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Hohenberg e Kohn
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Dipende dalla forma dell’hamiltoniana.
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per ipotesi, o principio variazionale
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che assurdo!



applicazione?

E [ρ] = F [ρ] +
∫

V (x)ρ(x)dx

F [ρ] = min
ρ

Ev [ρ]



Levy-Lieb

⟨ψ|UN + V |ψ⟩ ≥ ⟨ψ0|UN + V |ψ0⟩ (ancora)
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Kohn-Sham

F [ρ] = TS [ρ] + 1
2

∫∫
ρ(r)ρ(r ′)
|r − r ′|

drdr ′ + EXC [ρ]

TS [ρ] = ⟨ψρ,non interagente|T |ψ⟩



tassonomia

FL[ρ] =
∫

f (ρ(x))dx LDA, es. B97

FG [ρ] =
∫

g(∇ρ(x))dx GGA, es. PBE

FH [ϕk ] = wHF XcHF (ϕk) + wDF Xc(ρ[ϕk ]) ibrido: Hybrid, es. B3LYP

FM [ρ] =
∫

g(∇2ρ(x))dx meta, es. M05

FN [ρ] =
∫∫

L(ρ(x1), ρ(x2))dx1dx2 non locale, es. CAM-B3LYP


