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Table S1. DFT optimized structures for different isomers of compound 3b (B3LYP //

LANL2DZ, 6-31G*).
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14, G =-1690.841689
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Table S2. Relative Gibbs Free Energies (kJ/mol) of DFT-optimized structures (B3LYP

/I LANL2DZ, 6-31G¥).

cis- cis- - cis- cis-
3b 3b 11 1 12 13 13 14 14 I5 | TS1| TS2
AG | 36 | 239 | 544 | 685 | 951 | 0 | 241 | 70.7 | 81.1 | 51.0 | 68.8 | 158.2
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Table S3. DFT-optimized structures of compounds 3b and 13 with different functionals.

3b 13

BP86; G = -1691.090487 BP86; G = -1691.090414

MO06-2X; G = -1689.905297 MO06-2X; G = -1689.902124

oB97XD; G = -1690.499926 oB97XD; G = -1690.500702

Table S4. Relative Gibbs Free Energies of compounds 3b and 13 (kJ/mol) computed
with different DFT functionals.

BP86 | M06-2X | B97XD
AGis.za | 0.2 8.3 2.0
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Table S5. DFT-optimized structures of compounds 3b and 12 (#B97XD // SDD, 6-
31G™).

3b 12

G =-1689.163816 G =-1689.131154

Table S6. Relative energies of compounds 3b and 12 (kJ-mol™) (@B97XD // SDD, 6-
31G*).

| AGsp.2 | 858 |
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Table S7. DFT-calculated stretching wavenumbers v(cm™) and relative intensities for
isomers 3b and 13 (B3LYP // LANL2DZ, 6-31G*). The experimental spectrum of 3b in
dichloromethane solution is shown below.

3b 13
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