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APPENDIX 2. CATIONIC ROMP POLYMERS CONTAINING 
SUPRAMOLECULAR SELF-ASSOCIATING AMPHIPHILIC (SSA) 
MOLECULES AND THEIR ANTIMICROBIAL ACTIVITY. 
 

1. NMR spectra 

 

 

Fig. S1. 1H NMR in dmso-d6 of compound 3a 
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Fig. S2. 13C NMR in dmso-d6 of compound 3a 

 

Fig. S3. 1H NMR in CDCl3 of compound 4a 
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Fig. S4. 13C NMR in CDCl3 of compound 4a 

 

Fig. S5. 1H NMR in dmso-d6 of compound 3b 
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Fig. S6. 13C NMR in dmso-d6 of compound 3b 

 

Fig. S7. 1H NMR in dmso-d6 of compound 4b 
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Fig. S8. 13C NMR in dmso-d6 of compound 4b 

 

Fig. S9. 1H NMR in CDCl3 of exo-7-oxanorborn-5-ene-2,3-dicarboxylic anhydride, 7 
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Fig. S10. 13C NMR in CDCl3 of exo-7-oxanorborn-5-ene-2,3-dicarboxylic anhydride, 7 

 

Fig. S11. 1H NMR in dmso-d6 of compound 8 
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Fig. S12.  13C NMR in dmso-d6 of compound 8 

 

Fig. S13. 1H NMR in CDCl3 of compound 9 
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Fig. S14. 13C NMR in CDCl3 of compound 9 

 

Fig. S15. 1H NMR in dmso-d6 of compound 10, SSA-1 
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Fig. S16. 13C NMR in dmso-d6 of compound 10, SSA-1 

 

Fig. S17. 1H NMR in dmso-d6 at T = 333 K of compound 11, SSA-2 
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Fig. S18. 13C NMR in dmso-d6 of compound 11, SSA-2 

 

Fig. S19. 1H NMR in dmso-d6 of mon1 
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Fig. S20. 13C NMR in dmso-d6 of mon1 

 

Fig. S21. 1H NMR in dmso-d6 at T = 333 K of mon2 
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Fig. S22. 13C NMR in dmso-d6 of mon2 

 

Fig. S23. 1H NMR in dmso-d6 of mon3 with MeOH 
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Fig. S24. 13C NMR in dmso-d6 of mon3 

 

Fig. S25. 1H NMR in dmso-d6 at T = 333 K of mon4 

2 

8 

DMSO-d6 

4 

7 

15 

11 

13 
14 

9 
12 

6 5 

10 CF3 
3 

NH 

8 
9 

DMSO-d6 

4 7, H2O 

3 

15 

11 

13 
14 



14 
 

 

Fig. S26. 13C NMR in dmso-d6 of mon4 

 

Fig. S27. 1H NMR in dmso-d6 of poly1  
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Fig. S28. 13C NMR in dmso-d6 of poly1  

 

Fig. S29. 1H NMR in dmso-d6 at 333 K of poly2 
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Fig. S30. 13C NMR in dmso-d6 of poly2  

 

Fig. S31. 1H NMR in dmso-d6 of poly3  

2 

8 

9 

DMSO-d6 

4 

7 

15 

11 
13, 14 

16 

12 
6 

CF3 

3 

NH 8 9 

DMSO-d6 

3, 4 

7 

NH 15 13 
11, 14 



17 
 

 

Fig. S32. 13C NMR in dmso-d6 of poly3  

 

Fig. S33. 1H NMR in dmso-d6 at 333 K of poly4 
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Fig. S34. 13C NMR in dmso-d6 of poly4  

 

2. LC-MS spectra 

 

 

Fig. S35. LC-MS spectra of compound 3b. Here the [M+H]+ value of 273.1 is identified.  
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Fig. S36. LC-MS spectra of compound 4b. Here the [M+H]+ value of 255.1 is identified.  

 

 

Fig. S37. LC-MS spectra of compound 8. Here the [M+H]+ value of 275.1 is identified.  
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Fig. S38. LC-MS spectra of compound 9. Here the [M+H]+ value of 257.1 is identified.  

 

 

Fig. S39. High resolution LC-MS spectra of anionic component of mon1 obtained using ESI-. Here the [M]- of 
297.1574 value is identified. 
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Fig. S40. High resolution LC-MS spectra of cationic component of mon1 obtained using ESI+. Here the 
[M+H]+ of 255.1140 value is identified. 

 

 

Fig. 41. High resolution LC-MS spectra of anionic component of mon2 obtained using ESI-. Here the [M]- of 
312.0445 value is identified. 
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Fig. S42. High resolution LC-MS spectra of cationic component of mon2 obtained using ESI+. Here the 
[M+H]+ of 255.1140 value is identified. 

 

 

Figure 43. High resolution LC-MS spectra of anionic component of mon3 obtained using ESI-. Here the [M]- 
of 297.1475 value is identified. 
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Fig. S44. High resolution LC-MS spectra of cationic component of mon3 obtained using ESI+. Here the 
[M+H]+ of 257.0929 value is identified. 

 

 

Fig. S45. High resolution LC-MS spectra of anionic component of mon4 obtained using ESI-. Here the [M]- of 
312.0445 value is identified. 
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Fig. S46. High resolution LC-MS spectra of cationic component of mon4 obtained using ESI+. Here the 
[M+H]+ of 257.0931 value is identified. 
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3. IR spectra 

 

 

Fig. S47. IR spectra of compound 3a 

 

 

Fig. S48. IR spectra of compound 4a 
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Fig. S49. IR spectra of compound 3b 

 

 

Fig. S50. IR spectra of compound 4b 
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Fig. S51. IR spectra of compound 7 

 

 

Fig. S52. IR spectra of compound 8 
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Fig. S53. IR spectra of compound 9 

 

 

Fig. S54. IR spectra of compound SSA-1 
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Fig. S55. IR spectra of compound SSA-2 

 

 

Fig. S56. IR spectra of monomer mon1 
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Fig. S57. IR spectra of monomer mon2 

 

 

Fig. S58. IR spectra of monomer mon3 
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Fig. S59. IR spectra of monomer mon4 
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4. 1H DOSY NMR experiments on monomers mon1 ς mon4 

 

 

Fig. S60. 1H DOSY NMR spectrum of mon1 (112 mM) in DMSO-d6 at 298 K and a table exporting the diffusion 
constants calculated for each peak used to determine the hydrodynamic diameter of the anionic (dH = 1.41 
nm) and cationic (dH = 1.31 nm) components of mon 1. Peaks 1, 4-6 and 9 correspond to the anionic 
component of monomer 1 while peaks 2, 3, 7, 8, 10-13 correspond to the cationic component of mon1.  
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Fig. S61. 1H DOSY NMR spectrum of mon2 (112 mM) in DMSO-d6 at 298 K and a table exporting the diffusion 
constants calculated for each peak used to determine the hydrodynamic diameter of the anionic (dH = 1.34 
nm) and cationic (dH = 1.28 nm) components of mon2. Peaks 1, 2, 4, 6, 7, 10, 11 correspond to the anionic 
component of monomer 2 while peaks 3, 5, 8, 9, 12-15 correspond to the cationic component of mon2.  
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Fig. S62. 1H DOSY NMR spectrum of mon3 (112 mM) in DMSO-d6 at 298 K and a table exporting the diffusion 
constants calculated for each peak used to determine the hydrodynamic diameter of the anionic (dH = 1.44 
nm) and cationic (dH = 1.37 nm) components of mon3. Peaks 1, 4 - 6, 10 correspond to the anionic component 
of monomer 3 while peaks 2, 3, 7- 9, 11 correspond to the cationic component of mon3.  
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Fig. S63. 1H DOSY NMR spectrum of mon4 (112 mM) in DMSO-d6 at 298 K and a table exporting the diffusion 
constants calculated for each peak used to determine the hydrodynamic diameter of the anionic (dH = 1.34 
nm) and cationic (dH = 1.31 nm) components of mon4. Peaks 1, 2, 4-6, 8, 12, 13 correspond to the anionic 
component of monomer 4 while peaks 3, 7, 9-11, 14 correspond to the cationic component of mon4.  
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Fig. S64. 1H DOSY NMR spectrum of mon1 (5.56 mM) in D2O with 5 % EtOH at 298 K. Hydrodynamic diameters 
of the anionic and cationic components of mon1 were calculated to be dH = 1.10 nm and dH = 1.04 nm 
respectively. Peaks 3, 4 and 7 correspond to the anionic component of mon1 while peaks 1, 2, 5, 6 and 8 ς 10 
correspond to the cationic component of mon1. 
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Fig. S65. 1H DOSY NMR spectrum of mon2 (5.56 mM) in D2O with 5 % EtOH at 298 K. Hydrodynamic diameters 
of the anionic and cationic components of mon2 were calculated to be dH = 1.05 nm and dH = 0.98 nm 
respectively. Peaks 3 and 4 correspond to the anionic component of mon2 while peaks 1, 2 and 5 ς 9 
correspond to the cationic component of mon2. 
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Fig. S66. 1H DOSY NMR spectrum of mon3 (5.56 mM) in D2O with 5 % EtOH at 298 K. Hydrodynamic diameters 
of the anionic and cationic components of mon3 were calculated to be dH = 1.09 nm and dH = 0.98 nm 
respectively. Peaks 3, 4 and 8 correspond to the anionic component of mon3 while peaks 1, 2, 5 ς 7 and 9 
correspond to the cationic component of mon3. 
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Fig. S67. 1H DOSY NMR spectrum of mon4 (5.56 mM) in D2O with 5 % EtOH at 298 K. Hydrodynamic diameters 
of the anionic and cationic components of mon4 were calculated to be dH = 1.11 nm and dH = 0.98 nm 
respectively. Peaks 3 and 4 correspond to the anionic component of mon4 while peaks 1, 2 and 5 ς 8 
correspond to the cationic component of mon4. 
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5. 1H DOSY NMR experiments on polymers poly1 ς poly4 

 

 

Fig. S68. 1H DOSY NMR spectrum of  poly1 (20 mg/mL) in DMSO-d6 at 298 K. Hydrodynamic diameter of the 
anionic and cationic components of poly1 were calculated to be dH = 1.59 nm and dH = 7.31 nm respectively. 
Peaks 1, 4, 5 and 9 correspond to the anionic SSA, while peaks 2, 3, 6,-8, 10-12 correspond to the cationic 
polymer backbone. 
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Fig. S69. 1H DOSY NMR spectrum of  poly2 (20 mg/mL) in DMSO-d6 at 298 K. Hydrodynamic diameter of the 
anionic and cationic components of poly2 were calculated to be dH = 1.49 nm and dH = 7.29 nm respectively. 
Peaks 1, 2, 4, 5, 7, 12, 13 correspond to the anionic SSA, while peaks 3, 6, 8, 9 - 11, 14 -17 correspond to the 
cationic polymer backbone. 
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Fig. S70. 1H DOSY NMR spectrum of  poly3 (20 mg/mL) in DMSO-d6 at 298 K. Hydrodynamic diameter of the 
anionic and cationic components of poly3 were calculated to be dH = 1.39 nm and dH = 4.99 nm respectively. 
Peaks 1, 4, 10 correspond to the anionic SSA, while peaks 2, 3, 5 ς 9, 11 correspond to the cationic polymer 
backbone. 

 


