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A DFT Study of Inter- and Intramolecular Aryne Ene Reactions
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Conclusions

The molecular mechanism of the inter- and intra-AE re-actions has
been  theoretically studied by DFT  methods at the
MPWBI1K/6-311G(d,p) level. These AE reactions occur through a one-
step mechanism with nearly synchronous TSs in which the C-C
single bond formation is slightly more advanced than the hydrogen
transfer process. In all of the reactions, the arynes are very reactive.
Thus, the acti-vation energies of these AE reactions are less than 1
kcal/mol, and the reactions are strongly exothermic by more than 73
kcal/mol. Acetonitrile solvent slightly accelerates the inter-AE
reactions, whereas THF slightly decelerates the intra-AE ones. For the
geometry optimisations, the solvent increases the C—C distances at the
TSs, and they occur ear-lier.
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