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Figure 1  – Electronic structure of a nitrogen substitutional impurity, [NS]
2−

, and of an 

oxygen vacancy, VO, in bulk MgO (64 atoms supercell). Left: projected density of states; 

right: band structure for α (up) and β (down) electronic states. In the insets of the left 

panel the spin density is shown. The bottom of the right panel shows a schematic 

representation of the α and β N-induced states in the MgO gap.  
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