
附录

表S1 c-Li3N和c-Na3P材料中各原子轨道对价带顶(VBM)和导带底(CBM)上电子态的贡献

Tab.S1 Thecontributionofatomicorbitalsofc-Li3Nandc-Na3Ptotheelectronicstatesat
thevalence-bandmaximum(VBM)andtheconduction-bandminimum(CBM)

Li/Na N/P

s px py pz s px py pz

c-Li3N(VBM) 0 0 0 0.173 0 0 0 0.459

c-Li3N(CBM) 0.056 0.019 0.005 0 0.039 0.200 0.010 0

c-Na3P(VBM) 0 0.000 0.011 0.029 0.000 0.002 0.081 0.203

c-Na3P(CBM) 0.069 0.000 0 0 0.062 0 0 0


