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SUPPORTING INFORMATION
TABLE 1 Cartesian coordinates of the optimized geometries

1,3-Butadiene

6  -1.549183489 -0.492897259 0.077638860
6 -0.728115488 0.553030384 -0.104873515
6 0.728127071 0.553033406 0.104877238
6 1.549180213 -0.492906623 -0.077640900
1 1.160286392 1.505783795 0.413862811
1 -1.160281995 1.505775381 -0.413867354
1 1.185701601 -1.452197280 -0.439297815
1 2.615414737 -0.414374326 0.116296987
1 -1.185756365 -1.452201275 0.439315654
1 -2.615414219 -0.414345753 -0.116320379
6Aa

6 1.135408817 1.461803535 0.000000000
6 2.377218971 0.901224866 0.000000000
6 2.523395259 -0.520771783  0.000000000
6 1.406181714 -1.313579209 0.000000000
6 0.099907209 -0.743634664 0.000000000
7 0.000000000 0.668016140 0.000000000
6  -1.155359429 -1.339702113 0.000000000
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