0. 005 0 0. 039 0. 200 0. 010 0
¢-Na;P (VBM) 0 0. 000 0.011 0. 029 0. 000 0. 002 0. 081 0. 203
¢-Naz;P (CBM) 0. 069 0. 000 0 0 0. 062 0 0 0




