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ESS (European Spallation Source) and Fe,O,
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MAX IV, photoelectron spectroscopy
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MAX IV, Bloch beam line for ARPES

Fe spin-up Fe spin-down
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G MAX IV, Topological edge states
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Crystal structures
from DFT
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H.L.Skriver, Phys. Rev. B
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Lattice dynamics
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Phonons of selected transition metals
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What we can't do, yet! 2°

Two liquids
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Error corrected DFT for accurate energies

Heat of Formation




Error corrected DFT for accurate energies

Hf(Ag,BzpCop -+ ) = H(Ag , Bz, C
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Heorr = WTX + b

X input parameters showing where in the phase diagram the
system lies, w and b part of the ML network = H._..for any
conentration
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Enthalpy difference (eV/atom)

Comparing experimental and DFT-EC heats of formation

Enthalpy Difference Plot with RMSE = 0.0055
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The density of materials

|
[ 1 ML corrected: mean -0.11%, MAEE .93%
1 Uncorrected: mean +1.44%, MAE|R.25%
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