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The kohn-Sham method:

Elaboration

Density-Functional Theory of Atoms and Molecules 

– Robert G. Parr and Weitao Yang
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Kohn-Sham method
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Article to read
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Local density approximation

5



Dr Rashid, 2023Jashore University of Science and Technology

Local density approximation
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Spin-density functional theory
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Spin-density functional theory

We shall discuss only the simple case of z-direction b(r)
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Spin-density functional theory
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Spin-density functional theory

10



Dr Rashid, 2023Jashore University of Science and Technology

Spin-density functional theory
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Spin-density functional theory
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Spin-density functional theory
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Spin-density functional theory
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Spin-density functional theory
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Spin-density functional theory
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Spin-density functionals and the local spin-density approximations
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Spin-density functionals and the local spin-density approximations
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Spin-density functionals and the local spin-density approximations

Local spin-density approximation (LSD)
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Spin-density functionals and the local spin-density approximations
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Spin-density functionals and the local spin-density approximations
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Spin-density functionals and the local spin-density approximations
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More to read

• Self-interaction correction

• The exchange-correlation-energy functional via the exchange-correlation hole

• The exchange-correlation-energy functional via wave-vector analysis
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Generalized gradient approximation (GGA)
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I.U.N. Lone et al., Vacuum 191 (2021) 110328
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A. Anjami et al.: Results Phys. 7 (2017) 3522–3529
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