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SI-I: General reaction pathways of aryl azides

 

 

 

 

 

 

 

 

 

 

SI-II: Cycloperambulation in Cyclopentadiene nitrile

General reaction pathways of aryl azides 

Cycloperambulation in Cyclopentadiene nitrile 
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I: Structure of ‘Azido-meta-meconine’ 
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SI-IV: Structure of m/z 207 

SI-V: Structure of m/z 248 



 

 

 

 

 

 

 

 

 

 

 

 

 

 
SI-VI: GC-

SI-VII: Proposed Pathway for formation of Intermediate I

 
-MS Spectrum of Photolyzed ‘Azido-meta-Meconine’

Proposed Pathway for formation of Intermediate I 

Meconine’ 



SI-VIII: Proposed Pathway for formation of Intermediate II

SI-IX: Proposed 

 

 

 

 

Proposed Pathway for formation of Intermediate II 

Proposed Pathway for formation of m/z 500.1 



SI-X: Proposed Pathway for formation of m/z 494.1

SI-XI: LC-MS Chromatogram showing relative composition of products at different RT

 

 

 

 

 

Proposed Pathway for formation of m/z 494.1 

MS Chromatogram showing relative composition of products at different RTMS Chromatogram showing relative composition of products at different RT 



Sr. No  Functional Groups 

SI-XII

SI

 

 

 

 

 

XII: UV-Visible Spectrum of ‘Azido-meta-meconine’

SI-XIII: 1H-NMR spectrum of Upper band 

Peak Obtained 

meconine’ 



 

 

 

 

 

 

 

 

1. -CH2 present in lactone ring of azepine  4.76 (s) 
2. CH in azepine ring nearby CH2 of the lactone 6.38 (s) 
3  -CH2 present in lactone ring of aromatic ring 5.13 (s) 
5.  CH of the five membered ring system 2.71 (s) 
6. -OCH3 of aromatic ring 3.88(s) 
7. -OCH3 of aromatic ring 3.80 (s) 
8. -OCH3 of azepine  3.62(m) 
9. -OCH3 of azepine  3.56(m) 
10. -CH of aromatic ring  6.82 (m) 
11.  -CH in azepine ring nearby carbonyl of corresponding lactone ring 7.10 (m) 
12 -CH on -C=N- in the five membered ring 7.65(s) 

Sr. 
No 

Functional Groups Peaks Obtained 

SI-XV: 1H-NMR spectrum of Lower band 

SI-XIV: 1H-NMR assignment of Upper band 



 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

1. CH2 in lactone of reduced azepine 5.13 (s) 
2. CH2 in lactone aromatic 5.38 (t) 
4. asymmetric -CH present in the reduced azepine system 2.71 (m) 

5. asymmetric -CH present in the reduced azepine system 3.06 (m) 

6. O-CH3 (Methoxy in aromatic System) 3.80 (s) 
7. O-CH3 (Methoxy in aromatic System) 3.88 (s) 
8. O-CH3 (Methoxy in reduced azepine ring) 3.50(s) 
9. O-CH3 (Methoxy in reduced azepine ring) 3.51 (s) 
10. CH present nearby methoxy group in the reduced azepine ring 6.1 (m) 

11. -CH present next to the nitrogen outside the aromatic system 7.35 (m) 

12. CH2 next to the nitrogen atom inside reduced azepine 
system 

2.32 (m) 

13. CH2 next to the nitrogen atom inside reduced azepine 
system 

2.56 (m) 

14.  -CH present in the reduced azepine system nearby fused 
lactone ring 

3.21 (m) 

15. -CH present in the aromatic system 6.82 (m) 

SI-XVII: Photolysis of ‘Azido-meta-meconine’ at 254 nm 

SI-XVI: 1H-NMR assignment of Lower band 
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SI-XIX: 

 

 

 

 

 

 

 

 

 

SI-XVIII: Photolyzed Product (Yield 20 mg) 

: Preparative TLC of Photolyzed Product 

 


