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S1. Molecular orbitals in the active space (16e,120)

Fig. $1 Molecular orbitals in the active space (16e,120) in the Franck-Condon region.

S2. Molecular orbitals in the active space (12e,80)
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Fig. $2 Molecular orbitals in the active space (12e,80) in the Franck- Condon region



S3. Cartesian coordinates (A) of structures in Fig. 1

[The imaginary frequencies (cm -') of transition states were listed in parentheses.]
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S4. Cartesian coordinates (A) of structures in Fig. 6

[The imaginary frequencies (cm-') of transition states were listed in parentheses.]
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0.145525796997
-0.663754195293

0.257575283988
-1.108013038561

0.915334930807

0.131549232124
-0.695488138356

-0.171641618870
1.915844487419

-1.135301843829

-0.279697874190
0.576476479474

0.429486412851

1.517187777018

0.124871292180
-0.841817894633
-0.772967895864

0.036083196307
-1.119289672629
0.860617028114
0.040611801243
0.222171946962

0.019097805729
1.000699111155
-0.971066996417
0.005490074124
0.008549625406

-0.026193327182
0.452701528927

0.002306477267
-0.002840642835
-0.000089253285
-0.002183627326

0.002436955986

0.016643264521
0.407379077730
-0.485622793850
-0.696597169136
-0.252238455636

0.093671393797
0.376287990523
-0.461641046441
-0.753492439206
-0.306694658682

0.259793620523
-0.285208945752
-0.099307388638
-0.009224333543

0.319662797409

-0.441344356431

-0.270014589321

-0.113866772242
0.467558002269
0.273625337340

0.463384853249
0.129541248839
-0.188214156584
-0.328865624504

0.341907879000

0.436931441620
-0.139833972582
-0.120124921865

-0.416858574111

0.347169576945



S,/S4-2

N 0.048398368122 0.439892218854 -0.437691982643
0 -0.401092579018 1.530737626117 -0.285962279158
@) 1.324586536989 0.133423521036 -0.102229667942
@) -0.637972076365 -0.869868925204 0.486679949229
H 1.009800251387 -0.777424749249 0.255161602128



