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Table 1. Energy and dipole moment of urea
and acetone molecules with HF/aug-cc-pvdz

Species Dipole[D]  Energy [hartree]
Urea 3.090  -224.0159205 e y
Acetone 3263  -191.9728030 with HF/aug-cc-pvdz.

Figure 1: Optimized structure of
(a) urea and (b) acetone molecules
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Table 2. Energy and positron affinity (PA) for positronic urea and acetone
molecules with HF and CI

Species Positron basis Wave function Energy [hartree] PA [kcal/mol]

[Urea; e’ [9s5p1d] HF -224.0161437 0.14
[9s5p1d] c1y -924.0164133 0.31

[Acetone ; e'] [9s5p1d] HF -191.9728377 0.02
[9s5p1d] c1Y -191.9729683 0.10
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Figure 2: Electronic and positronic density of (a) urea and (b) acetone molecules.
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