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Fig. S1 The optimized nineteen conformers (content > 1%) of 3 and equilibrium
population of the conformers.
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Fig. S2 The optimized ten conformers (content > 1%) of 5a and equilibrium
population of the conformers.
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Fig. S3 The optimized seventeen conformers (content > 1%) of 5b and equilibrium
population of the conformers.
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Fig. S4 'H and 13C NMR spectra of 3.
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Fig. S5 ESI-HRMS spectrum of 3.

200 250

S7

400

450



W ,! er v

10.5 95 5.0 8.5 2.0 7.5 70 6.5 B0 5.5 50 45 4.0 3.5 30 25 2.0 1.5 1.0 05 oo
1 (ppm)

B

W"‘

rongey

T T T T T T T T T T T T T T T T T 7
8¢ 180 170 160 150 140 130 120 110 100 50 a0 70 60 50 40 30 20 10 o
1 (ppm)

Fig. S6 'H and 13C NMR spectra of 4a.
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Fig. S7 ESI-HRMS spectrum of 4a.
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Fig. S8 'H and 13C NMR spectra of 4b.
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Fig. S9 ESI-HRMS spectrum of 4b.
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Fig. $10 'H and 13C NMR spectra of 5a.
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Fig. S11 ESI-HRMS spectrum of 5a.
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Fig. $12 'H and 3C NMR spectra of 5b.
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Fig. $13 ESI-HRMS spectrum of 5b.
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