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Table S1. Cartesian coordinates and energies (in Hartrdegleanolecules studied

obtained at the B3LYP/6-311+G(d,p) level.
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Figure S1. Ring current plots of the molecules studied oladiat the CTOCD-DZ/HF/6-
31G/B3LYP/6-311+G(d,p) level.
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Figure S2. Ring current plots of the molecules studied olediat the CTOCD-
DZ/HF/STO-3G/B3LYP/6-311+G(d,p) level.
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Figure S3. Ring current plots of the molecules studied olgdinsing the pseudo-
method.



Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics

This journal is © The Owner Societies 2012

-0.022 4

-0.022 4

-0.023

T
J"
min

-0.024

-0.024

-0.025 o

-0.025

b)

min

-0.030 -

-0.032

-0.035 +

-0.037 4

-0.040

-0.043

Figure $4. Dependence of thd],, and J . of they-type C-C bonds obtained a) at the

CTOCD-DZ/HF/STO-3G/B3LYP/6-311+G(d,p) level andwith the pseudee method,
respectively, on the numbbrof hexagons in the series of molecubas 5b, and5c. For
details see text.



