
vext,s(r) = vH(r)+vxc(r)+vext(r)

ĤKS = − h̄2

2m∇2 + vext,s(r)

ĤKSφi(r) = Eiφi(r)

ρ(r) =
∑n

i=1 fi |φi(ri)|2

Convergence criterion satisfied?

Supply initial density guess
ρini(r) to Kohn Sham equations

Use ρfin(r) to minimize total
energy functional EVext

[ρ] =
Te,s[φi{ρ}] + Vee,H [ρ] + Exc[ρ] + VeI [ρ]

Kohn-Sham method

Yes No


