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Table 1. Selected bond lengths (A) for stannabenzenes.
R Methods Sn—C2 C2-C3 C3-C4 C(C4C5 C5-C6 C6-Sn
H B3LYP/A 2.039 1.401 1.406 1.405 1.394 2.017
Dmp B3LYP/A 2.054 1.397 1.411 1.401 1.397 2.015
Bbt B3LYP/A 2.057 1.403 1.404 1.404 1.392 2.030
Bbt MPWI1PWIl/A | 2.052 1.398 1.400 1.400 1.388 2.029
Bbt MO6X/A 2.030 1.396 1.403 1.402 1.392 2.014
CH; B3LYP/C 2.076 1.393 1.402 1.400 1.386 2.055

Table 2. Calculated and observed chemical shifts (ppm) in ''°Sn and 'H NMR.
R GIAO Optimization Sn H3 H4 HS5 H6
H B3LYP/B B3LYP/A 87.05 831 6.64 8.29 8.47
H B3PW91/B B3LYP/A 99.74  8.50 6.83 8.46 8.59
Dmp ([ B3LYP/B B3LYP/A 234.60 8.06 6.43 8.23 8.01
Bbt B3LYP/B B3LYP/A 197.55 8.20 6.48 8.24 7.74
Bbt B3PW91/B B3LYP/A 189.51 8.41 6.67 8.39 7.91
Bbt B3LYP/B MPWIPWOIl/A | 209.52 8.13 6.37 8.20 7.66
Bbt MPWI1PW91/B MPWIPWO1/A | 20333 8.37 6.58 8.38 7.87
Bbt B3LYP/B MO062X/A 226.30 8.05 6.40 8.14 7.67
Bbt M062X/B MO062X/A 218.90 8.26 6.61 8.36 7.88
CH; B3LYP/C B3LYP/C 321.20 841 6.69 8.47 8.67
Bbt Observed 271 8.28 6.71 8.37 8.81
Tbt Observed 275 8.20 n.d. 8.30 8.81

Table 3. Calculated and observed chemical shifts (ppm) in °C NMR.
R GIAO Optimization C2 C3 C4 C5 Cé6
H B3LYP/B B3LYP/A 190.10 142.50 112.97 143.27 147.20
H B3PW91/B B3LYP/A 189.72 145.55 116.01 146.32 148.72
Dmp ([ B3LYP/B B3LYP/A 181.52 138.18 108.18 142.93 137.57
Bbt B3LYP/B B3LYP/A 179.91 142.60 111.02 143.55 147.87
Bbt B3PW91/B B3LYP/A 181.00 145.80 114.42 146.74 149.49
Bbt B3LYP/B MPWI1PWII/A | 178.27 141.33 109.64 142.55 147.32
Bbt MPWI1PW91/B  MPWIPWOI1/A | 178.83 145.01 113.00 146.28 148.58
Bbt B3LYP/B MO062X/A 175.24 141.47 109.47 142.26 145.29
Bbt M062X/B MO062X/A 179.83 146.06 114.06 146.86 149.88
CH; B3LYP/C B3LYP/C 196.64 148.75 117.19 150.57 155.62
Bbt Observed 179.85 138.59 112.39 141.35 149.31
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