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Density Matrices 

Density-Functional Theory of Atoms and Molecules 

– Robert G. Parr and Weitao Yang
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Dirac notation
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Dirac notation
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Dirac notation

If the basis set is continuous, the orthonormality condition becomes 
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Dirac notation
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Dirac notation
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Density operators

Density operators:
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Density operators
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Density operators
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