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High Resolution Mass Spectra were performed by the Centre Régional de Mesures 
Physiques de l’Ouest (Rennes). 
Crystal structure of compound 1 was performed by the Centre de Diffractométrie X at 
University of Rennes 1. 
 
 
Characterization data for compounds 1-3: 
 
1: 1H (200 MHz, CDCl3): δ 3.80 (s, 9H, OCH3), 7.95 and 8.10 (d, 3JHH=8.54 Hz, CH). 
13C (50 MHz, CDCl3): δ 55.6 (s, 3C, OCH3), 113.9 and 137.9 (s, 6C, CH), 163.6 (s, 3C, 
CIV-OMe). 11B NMR (96.3 MHz, CDCl3): δ 29.3. HRMS [M+.] calcd. for C21H21O6B3: 
m/z 402.1617. Found 402.1649 (7 ppm). C21H21O6B3: C 62.77, H 5.27; found C 62.76, 
H 5.31. 
 
2: 1H (200 MHz, CDCl3): δ 2.47 (s, 9H, SCH3), 7.38 and 8.14 (d, 3JHH=8.33 Hz, CH). 
13C (50 MHz, CDCl3): δ 15.3 (s, SCH3), 125.3 and 136.3 (s, 6C, CH), 145.0 (s, 3C, CIV-
SMe). 11B NMR (96.3 MHz, CDCl3): δ 33.2. HRMS [M+.] calcd. for C21H21O3 S3B3: 
m/z 450.0932. Found 450.0938 (1 ppm). C21H21O3S3B3: C 56.05, H 4.70; found C 
55.57, H 4.91 
 
3: 1H (200 MHz, CDCl3): δ 3.10 (s, 18H, NMe2), 6.83 and 8.14 (d, 3JHH=8.85 Hz, CH). 
13C (50 MHz, CDCl3): δ 40.5 (s, 6C, NMe2), 111.5 and 137.5 (s, 6C, CH), 153.6 (s, 3C, 
CIV- NMe2). 11B NMR (96.3 MHz, CDCl3): δ 29.8. HRMS [M+.] calcd. for 
C24H30N3O3B3: m/z 441.2566. Found 441.2564 (0 ppm). C24H30N3O3B3: C 65.37, H 
6.86, N 9.53; found C 64.67, H 6.84, N 9.25. 
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UV-Visible spectra for compounds 1-3: 
 
 

 
 
Normalized absorption spectra of molecules 1-3 in chloroform. 
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Computational details. 
 
 
Calculations were conducted using the Gaussian 98 package1 with the B3LYP2 density 
functional and the 6-31G* basis set. C3h symmetry has been assumed for compounds 
1-2 and D3h for compound 3. 
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