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Theoretical studies on the chemical reactions and the deviation
from the orbital symmetry rule
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Si: weight of the singlet coupling term for the i—th bond

Sav - average of the weights of the singlet coupling terms for all bonds
PA; , PBi : weights of the polarization terms for the I—th bond
Pav : average of the weights of the polarization terms for all bonds
n: number of bonds in the ring
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