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[bookmark: _GoBack]Figure S1. The tetrahedral units showing bond lengths, bond angles Bader charges in N-doped Si using (a) fixed volume relaxation and (b) full geometry relaxation.
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Figure S2. Structural units showing bond lengths, bond angles Bader charges in N-doped Si in the presence of a vacancy using (a) fixed volume relaxation and (b) full geometry relaxation.
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Figure S3. Different configurations of NV defect in Si (a-d) and their relative energies. Black atoms correspond to vacancies. The lowest energy configuration (a) was examined in detail and the results are reported in the manuscript.
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Figure S4. Different configurations of N2V defect in Si (a-d) and their relative energies. The lowest energy configuration (a) was examined in detail and the results are reported in the manuscript.
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Figure S5. Different configurations of N2V2 defect in Si (a-f) and their relative energies. The lowest energy configuration (a) was examined in detail and the results are reported in the manuscript.
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