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1. Localized surface plasmon resonance (LSPR)

3. Time-dependent density functional theory (TDDFT)
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4. Plane-waves

2. Density functional theory (DFT)

5. Vienna ab initio simulation package
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1. Projector augmented wave
4. Brillouin zones 5. Cutoff energy

7. Linear combination of atomic orbitals (LCAO)
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2. Generalized gradient approximation

3. Perdew—Burke-Ernzerhof

6. Gritsenko, van Leeuwen, van Lenthe, and Baerends solid correlation

8. Face-Centered Cubic (FCC)
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1. Highest occupied molecular orbital (HOMO)
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2. Lowest unoccupied molecular orbital (LUMO)

3. Work function
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