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¥. DFT: Density functional theory
0. Functional

. Basis set

V. Gaussian

A. GaussView
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\. Buckminster fullerene
Y. Fullerane

Y. Cumulene
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\. Source

Y. Drain

Y. On-site energy

¥. Hopping parameter
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\. Natural bond orbital (NBO)
Y. Homo: Highest occupied molecular orbital

Y. Lumo: Lowest unoccupied molecular orbital
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