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Figure S1: Frontier molecular orbitals for 1b and 3b, cf. Figure 6 (for 1a). HOMO (MO 97 for 1b, 

101 for 3b) in red/blue; LUMO (MO 98 for 1b, 102 for 3b) in green/yellow. 
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Figure S2: Geometry visualizations for 3a S0, T0, D0 (Z-matrices in Figures S3–S5). 
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Figure S3: Z-matrix for 3a S0 geometry 
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Figure S4: Z-matrix for 3a* T0 geometry 
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Figure S5: Z-matrix for 3a●− D0 geometry 
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A1  121.5448439 

A2  124.3627355 

A3  118.1232414 

A4  119.3081455 

A5  117.9895739 

A6  119.2439775 

A7  116.8461265 

A8  125.8098114 

A9  119.1161835 

A10  118.4866209 

A11  120.8107184 

A12  122.7645666 

A13  114.1118681 

A14  111.5675833 

A15  124.9074800 

A16  120.6651895 

A17  116.9637451 

A18  120.8845346 

A19  121.3404955 

A20  119.0056539 

A21  113.0191175 

A22  109.2787562 

A23  112.1243106 

A24  112.1519137 

A25  109.7026045 

A26  110.4609217 

A27  110.2131970 

A28  110.5508576 

A29  109.7024071 

A30  110.4614825 

A31  110.5525937 

A32  110.2360008 

A33  121.5885705 

A34  120.3570942 
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A35  109.6732485 

A36  110.5959816 

A37  110.4930133 

A38  110.0473656 

A39  112.9810771 

A40  112.1247951 

A41  112.1619868 

A42  109.3231531 

A43  109.7683804 

A44  110.1915886 

A45  110.4406261 

A46  110.5721859 

A47  114.5248367 

A48  115.4240336 

A49  120.9767381 

A50  118.3511842 

A51  120.8904554 

A52  110.9241274 

A53  112.0032142 

A54  112.1476221 

A55  117.3549498 

A56  110.7613764 

A57  111.7776607 

A58  111.7829136 

D1  179.9962626 

D2 -0.213208317 

D3  0.479557072 

D4  0.201011111 

D5  179.3727990 

D6 -179.4507170 

D7 -0.388396700 

D8  179.5061322 

D9 -177.9334501 

D10 -27.12738495 

D11 -176.3682020 

D12 -19.58850194 

D13 -72.66325040 

D14 -121.9105413 

D15 -0.047561689 

D16 -0.497821226 

D17  0.542217647 

D18 -179.8021946 

D19 -179.4294257 

D20  179.6364383 

D21 -179.7287191 

D22 -60.60320952 

D23  61.13409520 

D24  59.87419119 

D25 -178.3891986 

D26 -57.69515867 

D27  62.55232243 

D28 -60.59566251 
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D29  178.6325769 

D30 -62.28935006 

D31  57.93109778 

D32  179.5936975 

D33  179.9709640 

D34 -119.7912988 

D35  62.54872175 

D36 -178.2830654 

D37 -57.61930946 

D38 -0.018369053 

D39 -60.87891356 

D40  60.88006076 

D41 -179.9884103 

D42  119.8080104 

D43  57.68872575 

D44  178.3200041 

D45 -62.57702881 

D46  58.06945909 

D47 -166.6027576 

D48  179.7268996 

D49  179.9647304 

D50  179.7300178 

D51 -179.8223282 

D52 -59.63627907 

D53  60.24522696 

D54  179.8673068 

D55  0.097316044 

D56  120.6133134 

D57 -120.4797099 
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