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non-rel. Schrödinger equation
or relativistic Dirac equation

pseudopotential
(ultrasoft/PAW/norm-conserving)
or all-electron

Hartree potential
from solving Poisson eq.
or integrating charge density

LDA or GGA
or hybrids

physical orbitals or not
mesh density and basis set

view EVs as mere Lagrange
multipliers or band structure approx


