Optimized ab initio geometries of Ztrans
S0 planar minimum:


S1 planar minimum:
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S1/S0 hula-twist MECI:
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Derivative coupling vector at S1/S0 MECI:
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Gradient difference vector at S1/S0 MECI:
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S0 gradient at S1/S0 MECI:
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S1 gradient at S1/S0 MECI:
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