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Figure S1: Frontier molecular orbitals for 1b and 3b, cf. Figure 6 (for 1a). HOMO (MO 97 for 1b,
101 for 3b) in red/blue; LUMO (MO 98 for 1b, 102 for 3b) in green/yellow.
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Figure S2: Geometry visualizations for 3a So, To, Do (Z-matrices in Figures S3-S5).
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Figure S3: Z-matrix for 3a So geometry
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Figure S4: Z-matrix for 3a* To geometry
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Figure S5: Z-matrix for 3a*~ Do geometry
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