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Results overview

System Precond. fixed damping α adaptive
0.1 0.2 0.3 0.4 0.5 0.6 0.7 0.8 0.9 1.0 damping

Al8 slab Kerker† × 58 37 27 21 16 13 11 12 18 17
Al8 slab None† × 52 × × × × × × × × 24
Al40 slab Kerker 19 15 14 12 11 12 12 12 12 12 12
Al40 slab None 38 40 40 39 44 50 49 × 76 × 44
Al40 surface None 46 48 50 49 51 60 61 66 89 × 49
Ga20As20 slab None 26 33 40 42 45 44 70 70 65 76 26
CoFeMnGa Kerker × × × × 28 21 24 28 22 22 30
Fe2CrGa Kerker × × × 27 × × 19 25 × 22 39
Fe2MnAl Kerker × 48 × × × 20 21 17 16 15 34
FeNiF6 Kerker × × × × × × × 23 22 21 24
Mn2RuGa Kerker × × × × 37 24 23 22 23 23 36
Mn3Si Kerker × × × × 26 30 22 20 × × ×

PBE functional, realistic setup (Ecut, kgrid)

Implementation and calculation in DFTK

(https://dftk.org)
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Aluminium slab and surface (simple systems)
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GaAs slab (non-linear system)
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Fe2CrGa and Mn3Si (Heusler systems)
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Questions?
https://michael-herbst.com/talks/2021.09.15_youngcas_linesearch.pdf
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