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Figure S8. False discovery rate (FDR) curve. X axis is the number of peptide-spectrum matches (PSM) being kept. Y axis is 
the corre sponding FDR. 0 
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Figure S9. PSM score distribution. (a) Distribution of PEAKS peptide score; (b) Scatterplot of PEAKS peptide score versus precursor 
mass error. i) 
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Table S5. Statistics of data. 

• proteins with significant peptides are used in counts. 

PEAKS peptide score (·1 OlgP) 

o Decoy T ilrget 

Figure S10. Sample overlap for Proteins and Peptides (up to 8 samples). (a) All Proteins; (b) Top Proteins; (c) Peptides; i) 

(a) 

1 2 3 4 5 6 7 Unique 

l 583 421 408 420 290 264 162 94 

2 421 586 435 446 318 269 170 69 

3 408 435 578 461 345 294 227 39 

4 420 446 461 693 404 414 263 38 

5 290 318 345 404 519 376 279 16 

6 264 269 294 414 376 467 247 19 

7 162 170 227 263 279 247 466 138 

(b) 

1 2 3 4 5 6 7 Unique 

l 228 168 152 192 128 148 93 27 

2 168 213 165 190 128 132 90 13 

3 152 165 237 220 168 169 133 8 

4 192 190 220 343 226 253 159 14 

5 128 128 168 226 263 228 168 4 

6 148 132 169 253 228 280 159 4 

7 93 90 133 159 168 159 246 54 

(c) 

1 2 3 4 5 6 7 Unique 

l 443 255 220 239 158 143 122 122

2 255 414 259 254 154 130 115 71 

3 220 259 422 274 162 141 115 82 

4 239 254 274 485 205 199 151 85 

5 158 154 162 205 278 177 146 27 

6 143 130 141 199 177 293 139 50 

7 122 115 115 151 146 139 344 154 

Figure S11. Distribution of peptide feature detection. (a) Feature rn/z distribution; (b) Feature RT distribution. 
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Figure S12. Distribution of identified peptide features. (a) Feature abundance distribution; (b) De nova sequencing validation. 0
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Table S6. Result filtration parameters. Table S8. PTM profile. 
Peptide -lOlgP :C:38.7 Name �ass Position #PSM -lOlgP Abundance AScore 
PTMAscore 
Protein -1 OlgP 
Proteins unique peptides 
De novo score(%) 

:C:0 
:C:20 
:C:1 
:C:50% 

Table S7. Statistics of filtered result. 
FDR (Peptide-Spectrum Matches) 
0.1% FDR (Peptide Sequences) 
FDR (Protein Group) 
De Novo Only Spectra 

0.8% 
6.0% 
25886 

Oxidation 15.99 

Carbarnidomethyl 57.02 

M 

C 

1758 89.44 

28 60.69 

5.86E6 1000.00 

1.42E6 1000.00 

3. Experiment Control

Figure S13. Precursor mass error of peptide-spectrum matches (PSM) in filtered result. (a) Distribution of precursor mass error in ppm; 
(b) Scatterplot of precursor rn/z versus precursor mass error in ppm. 0 
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Table S9. Number of identified peptides in each sample by the number of missed cleavages. 

Missed Cleavages 0 2 3 4+ 
Fl 313 113 15 2 0 
F2 325 78 11 0 0 
F3 308 96 18 0 0 
F4 381 94 9 0 
F5 235 39 4 0 0 
F6 239 49 5 0 0 
F7 276 60 8 0 0 
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4. Other Information

Table S10. Search parameters. 

Search Engine Name: PEAKS 
Parent Mass Error Tolerance: 10.0 ppm 
Fragment Mass Error Tolerance: 0.6 Da 
Precursor Mass Search Type: monoisotopic 
Enzyme: Trypsin 
Max Missed Cleavages: 3 
Digest Mode: Semispecific 
Fixed Modifications: 

Carbamidomethylation: 57 .02 
Variable Modifications: 

Oxidation (M): 15.99 
Max Variable PTM Per Peptide: 3 
Database: Dpal_Serpent_NR 
Taxon: All 
Contaminant Database: cRAP _contaminants 
Searched Entry: 572962 
FDR Estimation: Enabled 
Merge Options: no merge 
Precursor Options: corrected 
Charge Options: no correction 
Filter m/z: 200.0 - 1800.0 
Filter Charge: 1 - 8 
Process: true 
Associate chimera: yes 

proteins 

Table S11. Instrument parameters. 
Fractions: 1211202l_RID _2349 _DPl .raw, 1211202l_RID _2349 _DP2.raw 
, 17112021_RID_2349_DP3.raw, 17112021_RID_2349_DP4.raw, 17112 
021 _RID_ 2349 _ DPS.raw, 17112021 _RID_ 2349 _ DP6.raw, 17112021 _ RID 

2349 DP7.raw 
Ion Source: ESI(nano-spray) 
Fragmentation Mode: CID, CAD(y and b ions) 
MS Scan Mode: FT-ICR/Orbitrap 
MS/MS Scan Mode: FT-ICR/Orbitrap 

Protein Protein 
Group ID 

Accession _101 p 
Coverage Coverage Coverage Coverage Coverage Coverage Coverage Coverage 

A Fl Area F2 Area F3 A g 
(%) (%) Fl (%) F2 (%) F3 (%) F4 (%) FS (%) F6 (%) F7 

rea 

1 69771 

21 69773 

27 7 

12 5 

12 6 

18 69775 

50 69777 

17 69809 

101 69780 

101 69780 

101 69782 

101 69783 

101 69784 

101 69785 

61 69796 

61 239 

39 70 

TRINITY DN9 397.42 65 

TRINITY DN233 359.11 51 

AHJ80886.l 337.24 49 

G8XOX1.1 332.80 56 

ACF70483.1 332.80 56 

TRINITY DN0 307.80 38 

TRINITY DN132 293.50 30 

TRINITY DN441 270.06 71 

TRINITY DN1507 257.03 24 

TRINITY DN1507 257.03 24 

TRINITY DN1507 257.03 22 

TRINITY DN1507 257.03 21 

TRINITY DN1507 257.03 22 

TRINITY DN1507 257.03 20 

TRINITY DN30 254.87 13 

TRINITY DN30 254.87 13 

BAN82!55 I 251.91 22 

42 40 48 38 21 

42 45 24 26 5 

38 34 36 40 16 

28 25 27 23 13 

28 25 27 23 13 

16 31 27 23 11 

24 11 13 7 0 

29 29 29 71 37 

24 5 0 

24 5 0 

22 5 0 

21 4 0 

22 5 0 

20 4 0 

10 10 13 10 6 

10 10 13 10 6 

6 17 12 11 5 
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15 7 

4 3 

3 9 

9 17 

9 17 

6 4 

0 0 

38 0 

0 0 

0 0 

0 0 

0 0 

0 0 

0 0 

0 

0 

2 0 

6.0902E8 1.4832E8 2.8298E8 l .' 

l .5641E8 4.5667E7 l .4274E7 4.;

6.4491E7 l .3431E7 2.4346E7 1.: 

9.7514E5 9.7519E7 3.3637E7 1.: 

8.2659E7 8.1798E6 8.9798E6 3.! 

1.7543E6 2.3578E6 5.09E8 1.: 

2.7944E7 1.0493E5 4.3717E4 1., 

2.7944E7 1.0493E5 4.3717E4 1., 

2.7944E7 l.0493E5 4.3717E4 1., 

2.7944E7 1.0493E5 4.3717E4 1., 

2.7944E7 l.0493E5 4.3717E4 1., 

2.7944E7 1.0493E5 4.3717E4 1., 

2.1784E5 1.6365E6 7.4177E6 3., 

2.1784E5 1.6365E6 7.4177E6 3., 

3.5059E4 

total 523 p 

3/224 






























































































































































































































































































































































































































































