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Fit of 3d Coulomb exchange-correlation energy (per electron)
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Perdew, Wang PRB (1992) - cited over 10,000 times!
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Exact Kohn-Sham potential of helium atom
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Umrigar and Gonze (1994)
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Radial density of Ne atom, exact versus LDA
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K. Burke “ABC of DFT”
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Exchange-correlation potential of Ne atom, exact versus LDA
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K. Burke “ABC of DFT”
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Exact energy components of atoms

atom E T Vext Vee I U Ex 1 U, E.
He ' -2.904 2904 -6.753 0.946 2.867 2.049 -1.025|0.037 -0.079 -0.042
Be -14.667 14.667 -33.710 4.375 14594 7.218 -2.674 0.073 -0.169 -0.096
Ne -128.94 128.94 -311.12 53.24 128.61 66.05 -12.09 033 -0.72 -0.39

K. Burke “ABC of DFT”
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DFT band structure of MoS; versus ARPES experiment
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Mahatha et al., ]. Phys. Cond. Mat. (2012)
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Phonon spectra of GaAs and Ge computed from DFT,
comparison to experimental data
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Giannozzi et al., PRB 43, 7231 (1991)
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