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Figure S1. Representative molecular orbitals of 4-PhNNPy, TbetNNPy, BmtNNPy, and 

BmtNN(O)Py. 

 



S8 

TbetNNPy 

 
 



S9 



S10 

BmtNNPy 

 



S11 

 

 

 



S12 

 

BmtNN(O)Py 

 

 

Figure S2. 1H NMR spectra of TbetNNPy and BmtNNPy before and after irradiation in C6D6 and 

trans-BmtNN(O)Py in CDCl3. The t, c, and asterisks indicate trans, cis, and spinning side bands, 

respectively.
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TABLE S1: List of Main Transitions by TD-DFT Calculations for 4-PhNNPy, TbetNNPy, 

BmtNNPy, and BmtNN(O)Py  

 


