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NMR data for 1a:

1H (300 MHz, CDCl3):   8.75 (d, J = 8.7 Hz, 2H), 7.83 (d, J = 8.4 Hz, 2H), 7.27 (d, J = 8.4 Hz, 2H), 6.98 (d of d, J = 8.7 Hz, 2.7 Hz, 2H), 6.81 (d, J = 2.7 Hz, 2H), 6.47, (s, 2H), 3.88 (s, 6H), 2.88 (bs, 4H), 2.67 (bs, 4H).

13C (75 MHz, CDCl3):   160.7, 151.9, 142.8, 137.3, 136.0, 135.4,  134.9, 132.2, 132.1, 130.1 (t, J = 11 Hz), 124.4, 121.5, 114.7, 112.4, 95.5, 55.3, 30.9, 22.3.

19F (282 MHz, CDCl3, CFCl3 as external reference,  = 0):   -137.5 (q, J = 34 Hz).

11B (64 MHz, CDCl3, BF3 etherate as external reference,  = 0):   9.29 (t, J = 34 Hz).

NMR data for 1b:

1H (300 MHz, CDCl3):   8.80 (d, J = 7.8 Hz, 2H), 7.85 (d, J = 8.7 Hz, 2H), 7.45 (d of t, J = 7.8 Hz, 1.7 Hz, 2H), 7.35 – 7.25 (m, 6H), 6.53 (s, 2H), 2.90 (t, J = 6 Hz, 4H), 2.68 (t, J = 6 Hz, 4H).

13C (75 MHz, CDCl3):   152.6, 140.5, 137.9, 137.3, 135.8, 134.5, 133.2, 132.1, 129.8, 128.4 (t, J = 11 Hz), 128.3, 128.2, 127.5, 125.0, 95.8, 30.5, 22.3.

19F (282 MHz, CDCl3, CFCl3 as external reference,  = 0):   -137.3 (q, J = 34 Hz).

11B (64 MHz, CDCl3, BF3 etherate as external reference,  = 0):   3.98 (t, J = 34 Hz).

NMR data for 2a:

1H (300 MHz, CDCl3):   8.75 (d, J = 6.9 Hz, 2H), 7.89 (d, J = 8.4 Hz, 2H), 7.66 (d of d, J = 6.9 Hz, 2.0 Hz, 2H), 7.45 – 7.52 (m, 4H), 7.35 (d, J = 8.4 Hz, 2H), 6.84 (s, 2H).

13C (75 MHz, CDCl3):   148.3, 140.4, 137.7, 137.5, 133.4, 132.3, 129.6, 126.7 (t, J = 5.2 Hz), 125.7, 125.6, 124.1, 119.8, 96.9.

19F (282 MHz, CDCl3, CFCl3 as external reference,  = 0):   -147.0 (q, J = 30 Hz).

NMR data for 2b:

1H (300 MHz, CDCl3):   8.21 (d, J = 7.5 Hz, 2H), 7.91 (d, J = 8.4 Hz, 2H), 7.51 – 7.35 (m, 6H), 7.36 (d, J = 8.4 Hz, 2H), 6.36 (s, 2H).

13C (75 MHz, CDCl3):   164.8, 154.6, 146.1, 143.8, 138.7, 137.8, 133.4, 132.1, 130.5, 124.2, 123.9, 117.0, 112.8, 104.3, 96.8.

19F (282 MHz, CDCl3, CFCl3 as external reference,  = 0):   -150.6 (q, J = 28 Hz).

11B (64 MHz, CDCl3, BF3 etherate as external reference,  = 0):   0.41 (t, J = 28 Hz).
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Fig. 1  Chem3D representations of compound 1a from X-ray crystallographic data: (a) top view showing C-F distances, and (b) side-view illustrating curvature of the molecule.
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Fig. 2  Chem3D representations of the Cl-for-I analogs from AM1 calculations: (a) top view of compound 2a showing C-F distances, (b) side-view of 2a, (c) top view of compound 2b showing C-F distances, and (d) side-view of compound 2b.

