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DFT
Thomas Fermi 1927 E, <(¥,,H,¥,)
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Thomas-Fermi 1960 E+E<EB+E
Kohn 1964
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V, (1) n(r)
1985
N V()

Kohn n(r)
Hamiltonian H

H n(r)

(self-consistent) Kohn-Sham

Hartree Thomas-Fermi
(1928)
_ Z n(r")dr’
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Schrédinger
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Ve (1) = V(1) + [ RO

r-r

V(r) ch (F) -

+VXC (r)

(exchange-correl ation)

E=Y ¢ +E.[nM)]- jvxc (F)n(F)dF
i

1 | n(F)n(F")dFdr"
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Kohn-Sham
E,. V.. (1)
Thomas-Fermi E,.[n(F)]
( Kohn
)

(Local Density Approximation LDA)

exchange-correlation

— —a YO H eXC(n)
n(r) V(1) Schrédinger
0,(F) Ex*[n] = [ e (mn(r)dr
n(r
() n(r) Kohn  Sham
1964 (Sham)
1965 (exchange energy)
Kohn Hartree ~0.458
, e(n) =
Thomas-Fermi s
Hartree (correlation energy) 1938
HK Wigner
Hartree —0.44
e(n) =
1965 r+7.8
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Thowas-Fermi A e (10).
LDA (1D).
LDA (12).DFT Monte Carlo
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(sum) r DFT
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r DFT
(2. KS Hartree 1975  Vosko LDA
Hartree-Fock (exchange (susceptibility)
energy) 10%
(correlation energy) 2
x/ %o
A). LDA
10~20% .
Li 2.66 2.57
1%
Na 1.62 1.65
(4.
K 1.79 1.70
LDA
Rb 1.78 1.72
Cs 2.20 2.24
OET Zo Pauli
DFT
DFT Parr
Yang Dreizler  Gross
DFT
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