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Fig. 1S: 1H-NMR spectrum of a mixture of compounds 2 and 3 in HNO3/D2O = 3/2. 

The mixture was obtained by irradiation of 2 for 45 min.The chemical shifts of the 

non-irradiated sample (compound 2) are the following: 7.06 ppm (4H, d, J=6.25 Hz, 

Ha), 6.53 ppm (4H, d, J=6.25 Hz, Hb ) and the olefinic protons at 6.12 ppm (2H, s, 

olefinic Hc). In this case the band of the hydrogens of fumaric acid is covered by the 

solvent. The chemical shifts of the product after isomerization (compound 3) appear 

at 6.95 ppm (8H, d, J=6.25 Hz, Ha’), 6.27 ppm (8H, d, J=6.25 Hz, Hb’) and at 3.70  

ppm (8H, s) the cyclobutane ring hydrogens. 

Hc ’ 

Ha Hb 

Hc 

Hb ’ Ha’ 



Electronic Supplementary Material for CrystEngComm 
This journal is (c) The Royal Society of Chemistry 2008 

 

 
 
 

1500 1000 500
0

10

20

30

40

50

1768
1691

16051570
1384

1206

1097
1073

1011
978

883

829

800 695669

585

546

 

 

%
 T

λ (cm-1)

 
Fig. 2S. IR spectrum of  compound 2 (KBr pellet) 
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 Fig. 3S. IR spectrum of compound 3 (irradiation  of  2 for  5 ½ hours ,KBr pellet).  



Electronic Supplementary Material for CrystEngComm 
This journal is (c) The Royal Society of Chemistry 2008 

 
 
 
 

 
  Fig 4S. XRPD pattern of compound 2. 
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Fig 5S. XRPD pattern of compound 3. 
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