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Spin propagation through the C-C and C-H bonds
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The optimized geometry of the radicals.
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Table 1S Calculated spin densities in the units of (a/ao) multiplied by 10*.

B3LYP/NO7D PBEO/NO7D B3LYP/TZVP Averaged values
Chart 1
H (y-CHjy) -5.27 -6.74 -5.59 -5.87
H (y-CHy) -4.22 -4.65 -4.37 -4.41
H (y-CH) -9.49 -12.51 -10.97 -11.0
H (y-COH) -0.75 -0.84 -0.93 -0.84
Chart 2
H (y-CHs-equatorial) +1.43 -0.14 +1.03 +0.77
H (y-CH;-axial) -7.01 -8.19 -7.18 -7.46
H (y-CHj-equatorial) -0.85 -1.82 -0.69 -1.12
H (y-CHy-axial) -4.08 -5.14 -4.24 -4.49
Chart 3
H (y-CHz-equatorial) -8.79 -9.72 -8.84 -9.12
H (y-CH3-axial) +0.09 -1.36 -0.15 -0.47
H (y-CH,-equatorial) -10.74 -11.84 -10.72 -11.10
H (y-CH,-axial) -4.03 -5.22 -4.46 -4.57
H (6-CHj-equatorial) +4.59 +4.68 +4.70 +4.66
H (6-CH,-axial) +1.32 +1.28 +1.02 +1.21
C (B-C) -32.76 -36.47 -29.82 -33.02
C (y-CHg-equatorial) +55.54 +54.40 +53.22 +54.39
C (y-CHg;-axial) +25.79 +25.21 +25.64 +25.55
C (y-CHy) +4.37 +4.04 +4.22 +4.21
C (3-CH)) -2.06 -2.35 -2.21 2.21
Chart 4
H (y-CHy) -8.58 -9.58 -8.51 -8.89
H (6-CH) +10.61 +10.49 +10.44 +10.51
H (¢-CH,-equatorial) -1.05 -1.16 -1.03 -1.08
H (s-CHy-axial) -0.38 -0.43 -0.40 -0.40




Chart 5

H (y-CH,) -5.96 -6.82 -6.30 -6.36

H (6-CH) +10.30 +10.18 +9.76 +10.08
H (s-CH,-equatorial) -0.57 -0.66 -0.58 -0.60
H (g-CH,-axial) -0.01 -0.08 -0.02 -0.04

The Cartesian coordinates (Angstroem) of atoms for optimized geometries of the radicals.
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