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The Kohn-Sham Method:

Basic Principles

Density-Functional Theory of Atoms and Molecules 

– Robert G. Parr and Weitao Yang
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The Thomas-Fermi model 
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The Hohenberg-Kohn theorems 

The ground state energy of a many-electron system can be obtained as

the minimum of the functional
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Kohn-Sham method
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Kohn-Sham method
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Derivation of the Kohn-Sham equations
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Derivation of the Kohn-Sham equations
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Kohn-Sham method
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Kohn-Sham method
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More on the 

kinetic-energy 

functional
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Local density approximation
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Local density approximation
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Xα approximation
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