Kohn-Sham self-consistency

initial guess

n(r)

calculate effective potential

W(r) = Vewt (1) + VHare[n] 4+ Vie[n]

solve KS equation

(= 2V24+W(r))gi(r) = eigi(r)

calculate electron density

n(r) =3, 16i(r)|°

no

self-consistent?

yes

output quantities

energy, forces, eigenvalues, ...




