Kvantova chemie
Cviceni 9

Hartreeho-Fockova metoda



Problém 1 (HUla)

Napiste Hartreeho-Fockovy rovnice pro atom helia, kdy budete pfedpokladat ¢, (7, ¢) = @ (¥)a(¢) a
027, &) = (B (E). (Navod: a(+1/2) = 1, a(—1/2) = 0, f(+1/2) = 0a f(—1/2) = 1.)



