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crease in the importance of these resonances structures in the transition state is 

more likely because of the greater double bond character between the inner carbon 

atoms which enhances other ionic resonance. Thus, no change or a slight decrease 
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in the differences between the primary HOblO/LUMO coefficients are predicted in 

these cases. Again the predictions agree with the changes that were observed in 

the Primary FM0 coefficients (Table I). 

In conclusion, the agreement between the FM0 predictions and experimental re- 

gioselectivities can be improved for 1-substituted-1,3-butadienes when the transi- 

tion state FMO's of the reactants are considered. The better agreement results 

from the more realistic representation of the ionic polarization at the primary 

carbon sites. 
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