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DFT HOMO(Highest Occupied Molecular Orbital)

LUMO(Lowest Unoccupied Molecular Orbital) (HOMO-LUMO )

Hartree-Fock

Hartree-Fock SCF(Self-Consistent Field)

HOMO-LUMO DFT

Hartree-Fock DFT

Newton DIIS(Direct Inversion of the Iterative Subspace)
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