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A Simple Rule regarding
the Chemical Reactivity of S, T Isomer Pairs
of kata-annellated Benzenoid Hydrocarbons

Notizen

Table 1. Lowest PMO localization energies (N, f units) of
S, T isomer pairs of kata-annellated polycyclic aromatic hy-
drocarbons (arrows mark most reactive position).
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isomer, respectively. This empirical rule indicates that for a o B
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The pairs of S. T isomers given in Table 1 stem from 5
different topological models [1, 2] and the number of 18 e 114 0.555

7 electrons of the systems studied range from 14 to 30.
NS, and N,\, values are given for each pair of isomers.
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The circles in the hexagons denote Clar sextets [4] and
the arrows on the formula mark the most reactive
centres, 1.e. the centres to which the N_. values refer.

With the exception of S, T pair 10, which has been
found to exhibit “non-simple behaviour™ [5]. the fol-
lowing inequality holds
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Although inequality 1 is an empirical observation and
has not been analytically derived, the assumption
seems to be justified that it is universally valid for S, T
pairs of kata-annellated benzenoid hydrocarbons pro-
vided the S and T polynomials show “simple be-
haviour™. As can be easily recognized from the exam-
ples given in Table 1. inequality 1 holds independently
of the number of Clar sextets of the S and T isomers.
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