APPENDIX 2.CATIONIC ROMP POLYMERS CONTAININ
SUPRAMOLECULAR @3EJOCIATING AMPHIPHILIC  (SSA
MOLECULES AND THEIR ANTIMICROBIAL ACTIVITY.
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2. LCGMS spectra
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Fig S35. LGMS spectra of compoungb. Here the [M+H]valueof 273.1 is identified.
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Fig S36. LCMS spectra of compourdb. Here the [M+H]valueof 255.1 is identified.
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Fig S37. LGMS spectra of compoun@ Here the [M+H]valueof 275.1 is identified.
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Fig S38. LGMS spectra of compoun@ Here the [M+H]valueof 257.1 is identified.
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Fig S39. High resolution LIS spectra of anionic component mionl obtained using ESHere the [M] of
297.1574 value is identified.

20



$5088-8

20210921_SS01 66 (1.231) AM2 (Ar,20000.0,556.28,0.00,LS 3); Cm (61:80-(51:60+81:90)) 1: TOF MS ES+
100+ 242.2847 5.47e8|
255.1140
=
243.2878
256.1166
2731241
2422244 244.2913 255.0544 258 2797 SR B0 243727”035 2741274
2331538 237.0900 A [ 250.0862.251.1288 L | .259.2834 . 2 279.1733

230 232 234 236 238 240 242 244 246 248 250 252 254 256 258 260 262 264 266 268 270 272 274 ' 276 278 280

Fig SA0. High resolution LBAS spectra ofationiccomponent ofmonl obtained using ESIHere the
[M+H]* of 255.1140value is identified.
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Fig 41. High resolution LGS spectra of anionic component mion2 obtained using ESHere the [M] of
312.0445value is identified.
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Fig $42. High resolution LGS spectra of cationic component wfon2 obtained using ESIHere the
[M+H] of 255.1140value is identified.
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Figure43. High resolution LGS spectra of anionic componentmion3 obtained using ESHere the [M]
of 297.1475 value is identified.
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Fig $44. High resolution LMS spectra of cationic component wfon3 obtained using ESIHere the
[M+H]" of 257.029 value is identified.
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Fig $A5. High resolution L&IS spectra of anionic component mion4 obtained using ESHere the [M] of
312.0445value is identified.
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Fig $46. High resolution LBAS spectra of cationic component wfon4 obtained using ESIHere the
[M+H] of 257.0931value is identified.
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3. IR spectra
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Fig $47. IR spectra of compoungia
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Fig 8. IR spectra of compounta
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Fig $A9. IR spectra of compoungb
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Fig 0. IR spectra of compoungb
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Fig 1. IR spectra of compound
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Fig $2. IR spectra of compoungl
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Fig $3. IR spectra of compoungl
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Fig $4. IR spectra of compoun8SAL
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Fig $57. IR spectra of monomeanon2
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Fig $8. IR spectra of monomenon3
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4. H DOSY NMR experiments on monomesal ¢ mord
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Peak name F2 [ppm] lo error D [m2/s] error
1 9.258 7.60e+09 6.042e+05 1.55e-10 2.737e-14
2 8.885 2.33e+10 5.688e+05 1.68e-10 9.030e-15
3 7.927 2.26e+10 5.138e+05 1.67e-10 8.410e-15
4 7.554 2.31e+10 5.022e+05 1.54e-10 7.457e-15
5 7.482 2.34e+10 5.042e+05 1.54e-10 7.406e-15
6 7.096 3.15e+09 5.091e+05 1.60e-10 5.740e-14
7 6.344 2.30e+10 5.153e+05 1.67e-10 8.283e-15
8 4.868 2.00e+10 4.517e+05 1.66e-10 8.314e-15
9 3.998 2.08e+10 5.304e+05 1.54e-10 8.725e-15
10 3.152 2.33e+10 5.137e+05 1.67e-10 8.147e-15
11 2.845 2.34e+10 5.155e+05 1.68e-10 8.138e-15
12 1.397 8.72e+09 4.842e+05 1.66e-10 2.042e-14
13 1.219 8.99e+09 5.137e+05 1.67e-10 2.111e-14

Fig $60. 'H DOSY NMR spectrummbnl (112 mM) in DMS@s at 298 K and a table exporting the diffusion
constants calculated for each peak used to determine the hydrodynamic diameter of the afuibinic1.41
nm) and cationic (dH = 1.31 nnjomponents ofmon 1 Peaks 1, 4 and 9correspad to the anionic
component of monomerl while peaks 2, 3, 7, 8, 1B correspor to the cationic component ahonl.
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Peak name F2 [ppm] lo error D [m2/s] error
1 11.002 1.34e+09 5.292e+05 1.65e-10 1.438e-13
2 10.250 5.71e+09 5.060e+05 1.63e-10 3.190e-14
3 8.881 2.29e+10 5.127e+05 1.71e-10 8.419e-15
4 8.255 4.84e+09 4.327e+05 1.63e-10 3.221e-14
5 7.931 2.12e+10 4.389e+05 1.72e-10 7.797e-15
6 7.873 1.35e+10 4.310e+05 1.64e-10 1.148e-14
T 7.670 2.68e+10 7.150e+05 1.64e-10 9.630e-15
8 6.340 2.24e+10 4.377e+05 1.71e-10 7.293e-15
9 4.867 2.11e+10 4.652e+05 1.71e-10 8.263e-15
10 4.413 1.30e+10 4.576e+05 1.63e-10 1.261e-14
11 4.127 3.04e+09 5.070e+05 1.65e-10 6.042e-14
12 3.148 2.37e+10 4.879e+05 1.71e-10 7.724e-15
13 2.841 2.24e+10 4.107e+05 1.71e-10 6.861e-15
14 1.402 7.02e+09 4.377e+05 1.70e-10 2.329e-14
15 1.209 7.94e+09 4.381e+05 1.71e-10 2.067¢e-14

Fig 51 'H DOSY NMR spectrummbn2 (112 mM) in DMS@s 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) componentsmn?. Peaks 12, 4,6, 7, 10, 11correspond to the anionic
component of monomeP while peaks3, 5, 8,9, 1215 correspond to the cationic component ofon2.
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Peak name F2 [ppm] lo error D [m2/s] error
1 9.256 4.12e+09 3.565e+05 1.51e-10 2.906e-14
2 8.888 1.58e+10 3.621e+05 1.61e-10 8.094e-15
3 7.838 1.50e+10 3.628e+05 1.62e-10 8.615e-15
4 7.550 1.80e+10 3.883e+05 1.50e-10 7.191e-15
5 7.484 1.77e+10 3.897e+05 1.52e-10 7.426e-15
6 7.091 2.72e+09 4.255e+05 1.58e-10 5.452e-14
7 6.602 1.98e+10 3.618e+05 1.60e-10 6.441e-15
8 5.225 2.05e+10 3.958e+05 1.62e-10 6.868e-15
9 4.898 1.77e+10 3.619e+05 1.60e-10 7.226e-15
10 3.997 1.82e+10 4.205e+05 1.51e-10 7.731e-15
11 3.107 1.89e+10 3.588e+05 1.58e-10 6.613e-15

Fig $62. 'H DOSY NMR spectrummnbn3 (112 mM) in DMS@s at 298 K and a table exporting the diffusion
constants calculated for each peak used to determine the hydrodynamic diameter of the anionid (¢dH =
nm) and cationic (dH = 1.37 nm) componentsoih3. Peaks 1, 46, 10 correspond to the anionic component
of monomer3 while peaks 2, 3,-®, 11 correspond to the cationic componentrobn3.
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Peak name F2 [ppm] lo error D [m2/s] error

1 10.993 5.34e+08 2.090e+05 1.64e-10 1.426e-13
2 10.246 2.42e+09 1.908e+05 1.62e-10 2.842e-14
3 8.882 1.14e+10 1.925e+05 1.68e-10 6.282e-15
4 8.778 4.52e+08 1.907e+05 1.65e-10 1.545e-13
5 8.250 2.63e+09 2.247e+05 1.63e-10 3.096e-14
6 7.876 6.14e+09 2.085e+05 1.63e-10 1.227e-14
7 7.827 1.01e+10 1.720e+05 1.68e-10 6.353e-15
8 7.672 1.49e+10 3.886e+05 1.63e-10 9.446e-15
9 6.601 1.16e+10 1.824e+05 1.67e-10 5.830e-15
10 5.225 1.14e+10 1.824e+05 1.67e-10 5.949e-15
11 4.903 9.84e+09 1.605e+05 1.67e-10 6.021e-15
12 4.414 6.52e+09 2.170e+05 1.62e-10 1.202e-14
13 4.120 1.40e+09 2.259e+05 1.64e-10 5.857e-14
14 3.101 1.21e+10 2.011e+05 1.68e-10 6.182e-15

Fig $63. 'H DOSY NMR spectrummbn4 (112 mM) in DMS@s 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) componentsrafin4. Peaks 1, 2,-8, 8, 12, 13 correspond to the anionic
component of monome# while peaks3, 7, 911, 14correspond to the cationic component nfon4.
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Peak name F2 [ppm] lo error D [m2/s] error
1 8.609 7.40e+07 4.325e+04 4.20e-10 5.339e-13
2 7.776 9.04e+07 4.526e+04 4.19e-10 4.557e-13
3 7.566 1.05e+08 4.964e+04 3.96e-10 4.089e-13
4 7.414 9.42e+07 4.816e+04 3.98e-10 4.446e-13
5 6.276 8.11e+07 3.444e+04 4.15e-10 3.833e-13
6 4.842 1.10e+08 2.789e+04 5.03e-10 2.751e-13
7 4.313 9.05e+07 2.625e+04 4.07e-10 2.571e-13
8 3.166 7.92e+07 3.255e+04 4.35e-10 3.878e-13
9 2.868 8.21e+07 2.939e+04 4.26e-10 3.308e-13
10 1.439 1.02e+08 5.571e+04 5.89e-10 6.852e-13

Fig 4. *H DOSY NMR spectrumnodnl (5.56 mM) in RO with 5 % EtOHt 298 KHydrodynamic diametes
of the anionic and cationic components wfonl were calculated to bealy = 1.10nm anddnw = 1.04 nm
respectivelyPeaks3, 4 and torrespond to the anionic component ofonl while peaksl, 2, 5, 6 and § 10
correspond to the cationic component ofonl.
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Peak name F2 [ppm] lo error D [m2/s] error
i 8.624 1.18e+08 4.739e+04 4.42e-10 3.811e-13
2 7.807 1.33e+08 4.747e+04 4.44e-10 3.402e-13
3 7.674 1.57e+08 5.194e+04 4.03e-10 2.887e-13
4 7.451 1.46e+08 5.091e+04 4.02e-10 3.046e-13
5 6.283 1.29e+08 3.906e+04 4.29e-10 2.786e-13
6 4.861 1.85e+08 3.947e+04 4.45e-10 2.040e-13
7 3.172 1.57e+08 4.389e+04 4.53e-10 2.716e-13
8 2.875 1.43e+08 3.470e+04 4.42e-10 2.308e-13
9 1.441 6.38e+07 5.514e+04 3.82e-10 7.190e-13

Fig 5. *H DOSY NMR spectrumnodn2 (5.56 mM) in RO with 5 % EtOHt 298 KHydrodynamic diametes
of the anionic and cationic components wfon2 were calculated to bely = 1.05 nm andd+x = 0.98 nm
respectively.Peaks3 and 4correspond to the anionic component ofion2 while peaksl, 2 and 5¢ 9
correspond to the cationic component ofon2.
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Peak name F2 [ppm] lo error D [m2/s] error
1 8.595 9.79e+07 4.352e+04 4.43e-10 4.336e-13
2 7.703 1.01e+08 4.355e+04 4.44e-10 4.205e-13
3 7.567 1.31e+08 4.864e+04 4.00e-10 3.304e-13
4 7.417 1.27e+08 4.869e+04 4.01e-10 3.427e-13
5 6.555 1.00e+08 2.803e+04 4.46e-10 2.745e-13
6 5.283 7.40e+07 2.836e+04 4.39e-10 3.705e-13
7 4.886 1.29e+08 2.864e+04 4.55e-10 2.228e-13
8 4.314 1.21e+08 2.769e+04 4.01e-10 2.044e-13
9 3.160 8.09e+07 2.507e+04 4.39e-10 3.002e-13

Fig 6. *H DOSY NMR spectrumnoén3 (5.56 mM) in RO with 5 ¥EtOHat 298 KHydrodynamic diametes
of the anionic and cationic components wion3 were calculated to bely = 1.09 nm anddx = 0.98 nm
respectivelyPeaks3, 4 and3 correspond to the anionic component ofon3 while peaksl, 2, 5¢ 7 and 9
correspond tathe cationic component ahon3.
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Peak name F2 [ppm] lo error D [m2/s] error
1 8.594 1.15e+08 4.362e+04 4.49e-10 3.736e-13
2 7.697 1.26e+08 4.342e+04 4.42e-10 3.334e-13
3 7.670 1.52e+08 4.720e+04 3.95e-10 2.713e-13
4 7.445 1.32e+08 4.693e+04 3.94e-10 3.103e-13
5 6.558 1.10e+08 2.862e+04 4.45e-10 2.540e-13
6 5.279 1.14e+08 2.860e+04 4.44e-10 2.440e-13
T 4.883 1.60e+08 3.118e+04 4.45e-10 1.897e-13
8 3.157 1.24e+08 2.529e+04 4.45e-10 1.983e-13

Fig 7. *H DOSY NMR spectrumnodn4 (5.56 mM) in RO with 5 % EtO#t 298 KHydrodynamic diametes
of the anionic and cationic components wfon4 were calculated to bely = 1.11 nm anddx = 0.98 nm
respectively.Peaks3 and 4correspond to the anionic component ofion4 while peaksl, 2 and 5¢ 8
correspond to the cationic component ofon4.
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5. H DOSY NMR experiments on polyrpeigl ¢ poly4
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Peak name F2 [ppm] lo error D [m2/s] error
1 9.227 1.95e+09 3.322e+06 1.43e-10 4.874e-13
2 8.778 1.49e+10 2.786e+06 2.97e-11 1.229e-14
3 7.781 1.60e+10 3.316e+06 2.95e-11 1.343e-14
4 7.551 1.38e+10 2.770e+06 1.37e-10 5.520e-14
5 7.495 1.20e+10 2.482e+06 1.38e-10 5.730e-14
6 5.659 6.81e+09 2.573e+06 2.96e-11 2.464e-14
7 5.493 5.94e+09 2.595e+06 3.04e-11 2.927e-14
8 4.728 9.14e+09 3.665e+06 3.04e-11 2.682e-14
9 3.977 7.38e+09 3.464e+06 1.34e-10 1.270e-13
10 3.179 2.05e+10 3.338e+06 3.00e-11 1.074e-14
11 1.992 5.29e+09 3.086e+06 3.03e-11 3.889e-14
12 1.513 4.65e+09 2.892e+06 3.01e-11 4.114e-14

Fig $68. *H DOSY NMR spectrum pblyl (20 mg/mL) in DMS@ls at 298 K Hydrodynamic diameteof the
anionic and cationic components pblyl were calculated to belh = 1.59 nm andl = 7.31 nm respectively.
Peaks 14, 5and 9 correspond to the anionBSAwhile peaks 2, 36,-8, 1012 correspond to the cationic

polymer backbone
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10.00 7.50 5.00 2.50 ppm
Peak name F2 [ppm] lo error D [m2/s] error
1 11.024 5.91e+08 7.689e+06 1.66e-10 4.231e-12
2 10.243 1.92e+09 6.199e+06 1.61e-10 1.023e-12
3 8.741 2.08e+10 6.566e+06 2.81e-11 1.93%e-14
4 8.165 2.27e+09 6.807e+06 1.54e-10 9.083e-13
5 7.869 1.52e+10 6.583e+06 1.42e-10 1.223e-13
6 7.721 2.02e+10 5.699e+06 4.06e-11 2.468e-14
7 7.635 2.29e+10 5.425e+06 1.14e-10 5.489e-14
8 7.330 5.87e+09 1.072e+07 4.05e-11 1.597e-13
9 5.677 1.18e+10 5.810e+06 2.70e-11 2.912e-14
10 5.504 9.28e+09 5.344e+06 2.77e-11 3.504e-14
11 4.693 1.34e+10 7.376e+06 2.78e-11 3.358e-14
12 4.369 5.88e+09 6.092e+06 1.55e-10 3.152e-13
13 4.122 2.22e+09 8.252e+06 1.3%e-10 1.031e-12
14 3.188 3.28e+10 6.932e+06 2.73e-11 1.266e-14
15 2.744 8.22e+09 5.046e+06 2.72e-11 3.668e-14
16 2.003 5.03e+09 4.461e+06 2.72e-11 5.301e-14
17 1.514 8.18e+09 6.732e+06 2.74e-11 4.952e-14

Fig $69. *H DOSY NMR spectrum pbly2 (20 mg/mL) in DMSGds at 298 K. Hydrodynamic diameter of the
anionic and cationic components pbly2 were calculated to bew= 149 nm and &= 729 nm respectively.
Peaks 12,4, 5, 7, 12, 18orrespond to the anionic SSA, while pedks, 8, 9 11, 14-17 correspond to the
cationic polymer backbone.
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Fig S70. *H DOSY NMR spectrum pbly3 (20 mg/mL) in DMSGds at 298 K. Hydrodynamic diameter of the
anionic and cationic components pbly3 were calculated to bew= 139 nm and @ =4.99nm respectively.
Peaks 14, 10correspond to the anionic SSA, while peaks, 5¢ 9, 11correspond to the cationic polymer
backbone.
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