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Table S1. Amyloidogenicity prediction results. Where 0 denotes non-amyloid, 1 stands for amyloid.

Organism Fragment | AmyloGram PATH PASTA2.0 Waltz AmylPred2 Fold Amyloid MetAmyl | ArchCandy’

E. Coli R1
R2
R3
R4
R5
S. Enterica R1
R2
R3
R4
R5
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Table S2. MIRRAGGE

Sampledddls
Organism/Peptide Sequence v Fr':;t:de pl GRAVY E)[r;r;t&tg 1?;:3:';;“ MW from chemica composition (Da)
STLSIYQYGSANAALALQSDARK POALET 1002 019 2390 2427.67
SETTITQSGYGN GADVGQGADN POALET 354 0.87 1280 214112
STIELTQN GFRNNATIDQWNAKN POALET 9.85 -1.08 5660 265482
SDITVGQYGGNNAALVNQTASD POALET 371 0.5 1280 219427
SSYMVRQWVGFGN NATAN QY POALET 1112 0.2 1220 204224
SELNIYQYGGGN SALALQTDARN P23307 6.63 0.06 2590 2454.61
SDLTITQHGGGNGADVGQGSDD P23307 371 0.8 n.a 210008
SSIDLTQRGFGN SATLDQWNGKN P23307 9.85 0.9 5530 230865
SEMTVKQFGGGNGAAVDQTASN P23307 6,65 0.5 na 2633
SSVNVTQUGFGN NATAHQY P22307 957 03% 1220 1ea1
Source (supplier, catd ogue No. or reference) CASLO and "inhouse”
N-termina modification -
Ctermind modification -
Interna modifications -
Other modifcations -
Purity (%) =%
Chromatography techniques RP-HPLC
oncentration of stock sdution (M, mg/m 4mg/ml
e . , Storage/Reconstitution buffer water/faCN
Purification (If zppliceble) Method of protein quantification VIS
Storage conditions Lyophilized
Additiond key information -
Samplequdity control
T Ur ore Y O o e U e Sg g og oo .
Pdishingstep c0ncentratio;‘(‘r‘4. mg/imL} —
Method quartification -
Method of detection CcD ATR-FTIR| FT-Raman ThT TEM
Equipmert details jascojag oo [Nicdet NXR 96{CLARI Ostar Plus Hitachi H-800
Measurement parameters resolution, |512sc, 4cm 024 scans, 4cm-]emission 430 nm acedl erating voltage of 150kV
Platefcuvettereference H, S0mM P -—- - water + ThT —--
Assay volume DL 10pL 10pL 10pL 4pL
Evaparation control method - — — — —
Seedingdetzils {if sppliczble) — — — — —
I ntensity — — — -—- -
) in
= Shaking g:: deg __ . __ yes .
§ Frequency — - - every 538 second —
c Reference - — — water + ThT —
.‘% Beads Number/a 3repats
o s - — . —
g, Temperzture of mezsurement (2C) 20
<°’ Temperaured incubation (<) 37
Concentration (M, mg/mL ) 500uM | S00uM | S00pM 500 M [ 05 pM
A ggregation buffer and aditives 01 M N&OH, SOmM PBS, pH 7.4
Mezsurement frequency Odays |0 0days Ddays Odays 7days
Assay durdion Sminutes | 15hour 1 hour 4hour 10 minutes 1 hour
PlatefcLvette setup — — — — -
Additiond key steps — — — — —

Blue color corresponds to S. enterica, black to

E.coli.

*Caloulated based on: http://best sel dtehuwetcoeff.php [ Extinction coefficient & 205 nm, concertration units: Mem™
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Figure S1. Scree plot of PCA from ATR-FTIR spectra.
0.20 —pC1
0.15
0.10
0.05
0.00
—0.05
—0.10
1720 1700 1680 1660 1640 1620 1600
0.20 — PC2
0.15
0.10
0.05
0.00
—0.05
-0.10
-0.15
1720 1700 1680 1660 1640 1620 1600
— PC3
0.1
0.0
-0.1
-0.2
1720 1700 1680 1660 1640 1620 1600

Figure 2. Loading plot of PCA analysis as is resulted from the ATR-FTIR data.

Loading scores describe which frequencies contribute to a given principal component (Fig. 2). It is important
to highlight that the higher the number of a principal component the less variability of data it explains and the
PC becomes less informative in data classification. Therefore, PC1 captures more information and affects the
cluster separation more than PC2 or PC3. The ratios of explained variance are presented on a scree plot (Fig.

1.
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Figure 3. Normalized FT-Raman spectra of CsgA protein fragments, with the second derivative spectra, smoothed 2 times
with SG 35, in the wavenumber range of 1375-1185 cm™ (Amide III). (A) Spectra for E. coli fragments after 30 days of
incubation at 37 °C, (B) Spectra for S. enterica fragments after 30 days of incubation at 37 °C.



Table S3. Main band positions of Amide III in FT-Raman spectra of studied peptides in aqueous solution after 30 days of incubation
at 37 °C. Band positions (cm™!) along with tentative assignments based on the minima of the second derivatives. Bold values indicate
the most intensive local minima.

Structure  Hbz/alfa a-helix turns random B-sheet B- AA
sheet/AA

E. coli

R1 1315 1296 1266 1233 1206

R2 1311 1267 1230

R3 1310 1250 1231 1205

R4 1299 1270 1236 1201

R5 1313 1292 1274 1251 1229 1207

S. enterica

R1 1313 1288 1276 1258 1239 1223 1204

R2 1300 1282 1262 1244 1227 1205

R3 1304 1286 1270 1253 1230 1209

R4 1313 1292 1275 1230 1215

R5 1315 1283 1255 1224 1202

Where AA corresponds to aromatic amino acids.
Table S4. Full width at half maximum (FWHM) of Amide I in the FT-Raman spectra.

Structure WMH [cm1]

E. coli

R1 58
R2 53
R3 49
R4 52
R5 64
S. enterica

R1 19
R2 60
R3 35
R4 23

R5 18



Table SS. Peptides analytical data purchased from CASLO.

Name Sequence Formula Ml Mus? HPLC tret3
[min]

R1 STLSIYQYGSANAALALQSDARK CiosH171N31035 2428.71 2429.16 8.8408
R2 SETTITQSGYGNGADVGQGADN Cs5H133N27Oss 2142.15 2142.93 5.583°
R3 STIELTONGFRNNATIDOWNAKN | C112H176N36Oss 2635.85 2635.54 8.96410
R4 SDITVGQYGGNNAALVNQTASD CooH144N28O36 2195.30 2195.50 8.3501
R5 SSVMVRQVGFGNNATANQY CssH136N2802s5 2043.26 2043.72 7.05412
R1 SELNIYQYGGGNSALALQTDARN | Ci0sH164sN32037 2455.64 2455.94 7.7634
R2 SDLTITQHGGGNGADVGQGSDD Cs2H130N2sO0s7 2101.10 2101.38 9.600°
R3 SSIDLTQRGFGNSATLDQWNGKN | Ci0sH166N34O37 2509.70 2509.81 11.772¢
R4 SEMTVKQFGGGNGAAVDQTASN | CssH142N2sOsa 2169.33 2169.37 8.3505
R5 SSVNVTQVGFGNNATAHQY CssH120N27029 1994.12 1994.46 6.8617

Blue color corresponds to S. enterica, black to E.coli.

! M. — theoretical mass of peptide
2 Muss — found mass of the peptide using MALDI-TOF

3 HPLC trer. — retention time in analytical HPLC spectra (C18 column 250x4.6 mm, detection wavelength 220 nm, buffer A: 0.05% TFA + 2%

CH3CN; buffer B: 0.05% TFA + 90% CH3CN)
4 gradient 32-45% B in 13 min

5 gradient 12-28% B in 16 min

¢ gradient 8-26% B in 18 min

7 gradient 20-38% B in 18 min

8 gradient 22-38% B in 16 min

9 gradient 18-29% B in 11 min

19 gradient 22-36% B in 14 min

M gradient 20-34% B in 14 min

Table S6. Peptides analytical data synthesized “in house”.

Name Sequence Formula M,! Mys? HPLC t,,} [min]
R2 SDLTITQHGGGNGADVGQGSDD Cs2H130N28Os7 [1/2M+1] [1/2M+1] 11.738
1050.97 1051.47
[1/3M+1] 700.98 [1/3M+1] 701.59
R5 SSVNVTQVGFGNNATAHQY Cs5H120N27029 [1/2M+1] 997.48 [1/2M+1] 997.98 12.004
[1/3M+1] 665.32 | [1/3M+1] 665.98

I M. — theoretical mass of peptide

2 Muss — found mass of the peptide using ESI

3 HPLC trer. — retention time in analytical HPLC spectra (column ReproSil Saphir C18 100A 5u 150 x 4.6 mm; detection wavelength 222 nm;

A =H20, B = CH3CN, gradient: t=0-20 min, 90%—0% A; t=20-25 min, 0% A; t=25-30 min, 0%—-90%
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Figure S4. Analytical HPLC chromatograms of “in house” studied peptide
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Table S7: Raw ATR-FTIR spectra of E.coli fragments in the range of 3600-900 cm.
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Table S8. Raw ATR-FTIR spectra of S. enterica fragments in the range of 3600-900 cm!.
S. enterica
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Table S9. Raw FT-Raman spectra of E.coli fragments in the range of 3600-600 cm™!.
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Figure S5. ATR-FTIR second derivatives spectra of E. coli fragments, in the wavenumber range of 1725-1590 cm’,
smoothed twice with SG 35 (see Methods). (A) on the day of the dissolving (B) after month incubation at 37 °C. Peptide

concentration was 500 uM.



d2/dV3(-)

-0,002
-0,004
-0,006 -

-0,008 -

-0,012

0,006

0,004

0,002 -

-0,01 4

° “”’“”‘-\7\\\ W\

d2dV?(-)

1725

T T T T T
1700 1675 1650 1625 1600
Wavenumber (cm™)

0,006

B
0,004 |
0,002 - \// A
A YA
TRy
-0,002 \v \
-0,004 -
-0,006
-0,008 R
R2
0,01 v
0,012 —R4
R5
-0101 4 T T T T T
1725 1700 1675 1650 1625 1600

Wavenumber (cm™)

Figure S6. ATR-FTIR Second derivatives spectra of S. enterica fragments, in the wavenumber range of 1725-1590 cm,
smoothed twice with SG 35 (see Methods). (A) on the day of the dissolving (B) after month incubation at 37 °C. Peptide
concentration was 500 uM.
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Figure S7. FT-Raman second derivatives spectra, smoothed twice with SG 35 (see Methods), in the wavenumber range of
1725-1575 cml. (A) Spectra for E. coli fragments after 30 days of incubation at 37 °C, (B) Spectra for S. enterica fragments
after 30 days of incubation at 37 °C. Peptide concentration was 500 M.



