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1 Optimized Structures with Point Defects.
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Figure 1: Optimized Structures with Point Defects.



2 HOMO and LUMO orbitals.
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Figure 2: HOMO (left) and LUMO (right) of fullerene and CNOs, and some defects. Blue lobes represent

negative charge density, yellow lobes represent positive charge density.



3 Density of States
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Figure 3: Density of States.
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4 Total Charge Difference
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Figure 4: Total charge difference.
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