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Intensity (arbitrary units)
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La,, Sr, Ti0;3: Resulls bown LDA4 DMRT(QAMCL)

Comparison with experiment

Nekrasov, Held, Blumer, Poteryaev, Anisimov, Vollhardt Nekrasov, Held, Blimer, Poteryaev, Anisimov, Vollhardt
Eur. Phys. J. B 18, 55 (2000) Eur. Phys. J. B 18, 55 (2000)
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Comparison of the experimental photoemission spectrum (7' = 80 K,
resolution Ae = 0.3 eV) [Fujimori et al., PRL 69, 1796 (1992)], the LDA result
(T = 0), and the LDA+DMFT(QMC) calculation (7" = 1000 K) for
LaTiOg with 6% hole doping.
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i) Tuhodutr elechouic corvelakous by LDA+ IMET (QHL)

Held, Keller, Eyert, Vollhardt, Anisimov, PRL 2001
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LEA%;DMFT(QMC) spectra for paramagnetic (V0.062Cr0.038) 203
(“ins.”) and V203 (“met.”) for U = 4.5, 5, 5.5 eV; T = 1100 K

V203
Held, Keller, Eyert, Vollhardt, Anisimov [PRL 86, 5345 (2001)]
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a) Comparison of LDA+DMFT(QMC) calculations for U = 4.5,
U=50andU =5.5¢eV

b) Comparison of the experimental photoemission spectrum
[Schramme et al.], the LDA result [Eyert], and the
LDA+DMFT(QMC) calculation for V203 and Coulomb interaction
5.0 eV (assumed experimental resolution 0.05 eV).
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Spin state of V203

Held, Keller, Eyert, Vollhardt, Anisimov [PRL 86, 5345 (2001)]
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