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Fig. 1 Reaction profiles of Cgp + butadiene (a) without structural relaxation, (b) with structural relax-
ation. The horizontal line shows the distance between carbon atoms which form new single bonds. The

vertical one shows the relative energy to the sum of energies of the isolated reactants.
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Fig. 2 VCDs of ethylene, Cgp, and Cgy pentakisadduct.
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