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The process of generating a molecular form factor at the ab initio level typically requires the diagonalization of a
large matrix. The self-consistency [restriction], which is a necessary constraint in obtaining the ground state self-
energy, leads to a proliferation of closed-shell reference determinants. However, these determinants have no real

chemical meaning and are essentially permutations of A-1, M-1, L-1, S-2. In this study, we discuss the lone-pair
approximation, in which both the self-consistency and occupation constraints are relaxed. This approximation
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