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1. Figures 
1.1. The IR spectra 

 
Figure S1. The IR spectrum for the compound 5a. 

 
Figure S2. The IR spectrum for the compound 5b. 



 

 

 
Figure S3. The IR spectrum for the compound 5c. 

 
Figure S4. The IR spectrum for the compound 5d. 

 
Figure S5. The IR spectrum for the compound 6a. 

 
Figure S6. The IR spectrum for the compound 6b. 



 

 

 
Figure S7. The IR spectrum for the compound 6c. 

 
Figure S8. The IR spectrum for the compound 6d. 

1.2. The MS spectra 

 
Figure S9. The MS spectrum for the compound 5a. 
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Figure S10. The MS spectrum for the compound 5b. 

 
Figure S11. The MS spectrum for the compound 5c. 

 
Figure S12. The MS spectrum for the compound 5d. 

344.2 365.2 425.3 442.8 459.7

475.4

491.2
505.1 555.2

586.1

475.4

-MS, 2.4min #234

266.9

332.9

401.0

-MS2(475.6), 2.4min #235
0.0

0.5

1.0

1.5

2.0

2.5

6x10
Intens.

0

1

2

3

4

5

6

5x10

250 300 350 400 450 500 550 m/z

165.0 206.0 268.5 318.7

347.2 365.2
396.2

413.7
429.3

454.4

495.3

526.1541.3

561.1 578.3

413.7
429.3

-MS, 1.7min #174

151.3167.1
207.0

339.0

-MS2(414.4), 1.7min #175
0

2

4

6

5x10
Intens.

0

2

4

6

8

5x10

150 200 250 300 350 400 450 500 550 m/z

203.0
344.2 381.1397.4 414.1

442.7

457.6

486.4
523.2

567.3

587.1

441.6
457.6

-MS, 2.5min #243

150.2
167.2 207.2 233.1

367.1

-MS2(442.9), 2.5min #244
0.0

0.2

0.4

0.6

0.8

1.0

6x10
Intens.

0.0

0.2

0.4

0.6

0.8

1.0

6x10

150 200 250 300 350 400 450 500 550 m/z



 

 

 
Figure S13. The MS spectrum for the compound 6a. 

 

 
Figure S14. The MS spectrum for the compound 6b. 

 

 
Figure S15. The MS spectrum for the compound 6c. 
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Figure S16. The MS spectrum for the compound 6d. 

 

1.1. The 1H-NMR spectrum 
 

 
Figure S17. The 1H-NMR spectrum for the compound 5a.The integral label for the triplet at 7.511 ppm is 1.04 and for the multiplet at 

5.239 ppm is 1.04. 

 
Figure S18. The 1H-NMR spectrum for the compound 5b. 
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Figure S19. The 1H-NMR spectrum for the compound 5c. 

 
Figure S20. The 1H-NMR spectrum for the compound 5d. The integral label for the doublet at 7.508 ppm is 1.09. 

 
Figure S21. The 1H-NMR spectrum for the compound 6a. The integral label for the doublet of doublets at 6.327 ppm is 1.19. 

 



 

 

Figure S22. The 1H-NMR spectrum for the compound 6b. The integral label for the doublet at 7.593 ppm is 0.90 and for the doublet 
of doublets at 6.322 ppm is 1.02. 

 
Figure S23. The 1H-NMR spectrum for the compound 6c. The integral label for the doublet of doublets at 6.328 ppm is 0.90. 

 
Figure S24. The 1H-NMR spectrum for the compound 6d. The integral label for the doublet at 7.492 ppm is 1.13. 

 

1.2. The 13C-NMR spectra 
 

 
Figure S25. The 13C-NMR spectrum for the compound 5a. 



 

 

 
Figure S26. The 13C-NMR spectrum for the compound 5b. 

 
Figure S27. The 13C-NMR spectrum for the compound 5c. 

 
Figure S28. The 13C-NMR spectrum for the compound 5d. 

 



 

 

Figure S29. The 13C-NMR spectrum for the compound 6a. 

 
Figure S30. The 13C-NMR spectrum for the compound 6b. 

 
Figure S31. The 13C-NMR spectrum for the compound 6c. 

 
Figure S32. The 13C-NMR spectrum for the compound 6d. 

2. Tables 
2.1. The depiction of HOMO and LUMO and the depiction of the spin density maps of the phenol 

group radicalization for the compounds 5a-d and 6a-d 

Table S1. The depiction of HOMO and LUMO for the compounds 5a-d and 6a-d 

Compound HOMO LUMO 



 

 

Compound HOMO LUMO 

5a 

  

5b 

  

5c 

  

5d 

  

6a 

  

6b 

  

6c 

  



 

 

Compound HOMO LUMO 

6d 

  

 

Table S2. The depiction of spin density maps for the phenol group radicalization for the com-
pounds 5a-d and 6a-d 

Compound 
Spin density map depending on the phenolic radical 

ortho (H1) meta (H2) para (H3) 

5a 

 
 

 

5b 

   

5c 

   

5d 

   

6a 

 

N/A 

 

6b 

 

N/A 

 



 

 

Compound 
Spin density map depending on the phenolic radical 

ortho (H1) meta (H2) para (H3) 

6c 

 

N/A 

 

6d 

 

N/A 

 
 


