Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry.
This journal is © The Royal Society of Chemistry 2018

Supporting Information

Water Solubility and Secondary Structure Stability of
Hydrophobic Peptoids via a Minor Backbone Modification

Darapaneni Chandra Mohan, ™! Kaniraj Jeya Prathap, ™ Galia Maayan "

[ Schulich Faculty of Chemistry, Technion — Israel Institute of Technology, Haifa, Israel 3200008.
* To whom correspondence should be addressed. E-mail: gm92@tx.technion.ac.il.

X-ray crystallographic measurements:

The single-crystal material was immersed in Paratone—N oil and mounted on a Kappa
CCD diffractometer at 293K. Data collection was performed using monochromated Mo
Ka radiation, A = 0.71073 A, using ¢ and o scans to cover the Ewald sphere.' Accurate
cell parameters were obtained with the amount of indicated reflections.” The structure
was solved by direct methods (SHELXS-97)° and refined by full-matrix least-squares
methods against F° (SHELXL-97).* All non-hydrogen atoms were refined with
anisotropic displacement parameters. The hydrogen atoms were refined isotropically on
calculated positions using a riding model with their Ui, values constrained to 1.5 times
the Ugq of their pivot atoms for terminal sp> carbon atoms and 1.2 times for all other
carbon atoms. Software used for molecular graphics: Mercury 3.5.”

The X-ray crystallographic coordinates for the structure of PD’ have been deposited at
the Cambridge Crystallographic Data Centre (CCDC) under deposition number CCDC
1497855. This data can be obtained free of charge from The Cambridge Crystallographic

Data Centre via www.ccdc.cam.ac.uk/data_request/cif.
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General method for water solubility test:
1 mg peptoid was taken in the Eppendorf and water was added gradually (e.g. 5 ul per
addition) until a clear solution was obtained. The solubility test was repeated for three

times and average values are presented.

Circular Dichroism (CD):

CD measurements were performed using a circular dichroism spectrometer Model Jasco
810 Spectropolarimeter and Applied Photophysics Chirascan. The concentration of each
measured sample was 100 uM in acetonitrile or water with 0.1cm path length fused
quartz cell. Eight scans were taken for each sample at the scan rate of 1 nm/s at 1 nm
increments. Data are expressed in per-residue molar ellipticity (deg cm® dmol™)

calculated per mol of amide groups present.

Procedure for UV-Vis experiments:

UV-Vis measurements were performed using an Agilent Cary 60 UV-Vis
spectrophotometer, Czerny-Turner monochromator. In a typical UV-Vis experiment,
10uL of a peptoid solution (5 mM) were diluted in 3 ml H,O (to get 17 uM
concentration) and the UV- Vis spectrum was measured. Afterwards 1 equivalent of Cu®*"
(10 L 5mM) or solution containing mixtures of metal ions (1 equiv. Cu*", Co*", zZn*",

Mn*", Ni*" and Fe’", 5mM 10uL) was added and the spectrum was measured again.



Characterization of the peptoid oligomers:

All peptoid oligomers were characterized by analytical HPLC using a C18 column.
Analysis with analytical C18 column was done using a solvent gradient conducted from
5% to 95% solvent B (0.1% TFA in HPLC grade acetonitrile) over solvent A (0.1% TFA
in HPLC grade water) in 10 minutes with a flow rate of 0.7 mL min'. Analysis with
preparative C18 column was done using a solvent gradient conducted from 5% to 95%
solvent B (0.1% TFA in HPLC grade acetonitrile) over solvent A (0.1% TFA in HPLC
grade water) in 50 minutes with a flow rate of 5 mL min'. Additional characterization
was conducted by ESI MS. The peptoids were further purified to >95% by RP-HPLC and
lyophilized overnight. HPLC traces of the pure peptoid oligomers are depicted in Figures
S6-S37. All peptoids were subjected again to ESI MS characterization. MS spectra of the
pure peptoid oligomers are depicted in Figures S38-S74. PD’ was characterized in

solution by ESI MS and 'H NMR (S75-S76).



Table S1. Peptoid oligomer sequences and their corresponding molecular weights.

Peptoid Monomer sequence Mw Crude
cal:found purity
P1 (Nspe)s 984.26 :984.80 99
SP1 (Npm)s-Nea 1000.19 :1000.32 80
SP2 (Npm)e-Neh 1001.18 :1002.04 76
SP3 (Nspe)s-Nabs 1211.47:1211.56 73
SP4 (Nspe)s-Naa 1099.32:1099.96 71
P2 (Nspe)e- piperazine 1110.41:1110.8 85
P3 Piperazine- (Nspe)s 1110.41:1110.8 71
P-linear Npl-(Nspe)e- piperazine 1243.94:1243.45 62
P4 Npl-(Nspe)e- piperazine 1207.50:1207.12 40
P5 (Nspe)s- (piperazine), 1236.57 : 1236.96 72
P6 (Nspe)s- (piperazine)s 1362.73 : 1362.66 60
P7 (Nspe)s-homopiperazine 1224.64 : 1124.69 85
P8 (Nspe)s-( homopiperazine), 1264.63 :1264.74 82
P9 (Nslnpe)s 861.07: 861.89 90
P11 (NPm),-Nsch-Ncpe-Nsch-Nfpm 1020.77:1020.55 82
P12 (Nslnpe)s-piperazine 088.22:988.83 81
P13 Piperazine -(Nslnpe)s 088.22:988.52 76
P14 (Nslnpe)s-homopiperazine 1002.25:1003.00 80
P15 (Nsch)s-piperazine 979.43:979.20 75
P16 (Nsch)s-homopiperazine 993.45:993.74 76
P17 Piperazine -(Npm),-Nsch-Ncpe-Nsch-Nfpm 1146.89:1145.49 70
P18 (Nslnpe)s- (piperazine), 1114.38:1114.67 73
P19 (Nslnpe)s- (piperazine)s 1240.54:1240.26 68
P20 (Nsch)s- (piperazine), 1105.58:1105.86 72
P21 (Nsch)s- (piperazine)s 1231.74:1231.87 67
P22 (Piperazine),-(Npm),-Nsch-Ncpe-Nsch-Nfpm 1146.89:1145.49 58
P23 (Piperazine);-(Npm)2-Nsch-Ncpe-Nsch-Nfpm 1273.02:1272.33 47
P24 B-peptoids-(Nspe)s 1068.30:1068.49 42
P25 B-peptoids-(Nspe)s- piperazine 1194.55:1194.60 35
P26 B-peptoids- (Nspe)s- (piperazine), 1320.71:1320.80 31
P27 B-peptoids- (Nspe)s- (piperazine); 1446.86:1446.48 25
P28 Nspe-NEcz- Nspe-NEcz- Nspe-NEcz 93.02:933.60 90
P29 Nspe-NEcz- Nspe-NEcz- Nspe-NEcz piperazine 1059.17:1059.43 87
P30 Nspe-NEcz- Nspe-NEcz- Nspe-NEcz (piperazine), 1185.33:1185.68 82
P31 Nspe-NEcz- Nspe-NEcz- Nspe-NEcz (piperazine); 1322.49:1311.96 79
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Figure S1. (a) CD spectra of P2 at different pH conditions. Inset: water solubility data
for P2 at the different pH conditions. (b) CD spectra of P2, P5 and P6 at pH = 10.5.

Inset: water solubility data for P2, PS and P6 at pH = 10.5.



Emission spectroscopy analysis
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Figure S2. Fluorescence emission spectra of 40 uM of P18 and P21 in water.
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Fig. S3a. (A) The CD spectra of P21 peptides in different concentrations (40-180 uM).
(B) Plots of molar ellipticity ([0]) at 228 nm vs. peptide concentration (40-180 pM).
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Fig. S3b. (A) The CD spectra of P2 peptides in different concentrations (40-180 uM). (B)

Plots of molar ellipticity ([0]) at 219 nm vs. peptide concentration (40-180 uM).
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Fig. S3c. (A) The CD spectra of P5 peptides in different concentrations (40-180 uM). (B)

Plots of molar ellipticity ([0]) at 219 nm vs. peptide concentration (40-180 uM).
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Fig. S3d. (A) The CD spectra of P8 peptides in different concentrations (40-180 uM). (B)

Plots of molar ellipticity ([0]) at 219 nm vs. peptide concentration (40-180 uM).
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Figure S4. Water solubility data for different length p-peptoid P24a-P25b. The above

experiments shows clear idea about that the increase of chain length the solubility of the

B- peptoid were decrease,
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Figure S6. HPLC trace of peptoid P1
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Figure S7. HPLC trace of peptoid SP1
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Figure S8. HPLC trace of peptoid SP2
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Figure S9. HPLC trace of peptoid SP3
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Figure S10. HPLC trace of peptoid SP4
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Figure S11. HPLC trace of peptoid P2
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Figure S12. HPLC trace of peptoid P3
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Figure S13. HPLC trace of peptoid P4
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Figure S14. HPLC trace of peptoid P5
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Figure S15. HPLC trace of peptoid P6
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Figure S16. HPLC trace of peptoid P7
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Figure S17. HPLC trace of peptoid P8
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Figure S18. HPLC trace of peptoid P9
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Figure S19. HPLC trace of peptoid P12
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Figure S20. HPLC trace of peptoid P13
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Figure S21. HPLC trace of peptoid P14
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Figure S22. HPLC trace of peptoid P18
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Figure S23. HPLC trace of peptoid P21
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Figure S24. HPLC trace of peptoid P11
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Figure S25. HPLC trace of peptoid P17
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Figure S26. HPLC trace of peptoid P20
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Figure S27. HPLC trace of peptoid P23
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Figure S28. HPLC trace of peptoid P24
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Figure S29. HPLC trace of peptoid P25
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Figure S30. HPLC trace of peptoid P26
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Figure S31. HPLC trace of peptoid P27
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Figure S32. HPLC trace of peptoid P28
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Figure S33. HPLC trace of peptoid P29
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Figure S34. HPLC trace of peptoid P30
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Figure S35. HPLC trace of peptoid P31
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Figure S36. ESI MS of peptoid P1
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Figure S37. ESI MS of peptoid SP1
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Figure S38. ESI MS of peptoid SP2
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Figure S41. ESI MS of peptoid P2
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Figure S42. ESI MS of peptoid P3
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Figure S44. ESI MS of peptoid P4
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Figure S45. ESI MS of peptoid P5
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Figure S46. ESI MS of peptoid P6
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Figure S47. ESI MS of peptoid P7
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Figure S58. ESI MS of peptoid P8
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Figure S59. ESI MS of peptoid P9
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Figure S50. ESI MS of peptoid P11
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Figure S51. ESI MS of peptoid P12
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Figure S52. ESI MS of peptoid P13

Spectrum RT 0.22 - 0.25 {2 scans} - Background Subtracted 0.00 - 0.19
2016.07.2 17:20:05;

Intensity Sl + Max: 1E8
Chemical Formula: CezHgN;Os ) 9 | :‘ | :
Exact Mass: 1001.52 K/N\)LN N\)LN N‘)LNHZ 10919
Molecular Weight: 1002.25
0
1546 109
L1 .

Y 'I""fD""I""AD""I""&D'"'I""é)""l""

Figure S53. ESI MS of peptoid P14
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Figure S54. ESI MS of peptoid P15
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Figure S55. ESI MS of peptoid P16
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Figure S56. ESI MS of peptoid P17
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Figure S57. ESI MS of peptoid P18
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Figure S58. ESI MS of peptoid P19
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Figure S59. ESI MS of peptoid P20
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Figure S60. ESI MS of peptoid P21
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Figure S61. ESI MS of peptoid P22
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Figure S62. ESI MS of peptoid P23
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Figure S63. ESI MS of peptoid P24
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Figure S64. ESI MS of peptoid P25
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Figure S65. ESI MS of peptoid P26
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Figure S66. ESI MS of peptoid P27
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Figure S67. ESI MS of peptoid P28
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Figure S68. ESI MS of peptoid P29
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Figure S69. ESI MS of peptoid P30
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Figure S70. ESI MS of peptoid P31
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Figure S71. ESI MS of peptoid PD’



HRMS of the peptoids

Single Mass Analysis
Tolerance = 100.0 mDa / DBE: min =-1.5 max =40.0

Element prediction: Off
Number of isotope peaks used for i-FIT = 3 ©\( ©\‘, @, Oo NH;

HN\)l
Monoisotopic Mass, Even Electron lons N
549 formula(e) evaluated with 7 results within limits (up to 50 best isotopic matches for each mass)©) ©/l K@
Elements Used:
C:60-64 H:64-70 N:5-17 0:4-15 Na:0-1 1:0-1 Chemical Formula: CagHegN70s
Exact Mass: 983.5309
P1 Molecular Weight: 984.2332
Mg_5773 68 (1.141) Cm (68:70) TOF MS ES+
985.5548 7657004
100 984.5380 -
o 986.5738  987.5762
/ﬁ 977 5551 9784271 979.7949  982.6906 oo 50:s b, 080 5837 9905860 991.9098 oo\ 4ng  995. 0361m/z
e L B o B L B B e e e
978.0 980.0 982.0 984.0 986.0 988.0 990.0 992.0 994.0 996.0
Minimum: -1.5
Maximum: 100.0 10.0 40.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
984.5380 984.5064 31.6 32.1 34.5 171.9 1.4 Ced H66 N5 05
984.5176 20.4 20.7 34.5 172.0 1.6 C63 H66 N7 04
984.5040 34.0 34.5 31.5 172.4 2.0 C62 H6ET7 N5 05 Na
984.5152 22.8 23.2 31.5 172.5 2.1 Cel HET7 N7 04 Na
984.5275 10.5 10.7 29.5 172.6 2.2 cel H70 N5 07
984.5388 -0.8 -0.8 29.5 172.8 2.3 ce0 H70 N7 06
984.4911 46.9 47.6 30.5 172.9 2.5 Ce60 H66 N5 08
Figure S72. HRMS of peptoid P1
Single Mass Analysis
Tolerance = 100.0 mDa / DBE: min =-1.5, max =40.0
Element prediction: Off o
Number of isotope peaks used for i-FIT = 3
HZN’\/ N N A N N Ay N\)LNHZ
Monoisotopic Mass, Even Electron lons
8 formula(e) evaluated with 4 results within limits (up to 50 best isotopic matg for each s)
Elements Used:
C:56-58 H:63-66 N:5-10 0O:5-10 Na:0-1 Chemical Formula: CsgHesNoO7
cm-eh Exact Mass: 999.50
Mg_5758 55 (0.919) Cm (55) Molecular Weight: 1000.19 TOF MS ES+
2.65e+003
; 1001.4952
IT% , 1003.4953
01 9812885 _ 086.5038087.5875988.5888  994.4913 1000.8864 ’ , 1006.1203. J00952M  4015.49981018.4538
B e e e B R e e e e e
980.0 985.0 990.0 995.0 1000.0 1005.0 1010.0 1015.0 1020.0
Minimum: -1.5
Maximum: 100.0 10.0 40.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
1001.4952 1001.4925 2.7 2.7 30.5 58.0 1.1 Cc58 H6E5 N8 08
1001.5038 -8.6 -8.6 30.5 58.1 1.2 C57 H65 NI10 07
1001.4901 5.1 5.1 27.5 58.5 1.6 C56 H66 N8 08 Na
1001.4789 16.3 16.3 27.5 58.5 1.6 C57 Hee6 N6 09 Na

Figure S73. HRMS of peptoid SP1



Single Mass Analysis

Tolerance = 100.0 mDa / DBE: min =-1.5, max =40.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3 O’\/N\)LN N\)LN/\gN\)LNHZ
Monoisotopic Mass, Even Electron lons @/ ©)
7 formula(e) evaluated with 3 results within limits (up to 50 best isotopic matches fi h mas
Elements Used: Chemical Formula: CsgHgsNgOg
C:56-58 H:63-66 N:5-10 0O:5-10 Na:0-1 Exact Mass: 1000.48
cm-ea Molecular Weight: 1001.18
Mg_5759 48 (0.799) Cm (48:49) TOF MS ES+
) 1.27e+004
100 1000.5078 1401 5046
% 1002.5039 1003.5037 101
’:’E 9934806 9958317 999-50%2 999 4299 / 1007.0306  1008.6121 1012.4862 1014.4941 '015'5049m/z
9925 995.0 975 1000.0 1002.5 1005.0 1007.5 1010.0 1012.5 1015.0
Minimum: -1.5
Maximum: 100.0 10.0 40.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
1000.5078 1000.5085 -0.7 -0.7 30.5 1l46.1 0.8 C58 He6 N9 07
1000.4585 49.3 49.3 28.5 146.6 1.3 C56 H63 N7 09 Na
1000.4473 60.5 60.5 28.5 146.6 1.3 C57 H63 N5 010 Na
Figure S74. HRMS of peptoid SP2
Single Mass Analysis
Tolerance = 100.0 mDa / DBE: min =-1.5 max =40.0
Element prediction: Off HO,S o
Number of isotope peaks used for i-FIT = 3 \)LN NN N N N N\)LNHZ
Monoisotopic Mass, Odd and Even Electron lons "” ©) " ""'
55 formula(e) evaluated with 4 results within limits (up to 50 best isotopic matches fo h mass
Elements Used: Chemical Formula: CggH7gNgO10S
C:68-69 H:77-79 N:5-10 0:9-11 Na:0-1 S:0-1 1:0-1 Exact Mass: 1210.5562
Molecular Weight: 1211.4702
cm-13
Mg_5760 53 (0.886) Cm (53) TOF MS ES+
19115629 2.53e+004
100 1210.5560 : '
%% 1203.9968,1204.5580 12053385 4508 1172.1200.3406.1209.7942 1212i590| 138 155705 1216.9580
0= ..‘.....,....,..‘..|...'.|...i|‘...y...[...\,..‘/.“.‘.,..'..|....'|....|..m,’z
12040 1206.0 1208.0 1210.0 1212.0 1214.0 1216.0 1218.0
Minimum: -1.5
Maximum: 100.0 10.0 40.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
1210.5560 1210.5562 -0.2 -0.2 35.0 66.9 0.9 C69 H78 N8 010 s
1210.5674 -11.4 -9.4 35.0 67.2 1.2 Cce8 H78 N10 09 s
1210.5425 13.5 11.2 32.0 67.6 1.6 Ce8 H79 N6 O0ll Na S
1210.5852 -29.2 -24.1 35.0 68.3 2.3 ce8 H78 N10 o011

Figure S75. HRMS of peptoid SP3



Single Mass Analysis
Tolerance = 100.0 mDa / DBE: min=-1.5, max =40.0 ©\/

A QL

Element prediction: Off Q Q
Number of isotope peaks used for i-FIT = 3 HOOC N \)LN N\)LN N\)LN’\H’N\)LNHZ
) ) ,,,l ..,,, o)
Monoisotopic Mass, Even Electron lons
14 formula(e) evaluated with 2 results within limits (up to 50 best isotopic matches for each hass)
Elements Used: Chemical Formula: Cg4H74NgOg
. . . . . . Exact Mass: 1098.56
C:62-65 H:72-75 N:89 0O:7-9 Na:0-1 1:0-1 Molecular Weight 1099.32
cm-16
Mg_5762 63 (1.056) Cm (63:65) TOF MS ES+
2.87e+004
100 1099.5624  1100.5613
% | 1101.5619  1102.5623 |
5 10934172 10943033 1098.09641098.6017 | / 11055726 106:8461  1108.4698 e
o B T R T T T A e B e B T A
1094.0 1096.0 1098.0 1100.0 1102.0 1104.0 1106.0 1108.0 1110.0
Minimum: -1.5
Maximum: 100.0 10.0 40.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
1099.5624 1099.5657 -3.3 -3.0 31.5 108.9 0.3 c6é4 HT5 N8 09
1099.5422 20.2 18.4 33.5 110.0 1.3 C6é5 H72 N8 07 Na
Figure S76. HRMS of peptoid SP4
Single Mass Analysis
Tolerance = 100.0 mDa / DBE: min =-1.5, max =40.0
Element prediction: Off o o o
Number of isotope peaks used for i-FIT = 3 N N\)'*N N\)LN’\H'N\)LN’\"'NH?
”N 'w ', O m, O
Monoisotopic Mass, Even Electron lons
345 formula(e) evaluated with 6 results within limits (up to 50 best isotopic matches for each mas )
Elements Used: Chemical Formula: CgsH7gNgO7
C:63-70 H:78-80 N:5-17 0:6-15 Na:0-1 I:0-1 Exact Mass. 1109.6102
Molecular Weight: 1110.3896
P2
Mg_5770 56 (0.937) Cm (56:58) TOF MS ES+
2.55e+004
100 1106150 4111 6178
% 1112.6196
/g 10982373 1099, 5679.1100.5682 1105.8213 1108.2039 1109 3861 [ (1171056 1118.0045 __ 1122.6257 e
— : e — — —
10075 11000 11025 1105.0 11075 1110.0 11125 1115.0 1175 11200 11225
Minimum: -1.5
Maximum: 100.0 10.0 40.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
1110.6150 1110.6293 -14.3 -12.9 31.5 96.0 0.4 Ce5 HB0 N11 06
1110.6181 -3.1 -2.8 31.5 97.2 1.6 Cé6 HB0 N9 07
1110.6068 8.2 7.4 31.5 98.8 3.2 Cé7 HB0 N7 08
1110.5803 34.7 31.2 27.5 99.1 3.5 ce4 HB0 N5 o012
1110.5916 23.4 21.1 27.5 99.7 4.1 Ce3 HB0 N7 011
1110.5956 19.4 17.5 31.5 100.2 4.5 Ce8 HB0 N5 09

Figure S77. HRMS of peptoid P2



icm63
Mg_5782 28 (0.460) Cm (27:40) TOF MS ES+
1001 1110,1337 3.44e4

1111.1348

Chemical Formula: CggH79NgO7

5+ Exact Mass: 1109.6102
Molecular Weight: 1110.3896
1112.1348
1124.1353
1125.1372
1050.0881 1113.1354 11320030
1080.0808 40760753 1099.0053 11330833
1046,0036 1134.0027 1164.0021
1048.0819 | [ 1081.0897 1078.0704 1101.0067 ||| | 1114.1373 1140.0922 1186.0013
(oo L1l 110820715 . L (o 1ies gaas
B R N R R e TR A
1040 1050 1060 1070 1080 1090 1100 1110 1120 1130 1140 1150 1160 1170
Figure S78. HRMS of peptoid P3
Single Mass Analysis o B
Tolerance = 100.0 mDa / DBE: min =-1.5, max = 40.0 N 7@
o ’ oM N
Element prediction: Off j’ /\N(
Number of isotope peaks used for i-FIT = 3 N H
[e} N
. . (¢}
Monoisotopic Mass, Odd and Even Electron lons N_ _O Oﬁ)/\©
14 formula(e) evaluated with 3 results within limits (up to 50 best isotopic matches for each mass) f N
Elements Used: N
C:70-80 H:85-87 N:8-10 0:8-9 Na:0-1 [:0-1 K,N 07 NH,
Chemical Formula: C74HggN100g
cm30 Exact Mass: 1206.66
Mg_5764 55 (0.919) Cm (55:56) Molecular Weight: 1207.50 TOF MS ES+
7.12e+003
1206.6688
1(1[,) 1208.6703
70
. 1182.6428 1184.6750 1194.6754_1196.6621 ' 2045757 | [, J213.6423 12246579 12086042 12306096
i o A R o R e o e B A L R e e
1180.0 1185.0 1190.0 1195.0 1200.0 1205.0 1210.0 1215.0 1220.0 1225.0 1230.0 1235.0
Minimum: -1.5
Maximum: 100.0 10.0 40.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
1206.6688 1206.6630 5.8 4.8 34.0 68.2 0.9 C71 H86 N10 08
1206.6494 19.4 16.1 31.0 68.5 1.1 C70 H87 N8 09 Na
1206.6518 17.0 14.1 34.0 68.7 1.4 C72 H86 N8 09

Figure S79. HRMS of peptoid P4



Single Mass Analysis

Tolerance = 100.0 mDa / DBE: min =-1.5, max = 40.0

Element prediction: Off
Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Odd and Even Electron lons

138 formula(e) evaluated with 5 results within limits (up to 50 best isotopic matches for each masae’mcal Formula: CrgHeoN

Elements Used:

Qs

N N N
"“ICf o Cf
108
Exact Mass: 12356896

C:71-73 H:88-90 N:5-17 0:4-15 1:0-1 Molecular Weight: 1236.5460
P5
Mg_5777 51 (0.851) Cm (51:53) TOF MS ES+
1.69e+004
12356934
1cl]’/0 % ’ 12376911 1257, 6250
(: 12077321 12209727 1234.0890 ‘ () 1253.6675 12606300 _ 1273 5831 1286.5527 2
L e — 1 =L e =
1210.0 1220.0 1230.0 1240.0 1250.0 1260.0 1270.0 1280.0 1290.0
Minimum: -1.5
Maximum: 100.0 10.0 40.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
1235.6934 1235.7008 -7.4 -6.0 34.0 66.3 0.4 C71 H89 N13 07
1235.6896 3.8 3.1 34.0 67.3 1.4 C72 HB89 N11 08
1235.6783 15.1 12.2 34.0 68.4 2.5 C73 H89 N9 09
1235.6406 52.8 42.7 30.0 69.2 3.3 C71 H89 N5 014
1235.5936 99.8 80.8 29.0 70.9 5.1 C71 H90 N5 06 I
Figure S80. HRMS of peptoid P5
Single Mass Analysis
Tolerance = 100.0 mDa / DBE: min =-1.5, max =40.0
Element prediction: Off
Number of isotope peaks used for i-FIT =3 W o
. . K,N\)LN/\ o
Monoisotopic Mass, Odd and Even Electron lons (G
199 formula(e) evaluated with 4 results within limits (up to 50 best isotopic matche O\)L NJL NJL NJL
Elements Used: "/\g "’\g “/\g NH,
C:78-79 H:99-100 N:5-17 0:6-15 Na:0-1 1:0-1
Chemical Formula: C;gHggN ;204
P6 Molecular Weight: 1362.73
Mg_5771 56 (0.937) Cm (56:60) TOF MS ES+
1.14e+004
100 1361.7667 1362.7682
% 1363.7660  1364.7700 y
gm@ww@wﬂt@ﬁ%w””w”w”w””J@ﬁ%J??ﬂﬂ?fﬁﬂWﬁW?@mT??umz
1358.0 1360.0 1362.0 1364.0 1366.0 1368.0 1370.0 1372.0 1374.0
Minimum: -1.5
Maximum: 100.0 10.0 40.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
1361.7667 1361.7576 9.1 6.7 36.0 110.8 1.1 c79 010
1361.7689 -2.2 -1.6 36.0 111.0 1.3 c78 09
1361.7328 33.9 24.9 33.0 111.0 1.3 c79 012 Na
1361.7440 22.7 16.7 33.0 111.6 1.9 c78 0ll Na

Figure S81. HRMS of peptoid P6




Single Mass Analysis

Tolerance = 100.0 mDa / DBE: min =-1.5, max =40.0

Element prediction: Off
Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Odd and Even Electron lons

15 formula(e) evaluated with 3 results within limits (up to 50 best isotopic matches

Elements Used:

@Y

] o] 0o

;),,,,O ;),,,,O C),,,,O
r each mass

Chemical Formula Cg7HgiNgO7
Exact Mass: 1123.6259

C.

H—N Q
~NANH

2

C:65-70 H:80-82 N:89 0:7-9 Na:0-1 1:0-1 Molecular Weight: 1124.4161
P7
Mg_5763 76 (1.277) Cm (76:78) TOF MS ES+
6.88e+004
1123.6202
100 1124.6337
o
’ﬁ 1116.3138 1120.5532 ( (1258407 1128 4031 1135.61461136.6162 11424604 11455834 11465798
T S L S T T e T T 7
1115.0 1120.0 1125.0 1130.0 1135.0 1140.0 11450 1150.0
Minimum: -1.5
Maximum: 100.0 10.0 40.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
1123.6202 1123.5997 20.5 18.2 29.5 168.1 0.8 Ce5 HB0 N8 08 Na
1123.6235 -3.3 -2.9 29.0 168.2 0.9 Ce5 HB2 N9 07 Na
1123.6259 -5.7 -5.1 32.0 169.6 2.2 Ce7 HBL N9 07
Figure S82. HRMS of peptoid P7
Single Mass Analysis
Tolerance = 100.0 mDa / DBE: min =-1.5, max = 40.0
Element prediction: Off /\ ,’\ @/
Number of isotope peaks used for i-FIT = 3 HN
pe p \/N‘)LN’\[JN\)LN’\rNJLN’\[OrN‘)LNHz
Monoisotopic Mass, Odd and Even Electron lons
11 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches
Elements Used: Chemical Formula: Cz4Hg3Ny 05
C:73-75 H:92-94 N:10-11 0O:7-9 Na:0-1 1:0-1 Molecular Weight: 1264.63
P8
Mg_5761 70 (1.174) Cm (70:75) TOF MS ES+
8.37e+004
100 12637216 1564 7305
o 1265.7272
/0% 1249.16211250.1538 1254 54501255 5168 126114451262 2088 r- 1269.5292 127570001276 6073 12797162
. :  AERE L B e e e i
1250.0 1255.0 1260.0 1265.0 1270.0 1275.0 1280.0
Minimum: -1.5
Maximum: 100.0 10.0 40.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
1263.7216 1263.7209 0.7 0.6 34.0 163.1 0.0 C74 H93 N11 o8

Figure S83. HRMS of peptoid P8



Single Mass Analysis ‘ ‘
Tolerance = 100.0 mDa / DBE: min =-1.5, max = 40.0 O O
Element prediction: Off Chemical Formula: CsgHssNsO4 o o

Number of isotope peaks used for i-FIT = 3 Exact Mass: 861.43 HN N\)J‘N’\gN\)LNH2

Molecular Weight: 862.07 'y 'y
Monoisotopic Mass, Even Electron lons O O
295 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass) O O
Elements Used:

C:55-57 H:55-56 N:5-17 0:4-15 1:0-1

cm63
Mg_5782 60 (1.005) Cm (58:63) TOF MS ES+
6.19e+004
100 8624338 863.4355
o
/o% 856.6724.857.2264858.3717 8001520 60 9068 ‘ 864.4300 805443100 133 gega7ay 0093385 8708823 e
I R o B A A 2 B o e e
856.0 858.0 860.0 862.0 864.0 866.0 868.0 870.0 8720
Minimum: -1.5
Maximum: 100.0 10.0 40.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
862.4338 862.4332 0.6 0.7 31.5 257.9 0.0 C56 H56 N5 04
Figure S84. HRMS of peptoid P9
Single Mass Analysis ‘1 ‘
Tolerance = 100.0 mDa / DBE: min =-1.5, max =40.0 0 O
Element prediction: Off H’\O\‘\)OL N\)OL N\)OL
Number of isotope peaks used for i-FIT = 3 N’\g N”\g NH,
K 1y,
Monoisotopic Mass, Even Electron lons O O
534 formula(e) evaluated with 3 results within limits (up to 50 best isotopic matches for each mass) O O
Elements Used: Crmical Formula: et
. . . . . . emical Formula 7
C:60-63 H:65-66 N:5-17 0:4-15 Na:0-1 1:0-1 B Mo g 20
Molecular Weight: 988.2234
cm45
Mg_5775 65 (1.090) Cm (64:65) TOF MS ES+
1.82e+004
988.5123
100 989.5137
% ’ .
ég 986.5411 9875522 9800064 |089.8379 0 f’”s 991.5207 992 5455992 7852 993.8881 iz
T e T e T T T e e T e e T T T e T e T e
986.00 987.00 988.00 989.00 990.00 991.00 992.00 993.00 994.00
Minimum: -1.5
Maximum: 100.0 10.0 40.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
988.5123 988.5013 11.0 11.1 33.5 125.7 0.5 Ce3 He66 N5 06
988.5125 -0.2 -0.2 33.5 126.6 1.3 Ce2 H66 N7 05
988.5238 -11.5 -11.6 33.5 127.4 2.1 Cel Hee N9 04

Figure S85. HRMS of peptoid P12



Single Mass Analysis ‘ ‘
Tolerance = 100.0 mDa / DBE: min =-1.5, max = 40.0 O O

Element prediction: Off Chomical Formula: Gt fo) fo)
. . - iemical Formula:
Number of isotope peaks used for i-FIT = 3 Exact Mass. 985 50 HN”\gN\)LN N\/'LN’\ o
Molecular Weight: 988.22 o, o, K’N\/‘LNH
Monoisotopic Mass, Even Electron lons 0 ’ O ! 2
260 formula(e) evaluated with 3 results within limits (up to 50 best isotopic matches for each mass) O O
Elements Used:
C:60-63 H:65-67 N:5-17 0:4-15 1:0-1
cm54
Mg_5781 52 (0.868) Cm (52:54) TOF MS ES+
7.69e+00:
100 988.5123 989.5096
% 990.5114
/o% 0865340086 7730 2075499 ‘ 080.1086 ‘ | 9915156 9925138 093.2007.093.5172 .
B B L A o T e o e B e P B e e Lo
986.00 987.00 988.00 989.00 990.00 991.00 992.00 993.00 994.00
Minimum: -1.5
Maximum: 100.0 10.0 40.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
988.5123 988.5013 11.0 11.1 33.5 133.2 1.1 Ce3 HeE6 N5 06
988.5125 -0.2 -0.2 33.5 133.3 1.1 C62 He66 N7 05
988.5238 -11.5 -11.6 33.5 133.3 1.2 Cél Heé N9 04
Figure S86. HRMS of peptoid P13
Single Mass Analysis
Tolerance = 100.0 mDa / DBE: min =-1.5, max = 40.0 ‘ ‘
Element prediction: Off o O o O o
Number of isotope peaks used for i-FIT = 3 Chemical Formula: CesHgyN;05 HN
pep Exac\Mass:ﬂ)g: 5627 e \\,N\)LN/XN\)LN/\IrN\)LNH
) ) Molecular Weight: 1002 25 2
gl 5 e}
Monoisotopic Mass, Even Electron lons y 0y
549 formula(e) evaluated with 5 results within limits (up to 50 best isotopic matches for each mass) @ ©
Elements Used: O O
C:62-64 H:64-68 N:5-17 0:4-15 Na:0-1 1:0-1
cm53
Mg_5772 70 (1.175) Cm (70) TOF MS ES+
1.83e+004
100 1002.5280 10035392
0 P 1
/0% 9987745 1000.5220 f 10045427 10055438 1007.0946  1000.0658  1010.8643 14531
.
998.0 1000.0 1002.0 1004.0 1006.0 1008.0 1010.0 1012.0 1014.0
Minimum: -1.5
Maximum: 100.0 10.0 40.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
1002.5280 1002.4918 36.2 36.1 34.5 81.9 1.0 C62 H64 N7 06
1002.5394 -11.4 -11.4 33.5 82.4 1.5 C62 H68 N9 04
1002.4806 47.4 47.3 34.5 82.6 1.7 Ce3 H64 N5 07
1002.5282 -0.2 -0.2 33.5 83.0 2.0 C63 H68 N7 05
1002.5170 11.0 11.0 33.5 83.5 2.6 Ced HE8 N5 06

Figure S87. HRMS trace of peptoid P14



Single Mass Analysis
Tolerance = 100.0 mDa / DBE: min =-1.5, max =40.0 o) o)
Element prediction: Off ~ N A N A N A

. P NN NN N NH,
Number of isotope peaks used for i-FIT = 3 HN\) o 1y O ., O
Monoisotopic Mass, Even Electron lons
209 formula(e) evaluated with 3 results within limits (up to 50 best isotopic matches for egchmass) CagHosNsOg

Elements Used: emical

Exact Mass: 978.7609
C:55-57 H:97-99 N:5-17 0O:4-15 1:0-1 Molecular Weight: 979.4273

cm44
Mg_5780 51 (0.851) Cm (51:54) TOF MS ES+
1.60e+004
100 979.7684  980.7695
% 981.7709 9827770
’g 973.07789742831974.7580 9781860 02469 ( 7 984.5370  986.2651 os 5057 _ 9999085
L e T L e B R e e e e w1
9720 9740 976.0 978.0 980.0 982.0 984.0 986.0 988.0 990.0
Minimum: -1.5
Maximum: 100.0 10.0 40.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
979.7684  979.7575 10.9 11.1 11.5 146.9 0.8 C57 H99 Né 07
979.7688 -0.4 -0.4 11.5 147.2 1.1 C56 H99 N8 06
979.7800 -11.6 -11.8 11.5 147.5 1.5 C55 H99 N10 O5
Figure S88. HRMS trace of peptoid P15
Single Mass Analysis
Tolerance = 100.0 mDa / DBE: min =-1.5, max = 40.0 0 [e) o)
Element prediction: Off NN N A N A
- - NN TN N,
Number of isotope peaks used for i-FIT = 3 J o ., O L, O
HN (j/ K] Ej/ K .
) ) Chemical Formula: Cs7H100NgOg
Monoisotopic Mass, Even Electron lons Exact Mass: 992 78
192 formula(e) evaluated with 4 results within limits (up to 50 best isotopic matches for each mass) Molecular Weight: 993.45
Elements Used:
C:55-58 H:100-102 N:5-17 0:4-15 1:0-1
cm51
Mg_5778 55 (0.920) Cm (53:56) TOF MS ES+
3.29e+004
100 993.7850 9947854
% 9957878  996.7891 1
’5 9885148 9595093990 5081 9927608 | 997.7916998.9403_1000.2061 1002.5278 1003'53“m/z
L B o e T B T e o e e R e
988.0 990.0 992.0 994.0 996.0 998.0 1000.0 1002.0 1004.0
Minimum: -1.5
Maximum: 100.0 10.0 40.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
993.7850 993.7732 11.8 11.9 11.5 162.1 1.0 C58 H101 N6 07
993.7844 0.6 0.6 11.5 162.4 1.3 C57 H101 N8 06
993.7956 -10.6 -10.7 11.5 162.7 1.6 C56 H101 N10 O5
993.8069 -21.9 -22.0 11.5 163.0 1.9 C55 H101 N12 o4

Figure S89. HRMS of peptoid P16



Single Mass Analysis

Tolerance = 100.0 mDa / DBE: min =-1.5, max = 40.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
222 formula(e) evaluated with 3 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:67-69 H:74-76 N:5-17 0:4-15 1:0-1
cm48 Chemical Formula: CagH7zNgO,
Mg_5783 45 (0.749) Cm (45:47) emical Formula: egH75NgUs TOF MS ES+
Exact Mass: 1113.58 2.31e+003
100 1114.5920 Molecular Weight: 1114.38
o 1116.5958
’G" 10924597 _ 1099.56991101.5354 1110,6158 l( 1128.57361130,5477 1136.5563 11425643 1146.5013 1152.5383 -
l]||||ll||||l||||||||||ll|l|||||ll|ll|l|l|lllll||I||v|l|]ll||]|lr||/
1090.0 1100.0 11100 20.0 1130.0 1140.0 1150.0 1160.0
Minimum: -1.5
Maximum: 100.0 10.0 40.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
1114.5920 1114.5806 11.4 10.2 35.5 101.7 1.0 Cc69 HT7e N7 07
1114.5919 0.1 0.1 35.5 101.8 1.1 C68 HT76 N9 06
1114.6031 -11.1 -10.0 35.5 102.0 1.3 C67 H76 N11 OS5

Figure S90. HRMS of peptoid P18

Single Mass Analysis

Tolerance = 100.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

(0] (0]

(\N”\gN\)LN”\gN\/lLN’\gN\)LNHZ
'/\N/\gN\) O)

Monoisotopic Mass, Even Electron lons HN_J

16 formula(e) evaluated with 6 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:60-63 H:100-110 N:9-11
cm-47

Chemical Formula: CgoH10gN1007
Exact Mass: 1104.84
Molecular Weight: 1105.58

0:0-10 Na: 0-1

Mg_5752 56 (0.937) Cm (55:56) TOF MS ES+
1.15e+004
100 1105.8491 1106.8496
% 4 1107.8525 1108.8546
. 1098.0594 1099.9813 11022061 1051171 J1108545 J112.6024 41457617 1168607
T T T T T T T T T T T T e e e e e e e e e e
1096.0 1098.0 1100.0 1102.0 1106.0 1108.0 1110.0 1112.0 1114.0 1116.0 1118.0
Minimum: -1.5
Maximum: 100.0 10.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
1105.8491 1105.8245 24.6 22.2 15.5 93.4 1.0 C63 H106 N10O O5 Na
1105.8481 1.0 0.9 13.5 93.7 1.3 C62 H109 N10 07
1105.8117 37.4 33.8 14.5 94.6 2.2 cél H105 N10 08
1105.8457 3.4 3.1 10.5 94.6 2.2 C60 H110 N10 O7 Na
1105.7882 60.9 55.1 16.5 94.8 2.4 C62 H102 N10O 06 Na
1105.7753 73.8 66.7 15.5 96.1 3.7 Cce0 H101 N10 09

Figure S91. HRMS of peptoid P19



lcm49
Mg_5767 27 (0.443) Cm (23:38) TOF MS ES+
1004 11850150 2.14e5

1186.0260 O\,

I/\NNN\) “uyy O 1y, o)
N O
N
HN_J O
# Chemical Formula: CggH11sN120g
Exact Mass: 1230.9196
Molecular Weight: 1231.7401
1187.0304
1207.0542
1208.0559
1188.0337 11 200.0804 1264.0043
1189.0325] 1211.9225 1200.0074
1153.2004 1176.3650 | ( | . ( 1¢1213.5544 \"45 0084 | A275, 1280.0050 1220 92'31323 7786 1330.6509 1384.6627,
[ et | r e DN || T PR £33 R e : : iz
1160 1180 1200 1220 1240 1260 1280 1300 1320 1340 1360
Figure S96. HRMS of peptoid P21
Single Mass Analysis
Tolerance = 100.0 mDa / DBE: min =-1.5, max =40.0 HU\)OL ‘ ‘
Element prediction: Off Ny O O O
Number of isotope peaks used for i-FIT = 3 K/N\)LN’\ o] o] o]
\,N\)LN N\)LN N\)LNHZ
Monoisotopic Mass, Odd and Even Electron lons j\g j\g
343 formula(e) evaluated with 5 results within limits (up to 50 best isotopic matches for each mass) O . O !
Elements Used: O O
C:73-74 H:84-85 N:5-17 0:4-15 Na:0-1 1:0-1
Chemical Formula: C74HgsN4,0;
cm50 Exact Mass: 1239.6633
Mg_5774 58 (0.971) Cm (58:59) Molecular Weight: 1240.5362 TOF MS ES+
5.03e+003
100 1239.6614 1240 6625
% 1241 6672
/c% 12357363 1236.9655 1238.7990 _ ‘ 1240211 1’ [T 12426682 1243 6476 1245.6537 1246 1531 o
——— e : -t
12360 1238.0 12400 1242.0 1244.0 1246.0
Minimum: -1.5
Maximum: 100.0 10.0 40.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
1239.6614 1239.6633 -1.9 -1.5 38.0 71.8 0.6 C74 H85 N11 07
1239.6746 -13.2 -10.6 38.0 72.3 1.2 C73 H85 N13 06
1239.6147 46.7 37.7 35.5 73.8 2.6 C74 H84 N6 010 Na
1239.6259 35.5 28.6 35.5 74.0 2.8 C73 H84 N8 09 Na
1239.6144 47.0 37.9 34.0 74.6 3.5 C73 H85 N5 013

Figure S92. HRMS of peptoid P22



Single Mass Analysis

Tolerance = 100.0 mDa / DBE: min =-1.5, max = 40.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
Elements Used:

C:65-70 H:80-82 N:5-10 0O:5-10 Na:0-1
cm-99

Ph\‘/
HN

Ph
10 formula(e) evaluated with 3 results within limits (up to 50 best isotopi\c/ngc

Rr Php\r Ph\l\ll/ Ph\'\'l/ Ph\'\r "
2
h;ﬂachm s)\/E \/E \/E
Chemical Formula: CggHgiN7Og
Moloclar Werght 106539

Mg_5756 65 (1.090) Cm (65) TOF MS ES+
1.35e+004
100 1068.6324_1069.6267 (706272
0/ P 1
gmeg,sees 1068.0631 ‘ [ | _ioraeaze 10756218 10812020 4446157 10856078 1090.6027.1091.,5083
B e T L 1 I e et
1065.0 1070.0 1075.0 1080.0 1085.0 1090.0
Minimum: -1.5
Maximum: 100.0 10.0 40.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
1068.6324 1068.6214 11.0 10.3 29.5 69.3 1.0 Cé7 HB82 N5 07
1068.6327 -0.3 -0.3 29.5 69.4 1.1 C66 HS2 N7 06
1068.6439 -11.5 -10.8 29.5 69.4 1.2 Ce5 H82 N9 05

Figure S93. HRMS of peptoid P24

Single Mass Analysis

Tolerance = 100.0 mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

e

Monoisotopic Mass, Even Electron lons
8 formula(e) evaluated with 5 results within limits (up to 50 best isotopic
Elements Used:

C:71-75 H:90-93 N:9-11
cm-93

Mg_5753 54 (0.903) Cm (54:55)

0:0-10 Na: 0-1

1193.718g1194.7113

Ph\/ Phﬁ’ Phﬁ’ Ph\( Ph\’ Ph\(
/\IrN\/\er\/\er\/\fN\/\n’N\/\n’N\/\lfNHz
O O O (@] (@) (@] O

matches for each mass
&err%cal)Formula: C7oHg1NgO7

Exact Mass: 1193.70
Molecular Weight: 1194.55

TOF MS ES+
1.65e+004

1(2’/23 ’1195'7091 1196.7102 1201.1863 1206.68991208 6790
o 1185.4893_1186.3751 1188.6207 1192.7388| ( 1200.1926 : 12056951 77~ B
R e e e T R B I
11825 1185.0 11875 1190.0 1192.5 1195.0 11975 1200.0 12025 1205.0 12075

Minimum: -1.5

Maximum: 100.0 10.0 50.0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula

1194.7113 1194.7232 -11.9 -10.0 31.5 107.7 1.4 C71 H92 N11 06
1194.7120 -0.7 -0.6 31.5 107.8 1.5 Cc72 H92 N9 07
1194.7361 -24.8 -20.8 32.5 107.9 1.6 C73 H93 N1l 03 Na
1194.7248 -13.5 -11.3 32.5 108.0 1.7 C74 H93 N9 04 Na
1194.7385 -27.2 -22.8 35.5 108.3 2.0 C75 H92 N11 03

Figure S94. HRMS of peptoid P25



Single Mass Analysis
Tolerance = 100.0 mDa / DBE: min =-1.5, max = 50.0 Ph Ph
Element prediction: Off j’ ¥

Number of isotope peaks used for i-FIT = 3 ‘/\trN‘/\n’NHz
el JrNﬁoj 5 ”5 ”5 8 E

Monoisotopic Mass, Even Electron lons

15 formula(e) evaluated with 4 results within limits (up to 50 best isotopic matches for each mass)
Elements Used: Chemical Formula: Cg4H111N130g
. . ) Exact Mass: 1445.86
C: 22 -85 H:110-115 N:9-14 0:0-10 Na: 0-1 Molecular Weight: 1446 86
cm-
Mg_5754 65 (1.089) Cm (65:66) TOF MS ES+
5.24e+003
100 1446 8716
. 1445 8805 1447.8683 188615
. 14431876 1444.2858 45 5005 1449.8652 1450 8892 1452.3601 e
R B e L A B L B R e R e  m T
14420 14430 14440 14450 1446.0 14470 1448.0 1449.0 1450.0 1451.0 1452.0 1453.0
Minimum: -1.5
Maximum: 100.0 10.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
1446.8716 1446.8682 3.4 2.3 32.5 78.1 1.2 C82 HI13 N13 09 Na
1446.8570 14.6 10.1 32.5 78.2 1.3 C83 H1I13 NI11 010 Na
1446.8706 1.0 0.7 35.5 78.4 1.5 c84 H112 N13 09
1446.8594 12.2 8.4 35.5 78.5 1.6 C85 H112 N11 o010
Figure S96. HRMS of peptoid P27
Single Mass Analysis
Tolerance = 100.0 mDa / DBE: min =-1.5, max = 40.0 O 0O 0
Element prediction: Off HN’\n’N‘)LN’\n’N\)LN/\n’N‘)LNH
Number of isotope peaks used for i-FIT = 3 2
O\YNHO OYN (0] OYNHO
Monoisotopic Mass, Even Electron lons 0O ~.O O
68 formula(e) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used: Chemical Formula: C45HggN10012
C:44-45 H:60-72 N:10-15 0O:12-15 Na:0-1 I:0-1 Exact Mass: 932 44
Molecular Weight: 933.02
cm100
Mg_5768 48 (0.800) Cm (48:51) TOF MS ES+
7.97e+004
933.4451
100 034 4603 9554422
o
/co 869.4708 9155162 931.4427 ‘[/936 4700 n 979. 5753 991.7728 1029.4230 1046.4462 1059 5093 10825112 .
1.,;.‘.,....,.‘..,....l‘.ul‘...l ey e e an i ana B
880 900 920 940 960 980 1000 1020 1040 1060 1080
Minimum: -1.5
Maximum: 100.0 10.0 40.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
933.4451 933.4470 -1.9 -2.0 20.5 205.2 0.0 C45 H6l N10 o012

Figure S96. HRMS of peptoid P28



H=N" 0©Y ©Y

O
Y

Monoisotopic Mass, Even Electron lons O NHO HO (@) H
52 formula(e) evaluated with 4 results within limits (up to 50 best isotopic matches fgt each mass)Y
Elements Used: N <0 O
C:50-55 H:70-72 N:10-15 0:12-15 Na:0-1 [:0-1 Chemical Formula: Cs1H7gN1,013
Exact Mass: 1058.52
cm94 Molecular Weight: 1059.17
Mg_5766 61 (1.021) Cm (61:62) TOF MS ES+
1.75e+004
100 1059,526106 N
o 1061.5334 ’
’0% 10354675 10435739 0719003 10984850 | | 10665276 10755134 '08149911083.5054  1007451510095403
T : e e T e e e e e
10400 "1050.0 1060.0 1070.0 1080.0 1090.0 1100.0
Minimum: -1.5
Maximum: 100.0 10.0 40.0
Mass Calc. Mass mDa PPM DBE FIT i-FIT (Norm) Formula
1059.5261 1059.5264 -0.3 -0.3 22.5 120.0 1.0 C51 H71 N12 013
1059.5151 11.0 10.4 22.5 120.4 1.5 C52 H71 N10 014
1059.5376 -11.5 -10.9 22.5 120.5 1.5 C50 H71 N14 o012
1059.5127 13.4 12.6 19.5 120.6 1.6 C50 H72 N10 014 Na
Figure S97. HRMS of peptoid P29
Single Mass Analysis
Tolerance = 100.0 mDa / DBE: min =-1.5 max =40.0
Element prediction: Off HTN’\ (o) (o) 0O
Number of isotope peaks used for i-FIT =3
Monoisotopic Mass, Odd and Even Electron lons O¢NHO OYNHO OYNHO
25 formula(e) evaluated with 6 results within limits (up to 50 best isotopic matches fag gggh mass\_O O
Elements Used:
C:55-60 H:80-83 N:13-15 0:12-15 Na:0-1 1:0-1 Chemical Formula: Cs7HggN14014
Exact Mass: 1184.60
cmo6 Molecular Weight: 1185.33
Mg_5765 85 (1.430) Cm (84:85) TOF MS ES+
2.84e+003
100 1184.5991 1185.6012
% 1186.6001  1187.
00 11816218 4182 7039 I }'87 60281188 7048 _ 1191.1068 1193.6156 1196.0416 miz
— -t -
1182.0 1184.0 1186.0 1188.0 11900 1192.0 1194.0 11960
Minimum: -1.5
Maximum: 100.0 10.0 40.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
1184.5991 1184.6104 -11.3 -9.5 24.5 64.8 1.1 C58 H82 N13 014
1184.5978 1.3 1.1 25.0 65.1 1.4 C57 H8B0 N14 o014
1184.6217 -22.6 -19.1 24.5 65.3 1.6 C57 H82 N15 013
1184.6080 -8.9 -7.5 21.5 66.2 2.5 C56 HB3 N13 014 Na
1184.5954 3.7 3.1 22.0 66.7 2.9 C55 HB1 N14 014 Na
1184.6192 -20.1 -17.0 21.5 66.8 3.0 C55 H83 N15 013 Na

Figure S98. HRMS of peptoid P30



Single Mass Analysis

Tolerance = 100.0 mDa / DBE: min = -1.5, max = 40.0 ©\/ ©\K ©\,
Element prediction: Off ‘[‘N’\ j o]

- — R N2
Number of isotope peaks used for i-FIT = 3 N NH,
pep O N% 0. N;g

Monoisotopic Mass, Odd and Even Electron lons E \B
22 formula(e) evaluated with 4 results within limits (up to 50 best isotopic matches}/r each mass)
Elements Used: Chemical Formula: CaaHgoN1s01s
. . . . . . Exact Mass: 1310.68
C:63-65 H:90-92 N:15-17 0:12-15 Na:0-1 [:0-1 Molecuiar Weight 1311 49
cm101
Mg_5769 56 (0.937) Cm (56:58) TOF MS ES+
9.37e+003
100 1310.6774 1344 6702
o 1 1312.6780
/O% 1300.0547 ‘1301,4851 1302.9445 1307.3831 1310.1364 r . 1316.6783 13176315 1322614613236897 s
1297.5 1300.0 1302.5 1305.0 1307.5 1310.0 13125 1315.0 13175 1320.0 13225 1325.0
Minimum: -1.5
Maximum: 100.0 10.0 40.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
1310.6774 1310.6897 -12.3 -9.4 26.5 82.4 1.0 Ce4 H92 N15 015
1310.6900 -12.6 -9.6 28.0 82.7 1.4 Ce5 HY91 Nle 012 Na
1310.6772 0.2 0.2 27.0 82.9 1.5 C63 HY90 Nle 015
1310.7010 -23.6 -18.0 26.5 83.1 1.7 C63 H92 N17 014

Figure S99. HRMS of peptoid P31

1H NMR Spectra
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Figure S100. 1H NMR spectra of PD’ in CD;0D
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