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Figure S1. 1H-NMR spectrum (500 MHz, CDCl3) of a mixture of products isolated by the iodination reaction of 

ibuprofen with iodine and iodic acid in acetic acid at 70 °C, followed by methylation with methanol. 
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Figure S2. 1H-NMR spectrum of compound 4. 
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Figure S3. 13C-NMR spectrum of compound 4. 
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Figure S4. 1H-NMR spectrum of compound 5. 
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Figure S5. 13C-NMR spectrum of compound 5.  
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Figure S6. 1H-NMR spectrum of compound 6. 
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Figure S7. 13C-NMR spectrum of compound 6. 
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Figure S8. 1H-NMR spectrum of compound 2. 
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Figure S9. 13C-NMR spectrum of compound 2. 
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Figure S10. 1H-NMR spectrum of compound 3. 
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Figure S11. 13C-NMR spectrum of compound 3. 
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Figure S12. 1H-NMR spectrum of compound 1. 
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Figure S13. 1H-NMR spectrum of mixture of compound 1 and ethyl acetate. 
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Figure S14. 13C-NMR spectrum of compound 1. 
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IR spectra  

 

 Figure S15. IR spectrum of compound 4. 

 

Figure S16. IR spectrum of compound 5. 
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Figure S17. IR spectrum of compound 6. 

 
Figure S18. IR spectrum of compound 2. 
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Figure S19. IR spectrum of compound 3. 

 
Figure S20. IR spectrum of compound 1. 
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HRMS spectra 

 

 

Figure S21. HRMS spectrum of compound 1. 

 

 

Figure S22. HRMS spectrum of compound 2. 
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Figure S23. HRMS spectrum of compound 3. 

 

 

Figure S24. HRMS spectrum of compound 6. 

 

 

BD-1964  #7 RT: 0.36 AV: 1 NL: 1.94E7

T: + c EI Full ms [ 32.50-420.50]

50 100 150 200 250 300 350 400

m/z

0

5

10

15

20

25

30

35

40

45

50

55

60

65

70

75

80

85

90

95

100

R
el

at
iv

e 
A

bu
nd

an
ce

384.3

343.2

98.0

385.3

58.0

99.1

344.2

162.6
43.0

62.9 78.0 211.155.0 386.3277.1169.0 340.3192.0 346.1141.083.0 366.3303.0115.0 399.3271.1243.1212.1195.0 357.3 414.5

BD-1951 #4 RT: 0.16 AV: 1 NL: 3.88E6

T: + c EI Full ms [ 32.50-280.50]
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