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Multiconfiguration Dirac-Fock Method for Atomic Structure

A Theoretical Survey with Reference to J. P. Desclaux's Program

Ken SASAKI

Division of Physics,
Tokai Research Establishment, JAERI

(Received January 30, 1982}

The multiconfiguration Dirac-Fock method for calculating the
atomic structure is reviewed in some detail. Being more compre-
hensive than the ones introduced in Desclaux's paper, the mathe-
matical formulae derived in this review are more helpful to trace
the thread of ideas and understand the algorithm in Desclaux's
computer program which embodied the method. A detailed analysis
is made on the restrictions on how the program is used, that is,
on the fact that it deoes not apply to the problem where the con-
figuration mixing occurs via the one-electron Hamiltonian. Fi-

nally, in conclusion, a way to overcome the difficulty is suggested.
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ﬁ@i%ﬁﬁ%&@ﬁﬁ?ét&ﬁ,if%i%ﬂ%ﬁéﬁc%L.Colﬁéﬁﬁ%ﬁﬁi
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Q. ) | 7= lQn,m {r) J

EEb L, Bla, TAEHE

nik)

21 Upg Apg = Ony’ (49)
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a =4 (50)
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# 5
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