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Figure S1. HR-MS of 1–3 and 15N-labeled 1a together with their theoretical isotopic distribution pattern. 
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Figure S2. Labeled atoms in the crystal structure of 2 (top). Selected bond lengths and coordination bond lengths 

[Å] in the crystal structure of 2 (bottom). 
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Figure S3. H-H COSY spectra of (a) 1a and (b) 3 in CDCl3. 
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Figure S4. NOE measurement of 3 in CDCl3. 
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Figure S5. 14N NMR spectrum of 2 in the −200~800 ppm region in toluene. 0 ppm was based on NH3. 
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Figure S6. CW EPR spectra of a) 1a, b) 3 and c) tert-butylated (MoV
≡N)Pc in deaerated toluene at room 

temperature. In a) and b), a strong signal is due to impurity (g = 2.00). 

 
 

 
Figure S7. Optimized structure of Opt2A (left) and Opt2B (right). 
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