“How to read my .xIlsm

mass spec result”
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Please also visit our online compilation of FAQs

http://cores.imp.ac.at/protein-chemistry/fags/




The xIsm file is structured in 7 tabs

» Main: containing the list of all identified proteins

» Coverage Details showing the detailed sequence coverage of each identified protein
» Peptide Details displaying all identified peptides

» Peptide Isoforms showing isoforms of peptides

» PSM Details containing the list of all identified peptide spectrum matches (PSMs)
» Quality Control containing quality control graphs

» Analysis Summary containing parameters used for database search
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Main Coverage details Peptide detalils Peptide isoforms PSM details ] Quality control Analysis summary




» tab1 Main:

containing the list of all identified proteins
and their according accession number, description, molecular weight and precursor area

each accession is hyperfinked to an onfine database

area is calculated by iIBAQ method; The sum of all peptide intensities
is divwded by the number of observable peptides of a protein;
it is a semi-quantitative value reflecting the protein abundance

e.g NCBI entry
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Some proteins may appear with a red area and
3 value of ‘zero’ This is due o the fact that the
proten in this sample consists only of shared

peptides, but no “unique peptdes

Some proteins may appear in talic. They are usualy
traces have been found by a method called *match
between runs” This approach takes the mass traces
of identified peptides and compares them to other
samples, where the corresponding profein has not
been identified

In order to be able to
calculate some kind of ratio
(‘fold change') we perform
imputation to empty values.
This is also indicated

by ‘italic' expression of the
value.



» tab1 Main: containing the list of all identified proteins

and their according accession number, gene name, description, molecular weight,
sequence coverage, number of peptides, number of PSMs and precursor area

| by clicking on “+* symbol hidden information can be made visible by expanding the columns |

wach # PSM is hyperinked to the according
Detailed PSM region in tab3

each protein seq) ge is hyp to the
Raw sample areas are normalized to account for different sample amounts loaded onto the MS. This allows accnrd'ng Detailed ccmafage reginn in tab2
companson of protein amounts over different samples. Therefore, samples wih high total sum are dmced
by a factor, whereas samples wilh low total area are muliplied by a linear faclor such ihat all samples finally
n have the same tatal area sum after normalzation Ei 1
B -
A B C E F G H 1 K
1 Main
£ m By [ =
3 } 005_QexHF2_RSLCB_Samwer_Gerlich-MBA_onbead_try_dlg_control_I_minus] contral_M_minus] sample_I_plus| sample_M_plus
g 4 ] o ]""[m “torm. Avea | Coverage ¥ Peptides | Unique Peptides | ¢ Fshis
5 250 cont_FD0761 Trypsin 0S=5us scrofa PE=1 SV=1 20.44%
5 7M cont_P15636 Protease 1 OS=Achromobacter lyticus PE=1 SV=1 30
7 414 _ENSEMBL:ENSBTAPD000002: (Bos taurus) 47 kDa protein [
s 299" 269849769 Keratin, type I cytockeletal 10 &9
o 264" 238054406 Keratin, type II cytoskeletal 1 9
1w 153 ‘cont_FOZ533 Keratin, type I cytoskeleral 14 OS=Homo saplens GN=KRT 14 =18
11 008 cont_P08779 Keratin, type I cytoskeletal 16 0S=Homo sapiens GN=KRT16 47
12 50 cont_Q7Z794 Keratin, type II cytoskeletal 1b OS=Homo sapiens GN=KRT77 16
13 276 cont_P04259 Keratin, type II cytoskeletal 6B 0S=Homo sapiens GN=KRT68 50
14121 cont_P35908 Keratin, type TT cytoskeletal 2 epidermal 05=Homo sapiens G
15 785" 547751 Keratin, type I cytoskeletal 17 2
16 203" 311033484 Keratin, type I cytoskeletal 19 7
17| 907 cont_P35527 Keratin, type T cytoskeletal 9 0S=Homo sapiens GN=KRTS9 FE 8
15 864 cont_P42212 Green protein OS=Aequorea victoria GN=GFP PE: 3
19 128 cont_QIROHS Keratin, type II cytoskeletal 71 OS=Mus lus GN=Krt71 | 8
20 816 cont_Q7Z3Y8 Keratin, type I cytoskeletal 27 05=Homo sapiens GN=KRT27 8
21 633" 125799 Ig kappa chain V- region NG9 L]
222797 cont_P02538 Keratin, type II cytoskeletal 6A O5=Homo sapiens GN=KRT6#
23 428 cont_P48668 Keratin, type II cytoskeletal 6C O5=Homo sapiens GN=KRT6( 52
24 573 r 5021173 Barrier-to-autointegration factor [1]
25 862" 20110027 Keratin, type I cytoskeletal 8 13
2% 9477 143811411 Keratin, type II cytoskeletal 5 56
27 768" 260849755 Keratin, type I cytockeletal 13 12
28 5127 125962 Pralamin-a/C 2
70 388" 125083 Keratin, type I cytoskeletal 18 1
30 178 I 1350762 605 ribosomal protein L& 21.18% [
31 699" 47117765 605 ribosomal protein L26 27.59% 5
32287 cont_Q01546 Keratin, type II cytoskeletal 2 oral 0S=Homo sapiens GN=KR' 33664061 1L91% 17
33 562 54039239 605 ribosomal protein L7a 6.196+05 ] 18.80% 6
34 641 r 81175191 605 ribosomal protein LS 5.23E+05 - 23.57% o
35 2657 22002063 605 ribosomal protein L4 3.50e+05 ] 12.88% 5
36 346 52783206 Plasminegen actvator inhibitor 1 RNA-binding protein 6.10E+05 [101149.75% 22
37 8o’ 23396835 605 ribosomal protein L26-like 1 3.63e+05 I 27.50% 5
38:[13' 82654047 Keratin, type II cytoskeletal 4 2.04E+06 11.42% 9
39 793" 51338637 60 ribosomal protein L23a 8406405 [ 35.26% 6
40 5187 1174690 Lamina-associated polypeptide 2, i beta/g 1.536+04 | 12.56% 4
a1 7657 1174689 Lamina-associated polypeptide 2, isoform alpha 1.00E+04 [ 09.04% 5
42 125 730640 405 ribosomal protein 519 2.03E+06 || 22.76% 3
43 961 1350706 605 ribosomal protein L29 1.47E406 | 9.43% 3
a1 2367 51702823 605 ribosomal protein L8 3

2ue+0s | 13.23% /

this column shows the total number of peptides
including peptides shared with homologue proteins

this column shows the total number of distinct peptides
uniguely assigned to the according protein




» tab2 Coverage details: showing the detailed sequence coverage of each protein
covered regions are highlighted in green
modified amino acids are highlighted in red

sequence coverage of each sample
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36 GIMENNIIP7020 IIEGT HUMAN  gelectir7 (Homo sspiens]

W QUSHIS)IspIQOERI0.] IPROXE MUMAN  peroxredoun-l [Momo sapiens] m[“ 19.60%
S
39 QUNLIESH4ISpIFR420.21RP0) MIMAN  RecHamae: Ful=ONA-OTected RNA potynerase I Subunt KPS 217.0 14.97% 497%
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43 QUUS2IIPOSINNIISI0AR HUMAY  protein S100-AB [Homo sapiens] 1af1183% B366% 1




> Tab3 peptide details

Peptide details

# |Cuntaminant| Unique | Master protein accessions Master protein descriptions Seqguence Modifications Start in protein(s) ‘ # Protein groups | # Proteins | #PSMs

1 v P36578 605 ribosomal protein L4 0S=Homo sapiens OX=9606 GN=RPL4 PE=1 S'aaaananaL0aK "b0354 1 1 2
2 v Q14498 RMNA-binding protein 39 0S=Homo sapiens 0X=9606 GN=RBM3%9 PE=1 S)AZAMANNLOK "o23s 1 1 2
3 v POG753 Tropomyosin alpha-3 chain 0S=Homo sapiens 0X=9606 GN=TPM3 PE=1 AADAEAEVASLNR "boo79 1 1 3
4 N Q9H9Z2 Protein lin-28 homolog A 0S=Homo sapiens 0X=9606 GM=LIN28A PE=1 AADEPQLLHGAGICK 1xMethylthio [C14] "Bo031 1 1 1
5 v Q01995 Transgelin 0S=Homo sapiens 0X=9606 GN=TAGLN PE=1 SV=4 ABEDYGVIK o100 1 1 1
] v QoH9Z2 Protein lin-28 homolog A 0S=Homo sapiens OX=2606 GN=LIN28A PE=1 AAFEAPFEAPEDAAR o016 1 1 2
7 v 095425 Supervillin 0S=Homo sapiens 0X=9606 GN=SVIL PE=1 SV=2 AMEFCEPTSEQTCTAACGK 1055 1 1 1
] v P52272 Heterogeneous nuclear ribonucleoprotein M 0S=Homo sapiens OX=9606 AAEVLNK o128 1 1 1
9 v 075369 Filamin-B OS=Homo sapiens 0X=9606 GN=FLNB PE=1 SV=2 AMCSCELGVTHE 1xOxidation [M11] o481 1 1 3
10 v Q69YQ0 Cytospin-A OS=Homo sapiens OX=9606 GN=SPECC1L PE=1 SV=2 ABLAATLEEYK "h0556 1 1 1
11 v QOHI1K1 Iron-sulfur cluster assembly enzyme ISCU, mitochondrial 0S=Homo sapit aaLanyx o148 1 1 5
12 v P35637 RMNA-binding protein FUS 0S=Homo sapiens 0X=9606 GN=FUS PE=1 SV: AAIDWEDCK o349 1 1 2
13 v Q13813 Spectrin alpha chain, non-erythrocytic 1 0S=Homo sapiens 0X=9606 GN AALLELWELR "b0450 1 1 1
14 v P62851 405 ribosomal protein S25 0S=Homo sapiens 0X=9606 GN=RPS25 PE=]1AALQELLSK "bo0s6 1 1 3
15 v Q9POK7 Ankycorbin 0S=Homo sapiens 0X=9606 GN=RAI14 PE=1 SV=2 AMMTDRAMVER 2x0xidation [M3; M7] fo777 1 1 1
16 PODOYZ; AODMBQ6 Immunoglobulin lambda constant 2 0S=Homo sapiens 0X=9606 GN=IGL| AAPSVTLFPPSSEELQANK 00005; 00005 2 2 4
17 v P62910 605 ribosomal protein L32 OS=Homo sapiens OX=9606 GN=RPL32 PE=1 ABDLAIR 0115 1 1 1
18 v QEWCQ1 Myosin phosphatase Rho-interacting protein 0S=Homo sapiens 0X=9606 AATEALGEX "hooes 1 1 1
19 N P63316 Troponin C, slow skeletal and cardiac muscles 0S=Homo sapiens 0X=96 AAVEQLTEEQK "bono7 1 1 1
20 v Q01844 RMA-binding protein EWS OS=Homo sapiens OX=9606 GN=EWSR1 PE=1 AAVEWFDGK o425 1 1 1
21 v P01024; cont_Q2UVX4 Complement C3 0S=Homo sapiens 0X=9606 GN=C3 PE=1 SV=2 | Com[ ACEPGVDYVYK 1xMethylthio [C2] 01536; 01534 2 2 6
22 v QEWCQ1 Myosin phosphatase Rho-interacting protein OS=Homo sapiens OX=9606 ADCDISR 1xMethylthio [C3] "o0ass 1 1 1
23 P35579; P35580 Myosin-9 0S=Homo sapiens 0X=9606 GN=MYH9 PE=1 SV=4 | Myosin-1/ ADEWLMK 00581; 00588 2 2 1
24 P35580; P35579 Myosin-10 OS=Homo sapiens OX=9606 GN=MYH10 PE=1 SV=3 | Myosin ADEWLMK 1xOxidation [M&] 00588; 00581 2 2 12
25 P35579; P35580 Myosin-9 0S=Homo sapiens 0X=9606 GN=MYH9 PE=1 SV=4 | Myosin-1| ADFCITHYAGK 1xMethylthio [C4] 00566, 00573 2 2 2

> Tab4 peptide isoforms

Pep isoforms
# |C0ntaminant| Unigue | Master protein accessions Master protein descriptions Sequence ‘ Medifications Start in protein(s) | # Protein groups | # Proteins | # PSMs Score
1 v P36578 603 ribosomal protein L4 0S=Homo sapiens OX=2606 GN=RFL4 PE=1 S'ARARARALOAK "0354 1 1 1 4113
2 ABNHRS Structural maintenance of chromosomes flexible hinge domain-containing AAADGGEPGCASVCTEEDGEEVCHR 1xAcetyl [N-Term] ‘0002 1 1 2 624,1
3 v 015357 Phosphatidylinositol 3,4,5-trisphosphate 5-phosphatase 2 0S=Homo sapii AAREELLAR "b0020 1 1 3 2911
4 v P30260 Cell division cycle protein 27 homolog 0S=Homo sapiens 0X=9606 GN=C AAAEGLMSLLR 1x0xidation [M7(100)] ‘00457 1 1 1 406,2
5 v Qo1780 Exosome component 10 O5=Homo sapiens OX=9606 GN=EXOSC10 PE=_AAREQATISVR "00759 1 1 4 3703
6 ¥ Q13523 Serine/threonine-protein kinase PRP4 homolog 0S=Homo sapiens 0X=9( ARRETOSLR 1xAcetyl [N-Term] ooz 1 1 2 3033
7 v Qo6T51 RUN and FYVE domain-containing protein 1 0S=Homo sapiens 0X=9606 ARAGLGGGDSGDGTAR "i00s7 1 1 1 3540
8 v Q14498 RMA-binding protein 39 OS=Homo sapiens 0X=9606 GN=RBM39 PE=1 S\AARMANNLOK '00235 1 1 1 3263
9 v Q15042 Rab3 GTPase-activating protein catalytic subunit 0S=Homo sapiens OX="{ AAAMTPPEEELKR 1x%0xidation [M4(100)] "b0g04 1 1 2 2672
10 v P31350 Ribonucleoside-diphosphate reductase subunit M2 0S=Homo sapiens OX AAAPGVEDEPLLR "o0os2 1 1 1 3359
11 v Q99733 Nucleosome assembly protein 1-like 4 0S=Homo sapiens 0X=9606 GN=I ARATAREPDPK ‘00147 1 1 4 3310
12 v Q9NVCE Mediator of RNA polymerase II transcription subunit 17 0S=Homo sapien ARATIDSLASR "i0444 1 1 2 3316
13 v Q7KZF4 Staphylococcal nuclease domain-containing protein 1 0S=Homo sapiens ARATOPDAKDTPDEPWRFPAR "0063 1 1 1 3034
14 v Q8mnz201 Integrator complex subunit 1 0S=Homo sapiens 0X=9606 GN=INTS1 PE: ARAVOADOVEVLE '00683 1 1 1 3674
15 v QouBrF2 Coatomer subunit gamma-2 0S=Homo sapiens 0X=9606 GN=COPG2 PE: AAAVSALAK 'EIEI489 1 1 1 2593
16 ¥ P55060 Exportin-2 0S=Homo sapiens OX=9606 GN=CSELL PE=1 SV=3 AACDLVR 1xMethylthio [C3] 'E|E|385 1 1 6 2010
17 v P13796 Plastin-2 0S=Homo sapiens 0X=9606 GN=LCP1 PE=1 SV=6 AACLPLPGYR 1xMethylthio [C3] "o0040 1 1 1 1838
18 v Q14980 Nuclear mitotic apparatus protein 1 0S=Homo sapiens 0X=9606 GN=MNUI ARDALEEQOR "i0725 1 1 1 3399
19 v P55060 Exportin-2 05=Homo sapiens OX=9606 GN=CSE1L PE=1 SV=3 ARDEEAFEDNSEEYIRR "10356 1 1 6 380,2
20 v P49916 DMA ligase 3 0S=Homo sapiens 0X=9606 GN=LIG3 PE=1 SV=2 ARDETLCOTH 1xMethylthio [C7] ‘0923 1 1 1 262,3
21 v Q&P119 Parafibromin OS=Homo sapiens 0X=9606 GN=CDC73 PE=1 SV=1 AMDEVLAEAK :EIEIIZ? 1 1 5 323,8



> tab5PSM Details

containing the list of all identified PSMs (peptide spectrum matches)
and their related values

sequence of identifed peptide
- red highlighted amino acid ind - site probability of modified residue
Jratei scomsen:. gl " marks the identification (locakization probabilty)
obabiistic search chery\ncal or post-transiational
.'mem score o "“""‘“"<
PR N [ i \ \ /
# |Accessions Protein descriptions Sequence Amanda Score Modifications PImRS: Best Site Probabilities
R . = S z 2 L)
1 116241284 Chromobox protein homolog 3 HVESAZPESFUVER 438.4 26406
2 16241284 Chromobox protein homolog 3 VEZAZPEEFVVEK 266.6 7E+05
3 16241284 Chromobox protein homolog 3 VELAEPEEFVVEX 299.8 SE+0S
4 16241284 Chromobox protein homolog 3 X xvEEasrervvex 4234 16406
s 116241284 Chromobox protein homolog 3 X VEEAZPEEFVVEK 211.9 7E+05
6 116241284 Chromobox protein homolog 3 X KVEEAEPEEFVVEK 493.2 2E+06
7 116241284 Chromobox protein homolog 3 X vEEAZSEEIRVEX 327.2 1E406
8 180047131 La-related protein 4 X THAARRGRPTOK 292.4 7E+0S M6(Oxidation); M8(Oxdation) M6(Oxidation): 100; M8(Oxidation): 100
o 189047131 La-related protein 4 X SSCGSEHSTEGSVSLGDGOLNR 349.4 16406
10 189047131 La-related protein 4 X ETSTLQVEQNGDYGR 375.9 1E+06
11 189047131 Lo-related protein 4 X oLIEDSSVEK 180.1 1E+06
12 189047131 La-related protein 4 X ISRPHPSTAZSK 161.0 7E+H06
13 189047131 La-related protein 4 X ISRPHPSTAESK 239.0 3E+06
14 189047131 La-related protein 4 X NEDNCAPENSVEKPHEKDEAR 434.9 26406
15 189047131 La-related protein 4 X SSmVQVDIK 190.5 6E+06 M4(Oxidation) M4(Oxidation): 100
16 189047131 La-related protein 4 X SSPHVQVDER 184.8 6E+06 M4(Oxidation) M4(Oidation): 100
17 (189047131 La-related protein 4 X HNPTVIGHQEQTYLOK 402.8 1E+06
18 189047131 La-related protein 4 X S5GGSERSTEGSVSLGDGRLNR 325.6 9E+06
19 189047131 La-related protein 4 X SSCCSTRSTICSVSLEDGRLNR 4033 26406
20 189047131 La-related protein 4 X ETSTLQVEQNGDYGR 348.0 3E+06
21 189047131 La-related protein 4 X ETSTIQUEQNGOYGR 384.2 4E+06 N10(Deamidated) N10(Deamidated): 99.59
22 189047131 La-related protein 4 X HPCILVLENR 2543 1E407 M1(Oxidation) M1(Oxidation): 100
23 189047131 La-related protein 4 X DLIEDSSVQK 2033 26407
24 189047131 La-related protein 4 X DGLNQTTIPVSPRSTIRPSR 285.4 3E+06
25 189047131 La-related protein 4 X ZPSSVLVQPLR 184.5 26407
26 189047131 La-related protein 4 X EIPETTPIEEVK 229.8 8E+06
27 89047131 La-reloted protein 4 X EIPETTRIEZVK 2014 8E+06
28 189047131 La-related protein 4 X EYEVMYSSSCETTR 369.5 9E+05 MS{Oxidation); C10(Methyithio) MS(Oxdation): 100
29 189047131 La-related protein 4 X ASTASPONNNINAATAVALQERR 314.5 3E+06 C7(Methylthio)
30 189047131 La-related protein 4 X ASTASPCNNNINAATAVALQEPR 3817 9E+05 C7(Methylthio)
31189047131 La-related protein 4 X LTTOPDLILEVIR 264.9 1E+06
32 [189047131 La-related protein 4 X SSGGSEHSTEGSVSLGDGQLNR 278.5 16406
33 189047131 La-related protein 4 X MPCILVLENR 262.6 2E+06 M1(Oxidation) M1(Ovsdation): 100




»> tab5PSM Details

and their related values

containing the list of all identified PSMs (peptide spectrum matches)

I positive charges of peptide I [ml I retention time scan number
ber of 4 ) \\ I measured mass over charge ratio I -
L 4 percentage of interference name of mass spec run file I
cleavage sites \ by co-isolation within the
Icalculaed peptides mass | precursor isolation window
| |
X \ \ \ 7 | : 7 R
# Missed Cleavages| Charge m/z [Da] MH+ [Da) AM [ppm] Isolation Interference [%] RT [min] First Scan Spectrum File
. . | v . v

1 2 831.4165  1,661.8257 -0.68 47 80.49 14339 20151009_QexHF2_RSLC8_Samwer_Gerlich_IMBA_onbead_try_dig_sample_I_plus_SOper_LysC.raw
2 767.3683  1,533.7293 -1.70 19 97.59 16792  20151009_QexHF2_RSLC8_Samwer_Gerlich_IMBA_onbead_try_dig_sample_I_plus_50per_LysC.raw
2 767.3696 1,533.7319 -0.02 97.67 18937 20151009_QexHF2_RSLC8_Samwer_Gerlich_IMBA_onbead_try_dig_sample_M_plus_S0per_LysC.raw

1 2 831.4171 1,661.8270 0.06 32 80.73 15884 20151009_QexHF2_RSLC8_Samwer_Gerlich_IMBA_onbead_try_dig_sample_M_plus_S50per_LysC.raw
2 767.3691 1,533.7309 -0.66 99.12 20083 20151009_QexHF2_RSLC8_Samwer_Gerlich_IMBA_onbead_try_dig_control_I_minus_S50per_LysC.raw

1 2 831.4167 1,661.8262 -0.38 39 81.18 16598 20151009_QexHF2_RSLC8_Samwer_Gerlich_IMBA_onbead_try_dig_control_M_minus_50per_LysC.raw
2 767.3702 1,533.7332 0.85 7 98.00 19638 20151009_QexHF2_RSLC8_Samwer_Gerlich_IMBA_onbead_try_dig_control_M_minus_50per_LysC.raw

1 2 784.8682 1,568.7292 -1.04 31.23 7167 20151009_QexHF2_RSLC8_Samwer_Gerlich_IMBA_onbead_try_dig_sample_I_plus_50per_glycine.raw
3 720.9965  2,160.9718 -0.18 13 63.16 123908  20151009_QexHF2_RSLC8_Samwer_Gerlich_IMBA_onbead_try_dig_sample_I_plus_SOper_glycine.raw
2 848.8940 1,696.7807 2.01 70.96 13784 20151009_QexHF2_RSLC8_Samwer_Gerlich_IMBA_onbead_try_dig_sample_I_plus_S0per_glycine.raw
2 567.2877 1,133.5682 -0.26 38 71.56 13875 20151009_QexHF2_RSLC8_Samwer_Gerlich_IMBA_onbead_try_dig_sample_I_plus_S50per_glycine.raw

1 3 437.2330  1,309.6845 -1.03 61 17.11 4152 20151009_QexHF2_RSLCO_Samwer_Gerlich_IMBA_onbead_try_dig_semple_1_plus_50per_LysC.raw

1 2 655.3463  1,309.6854 -0.41 4 17.20 4172 20151009_QexHF2_RSLC8_Samwer_Gerlich_IMBA_onbead_try_dig_sample__plus_S0per_LysC.raw

2 3 783.0349 2,347.0902 -0.31 29.23 6334 20151009_QexHF2_RSLC8_Samwer_Gerlich_IMBA_onbead_try_dig_sample_I_plus_50per_LysC.raw
2 568.2695 1,135.5318 1.60 27 39.16 7932 20151009_QexHF2_RSLC8_Samwer_Gerlich_IMBA_onbead_try_dig_sample_I_plus_S0per_LysC.raw
2 568.2687 1,135.5302 0.21 18 38.51 7829 20151009_QexHF2_RSLC8_Samwer_Gerlich_IMBA_onbead_try_dig_sample_I_plus_SOper_LysC.raw
2 940.9673 1,880.9273 1.25 43.05 8538 20151009_QexHF2_RSLC8_Samwer_Gerlich_IMBA_onbead_try_dig_sample_I_plus_50per_LysC.raw
3 720.9964 2,160.9746 -0.26 24 63.19 11668 20151009_QexHF2_RSLC8_Samwer_Gerlich_IMBA_onbead_try_dig_sample_I_plus_S0per_LysC.raw
2 1,080.9910 2,160.9747 -0.25 11 63.28 11680 20151009_QexHF2_RSLC8_Samwer_Gerlich_IMBA_onbead_try_dig_sample_I_plus_S50per_LysC.raw
2 848.8018  1,696.7763 -0.58 2 70.55 12812 20151009_QexHF2_RSLC8_Samwer_Gerlich_IMBA_onbead_try_dig_sample_I_plus_SOper_LysC.raw
2 849.3848 1,697.7624 0.64 74.61 13497 20151009_QexHF2_RSLCB_Samwer_Gerlich_IMBA_onbead_try_dig_sample_I_plus_50per_LysC.raw
2 587.3000 1,173.5927 -0.46 9 76.76 13822 20151009_QexHF2_RSLC8_Samwer_Gerlich_IMBA_onbead_try_dig_sample_I_plus_50per_LysC.raw
2 567.2878 1,133.5683 -0.15 28 71.15 12899 20151009_QexHF2_RSLC8_Samwer_Gerlich_IMBA_onbead_try_dig_sample_I_plus_50per_LysC.raw

1 3 699.3716 2,096.1002 0.94 29 §7.01 15264 20151009_QexHF2_RSLC8_Samwer_Gerlich_IMBA_onbead_try_dig_sample_I_plus_S0per_LysC.raw
2 612.8507  1,224.6941 -0.43 28 94.29 16352  20151009_QexHF2_RSLC8_Samwer_Gerlich_IMBA_onbead_try_dig_sample_I_plus_S50per_LysC.raw
2 692.8666  1,384.7259 3.81 39 90.71 15830  20151009_QexHF2_RSLC8_Samwer_Gerlich_IMBA_onbead_try_dig_sample_I_plus_S0per_LysC.raw
2 692 8658 1,384.7244 2.75 22 91.26 15910 20151009_QexHF2_RSLC8_Samwer_Gerlich_IMBA_onbead_try_dig_sample_I_plus_S0per_LysC.raw
2 873.8385 1,746.6697 2.39 91.56 15959 20151009_QexHF2_RSLC8_Samwer_Gerlich_IMBA_onbead_try_dig_sample_I_plus_S50per_LysC.raw
3 787.0425 2,359.1131 0.07 125.41 20885 20151009_QexHF2_RSLC8_Samwer_Gerlich_IMBA_onbead_try_dig_sample_I_plus_S0per_LysC.raw
2 1,180.0599  2,359.1126 -0.13 125.45 20891 20151009_QexHF2_RSLC8_Samwer_Gerlich_IMBA_onbead_try_dig_sample_I_plus_50per_LysC.raw



> tab 6 Quality Control
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> Analysis Summary

containing parameters used for database search
useful for materials & methods section of a manuscript

Analysis summary

For peptide identification, the RAW-files were loaded into Proteome Discoverer (version 2.5.0.400, Thermo Scientific).

All hereby created MS/MS spectra were searched using MSAmanda v2.0.0.16129 (Dorfer V. et al., J. Proteome Res. 2014 Aug 1;13(8):3679-84).

For the 1st step search the RAW-files were searched against the databases ID635_GFP.fasta (1 sequences; 247 residues), ID635_SART3.fasta (1 sequences; 963 residues), uniprot_reference_human_2021-11-19.fasta (20 521 sequences; 11
394 277 residues) and PD_Contaminants_2014_11_updated_w_IGGs_and_TAGs_v17_tagsremoved.fasta , using following search parameters:

The peptide mass tolerance was set to =10 ppm and the fragment mass tolerance to =10ppm.

The maximal number of missed cleavages was set to 2.

The result was filtered to 1 % FDR on protein level using Percolator algorithm integrated in Thermo Proteome Discoverer.

A sub-database was generated for further processing.

For the 2nd step the RAW-files were searched against the created sub-databases called ID635_GFP.fasta (1 sequences; 247 residues), ID635_SART3.fasta (1 sequences; 963 residues),
subdb_20220301_E2_RSLC2_Rothe_Plaschka_IMF_ID635_2bands_inclwashes_stepl.fasta (411 sequences; 285 594 residues).

The following search parameters were used:

Beta-methylthiolation on cysteine was set as a fixed modification, oxidation on methionine, phosphorylation on serine, threonine and tyrosine, deamidation on asparagine and glutamine, pyro-glu from q on peptide N-terminal glutamine,
acetylation on protein N-Terminus were set as variable modifications.

Monoisotopic masses were searched within unrestricted protein masses for tryptic enzymatic specificity.

The peptide mass tolerance was set to £10 ppm and the fragment mass tolerance to £10 ppm.

The maximal number of missed cleavages was set to 2.

The result was filtered to 1% FDR on protein level using Percolator algorithm integrated in Thermo Proteome Discoverer.

Additional high quality filtering by setting @ minimum MS Amanda Score of 150 on PSM level was applied.

Proteins were filtered to be identified by a minimum of 2 PSMs in at least 1 sample.

The corresponding sample submission form is located here:
https://ms-submission.imp.ac.at/Status projectld=635

This result file and the associated PD files are located here:
\\storage.imp.ac.at\groups\massspecymasarchive\Projects\projects 2022\IMP\Plaschka\Rothe\2022-03-02 D635







