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Table 1: Calculated heats of formationa for the diradicals 3 as a function of the 
torsional angle (







(
3a
3b
3c
3d
3e

40
72.39
75.22
64.54
83.50
77.21

50
71.09
74.10
64.10
81.90
75.30

60
71.54
74.48
63.94
80.90
74.72

70
72.22
75.11
64.64
80.08
73.62

80
72.49
75.32
64.83
80.43
74.01

90
72.59
75.50
65.04
80.78
74.60

a) Heats of formation given in kcal mol-1.

Table 2: Calculated spin densities of the cumyl position of the radicals 2 as a function of the torsional angle

(
2a
2c
2d
2e

0
0.550
0.545
0.518
0.511

10
0.556
0.559
0.535
0.528

20
0.573
0.580
0.557
0.549

30
0.598
0.609
0.585
0.577

40
0.633
0.642
0.618
0.610

50
0.679
0.696
0.661
0.652

60
0.724
0.743
0.718
0.710

70
0.765
0.783
0.754
0.746

80
0.798
0.818
0.785
0.776

90
0.813
0.835
0.800
0.791
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