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Table 2. Comparison of equation (11) with experimental values [cm ™).

7 2
AE(S,+Sy) 1P, IP,/AE(S,<S,) 0.25- Z—"H
Ethylene 61250 84763 1.384 1/3
Butadiene 46080 73149 1.587 4/5

Itis not astonishing that equation (11) fails
and it is obvious that parametrization does
not really help. The way to improve the
model is to lower the potential energy at
the walls to, let us say, E, and to approxi-
mate the ionization energy by the differ-
ence E, — euopo!"", but at this point a sim-
ple MO picture as provided by the HMO
(Hiickel Molecular Orbitals) or the

EHMO (Extended Hiickel Molecular Or-
bitals) theory becomes more useful.
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