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Electronic structure calculation
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Calculation of j(7) and A(7) from
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electron ground state wave functions {¢;(7)}
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Is A(7) converged ?

No

Yes
Y

Calculation of (V - A(7)), (A(7) - V) and (A(7) - A(7))

Y
Electronic structure calculation

Y
Is total energy converged ?

No

Yes
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SCF termination
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