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Supplementary Material

s-trans-1,3-butadiene (1)
RBecke3LYP/6-31G* Energy: -155.9921372 H
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ethylene (2)
RBecke3LYP/6-31G* Energy: -78.5874573 H
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Concerted T..S. (3)
RBecke3LYP/6-31G* Energy: -234.5438948 H
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cyclohexene (4)
RBecke3LYP/6-31G* Energy: -234.6482863 H
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Anti Diradical T. S. (5)
UBecke3LYP/6-31G* Energy: -234.5269466 H
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7Sbo z13 - 5

Anti Diradical Intermediate (6)
UBecke3LYP/6-31G* Energy: -234.534663 H
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Gauche-Out Diradical T. S. (7)
UBecke3LYP/6-31G* Energy: -234.5237105 H
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