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Talfle 3.5 Density matrix and electronic energy
during the iterative process (STO-3G HeH *)
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Figure 3.8 Resiricted Hartree-Fock potential curve for STO-3G ({,,, = 209250, = 1.24)HeH* 2 _Qs¥2 (.;"rﬁ y- 7 d@ <

compared with the accurate results of Wolniewicz
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