Teoria del funzionale densita.
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Hohenberg e Kohn
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Dipende dalla forma dell’hamiltoniana.
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per assurdo

H = UN 35V () HAW = aWh (Whld(n)|vh) = p(r)
H2 = UM+ 3" V2(n) HAE = W (W31d(r)|W3) = p(r)
per ipotesi, o principio variazionale
(WoIH W) < (W§|H! [WE)
(waluM|vg) + dr > (Wg|UM|Wg) +

(WHUMNE) + [ o7 > (WU ) + M

che assurdo!
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applicazione?

Elpl = Flol + [ V(x)p(x)dx
Flpl = min Ey[o]




Levy-Lieb
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Kohn-Sham

Flo] = Ts[p] + %// %p%)drdr’vL Exclpl

Ts[p] = <¢p,non interagente’ TW




tassonomia

Fulpl = [ F(p(x))ex

Folel = [ &(Vo(x)dx
Frlox] = wrr Xcrr(dk) + wprXc(p[dx])

Fulel = [ &(V?plx)dx

Flel = [[ Liotx). o)) s

LDA, es. B97

GGA, es. PBE
ibrido: Hybrid, es. B3LYP

meta, es. M05

non locale, es. CAM-B3LYP




