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Loop over I3
F=0
Loop over Awmumy Qm.u.mv

(81

end of loop Qam&mv, Asjmru.mv

kila

>

-

isigkSla i

F(Kg) = F(Kpg) % hu

F(Jg) = F(Jp) % (ij|kl)

0P (Iay 1p) = X5, C(Ias J)F (Jp), VI

end of loop Nm(
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oP szamitasa

0P (Lo I5) = X 510 Vit T8l B Is)(Jal BE L) (35 1K) C (T )

mm\“ Tgﬂ ¥ v
' 1

Loop over kl vN
a(L(I)) = Ego(R(I))
C (I, .va = +C(L(1), .\Ev
Loop over I
Loop over @M
B(Jp) = “_umqwmﬁuv. .
F(Jp) = F(Jp) £ (ij|kl)
End of loop over .@M
V(D) = X,, F(Js)C (I, Jp),VI
o(R(I),Ig) = o(R(I), Ig) + V(I),VI
End of loop I3
End of Loop ki
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. Figure 1. Distinct row graph representing the DRT of Table I, for all
single and double excitations (full spin space) relative to the reference
configuration (heavy line) 415262, This graph contains 87 Gelfand states.
The step numbers corresponding to different arc slopes are shown next to the
top-Tlevel arcs.
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Figure 3. Graphical representation of a matrix element (m'|E;;|m) of a

raising generator.

The ket state

[my and the bra state

full and dashed Tines, respectively.

[m'y are shown as

of a loop, an upper walk (connecting the Toop head to the graph head), and a

Tower walk (connecting the Toop tail to the graph tail).

Also shown is the

division of the loop into segments, with segment type symbols given on the

right and two segment levels identified on the left.

The matrix element representation consists

/
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370 Calculation of properties in coupled-cluster theory
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Flg 11.4. Diagrams for the A1 equatlons for CCSDT.
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Fig. 11.5. Diagrams for the Ay equations for CCSDT.
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