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Part 1. Calculation Details
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Figure S1. Correlation between the experimental and B3LYP/6-31+G* data. See text and Figure 1.
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Figure S2. Correlation between experimental and calculated electron affinities (B3LYP/AUG-cc-

pVTZ basis). Same as figure S1.
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Figure S3. Koopman's Theorem correlation at the B3LYP/6-31+G* level.
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Figure S4. Koopman's Theorem correlation at the B3LYP/AUG-cc-pVDZ level.

7

��� �
	�� ��� ����� ��� ����� ��� ����� � ���
	�� � ������ � �����4� ������� ������� ������� ���
	��� �����
� �����
� ��� �
��� ���
��� �
	
��� ���
��� ���
��� � �
� �����
� ���
	
� �����
� �����
� ��� �
��� �

�

�

��� ���

�

���

���
�	�




�

�

� 


��

���

���

� �

�	�
���

���

���

���

���

���

���

� 


(�)+*-,/.10324)

567
589 :
5;< =
> ?
@A
B 5?



Part 2. Structure, Dipole, SOMO diagrmas and spin density of some species under study

Figure S5. Acetone B3LYP/6-31+G*, Non -Valence RA. Top: LUMO of the neutral. Lower left

corner: SOMO of the vertical RA. Lower right corner: spin density. The cyan arrow show the

dipole orientation.

8



Figure S6. Neutral and non valence RA obtained at the B3LYP/6-31+G* level for furan presented

as in figure S5.
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Figure S7. Non valence RA found for phenol (organized as Fig. S5).

Figure S8. Spin density in the trimethylethylene RA.
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Figure S9. Ethyl radical and its anions. From top to bottom, SOMO of the neutral, HOMO of the

vertical anion and HOMO of the optimized anion.
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Part 3. Geometries of all species under study.

All the XYZ coordinates in Angstorms for all the optimized species under study have been gathered

in a single ASCII file named Structures-xyz.txt
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