Notes on Hohenberg-Kohn theorem and Kohn-Sham method
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Phys. Rev 1, 385 (/951) &

Slater Considered to Siwplify the Havrtree — Foclc method.
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From Eq (24), we <ee
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Kohn = Sham  method ’

Phys, Bev. 140, A 1133 (/945) @

The total energy and ‘the elec+tron densn/ {0r a man

V4
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We now variationally oprimize Eq.(33) with ke specT @
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Thmz we obtain the ks eqGuation
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+the exercise 6.
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The S;hg\e, Faw\'icle. eneray € of +he Kohn= Sham or bi ta
{5 Y‘e\q-re& +o0 a Palh‘l"l'al dQPfVa‘t’fVe o-F' +lae +o ta l

Chergy with vespect Yo an occupation nomber h;

Co= 25 (4
o n;

}-oo]cT
F Let Us Agsume ”H'm*f ni Can Va;-/ in between O and 1.

T%e,n’ +he Jensn*/ £ 1> given by
’ s
@ () —znﬁéb(wcﬁ(fr) e ()
Wbere ﬁne thex U dYrnecludes both -H;e Spir and orbital ihdexes,
So ‘I'}ve variation of £ s given 137
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