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∂ψ
∂β

= −Hψ

∂Ci

∂β
= (Hii − S)Ci + HijCj

j≠i

∑

ψ(r,β) = cne
−β (En−S )

n

∑ Ψn
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uij = Tab
ij ab + tijQ̂12 f (r12 ) ij f (r12 ) =

1

γ
(1− e−γr12 )
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f (r12 ) = −
1

γ 2
(1− e−γr12 )

r12
uij = Tab

ij ab + tijQ̂12 f (r12 ) ij
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•  β ×ΔE( )−1

ψ(r,β) = cne
−β (En−S )

n

∑ Ψn

⇒ cne
−β2 (En−S )

2

n

∑ Ψn
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•  MOLPRO






