Mascot Server
HAZEYZ17)l

MASCOT X1/ Version : 3.1
RI&EFE : 2025/3/1

MATRIX
SCIENCE







B

10U T : MASCOT Server T O D . v iuieeieereerecrecensessessssssssssssssssssssssssssnses 1
1-1. MASCOT SeIVET & ld covuiiuiieniiiniiieerenereneersesrenssssssssssssssssssssssssssssssssssssssssssssssssssssnsssns 1
1-2. MASCOT Server T O D e it ittt teeteeteete st saesaseessssssassassnssnsenses 1
I 1~ S ket W VR G5 1 1 VA D G A T Y s 2R 3

2. MASCOt SEIVET (DI R TN ceeeneiieeineeescessescessesscessessssssessssssessesscsssessssssasssasses 4
2-1. MASCOT Server [E WEB 77 /) Td0 B uciuiieeieriireieernerrneernneesncesnsesscessssssnessnnees 4
2-2. MASCOT Server MDA AR — ) Tt B T AU e eeeieeeeeieeeeeetereeeieetesenesasenssssssnssssssnsenns 5
2-3. STEEAD) MASCOT FRER cevuiieiitniiniiueeeeiueteetuetesessssssesssssssssssssssssssssssssssssssssssssssssssssnssnns 6

3. MASCOT SEIVET D AT T 7 e eueteeeneruerenerassenssnsssssssssassssssnssssssnssssssasssnssnnss 7
3-1. MASCOT Server D iidHAB FIREIR T P AIU T AT W cevittiitireereiencereenernierneesesssessessnnenns 7

3-1-1. PME TR G B T T AL T T/ oo et 7
3-1-2. MIS TIU T B I 71N TH—F Y E DL S BRIEER DT F I TUNBD e 9
3-1-3. MIS THIE T BT FA I TH Y FINGS et 9
3-1-4. MIS TIHH T B T7 1IN TH— Y mgf LD TZ =Y P, 10
B2 . PAW T T T T 0 e eeeeeeeeieeeieeeeneeteeesenesesssssnssssssssssssnssssssssssssssssnssssssssnsssnnsssnnns 11

4. MASCOT SerVer TRZETTIE cevuereeeeeraeeencressssesnsssssssssssssssssssssssnsssssssssnssssssnnss 12
4-1. [URL]& MASCOT Server [RYFT—2 LT MASCOT ZIBET DHTE] covvvvveeeeeeerercerrrnnnne 12
4-2, BB G T P A)UE WEB J T T T R RR e ttteiiieteiettieeeeeeeeenseeeesseesesssesssssssssssssssssssnnnnes 13

4-2-1. PMF : 7FXIT—23F WEB Z 5 7 T B oo 13
4-2-2. MIS : mgf TPAIE WEB T T I TIEEE oo 14
4-3. Daemon Z E D C raw T —F B R R st eveereeerreresessecessssecessessssssesassessssssesassssssassesasans 14
4-3-1. DACINON + PrOtEOWIZATT c.c.vnveeeeeeee ettt ettt ettt eeeaenes 15
G-3-2. DACTINON & DISHILCT o.vveeeeeeeeeeeee e ettt ettt et e e e ettt te et aeaenenes 15
R L K IE TP ey Rl YA ] Sl i 2 \U5Y v 1=~ N 17

B, BRERINT A E T /R R eeeerereeesensessasssssssssssssssssssssssssassassassassesssssnne 18
LSO I 1 0 O ) A B e i — PR 19
5-2. Sequence Query : FRER/ N DA =T — — & ..t rree e ene e s e nne e e e nens 22
ST IR -t A o e e TR 27
5-4, INSA——DHETHRI VA R EERIEE vueveeereeerenereeeersersssessssnsssssssssssssssssssssssssnsssnns 32
LT T 0 T o 1 4 - V= YN 33
5-6. SearCh fOrm defatlts coviiiiiiiiiiiiiiiiieeeeeeeeeeeeeeeereeeeeeeessessssssssssssessssssssssssssssssssssssssssssns 35

6. IR EREIIIIPME ...ceuteeeeeeeneeeneeessnncssssnssssssnsssssssssnsssssssssssssnssnssssssnssssssnns 36
6-1. FRTBI TIERIU T U N BIRZRIT DUV T veetenrineerenerennrenncssscsssssssssssssssssssssssssssssssssssssnsssnssssnnss 36

6-2. RTHBDFHM : summary BH ...cceeeeeeerreneeernneeerenseernnscerenseesnnsssasssssesssssnsssssnsssssnnsnns 36



6-2-1. JBEIL VR BE CODIBIEIBFZE ..., 36

6-2-2. AN S TEBTP e 38
6-2-3. SCOTE HISLOGTAIMU ettt ettt ettt et e e e e e e 38
6-2-4. ZETIBDZE [FOIMAL AS] ..o 39
6-2-5. F1EZF : Research all, Search UNMAtCREd. ................coccueeeeeieeieeeeeeieeeeeeeeee e 40
6-2-6. [BLES S CIBEDIFER. ..ottt 40
6-2-7. SEATCR PATAIMUELETS ..ottt ettt et et ea e 41
6-3. Protein VieW...ccooiiiiiiiiiieieiiiiiieiriiieieritieietererietecetectecesersesasesessscesessssscessssssasassssssasas 41
6-4. TERDTTAIVETT ceviiiiiiiiiiiiiiiiiittinttt et ssaate s sasee s sssans 46
7. MRFRIEREIE:MIS....cccoeeiiieeeriieeeieieeeesieeeeseseeessessseesssssseesssssseessssaseess 47
7-1. RFBITERUTUVBIRTRICDUNT it cssecsssessssessssessnsees 47
7-2. RTEHBDFFM : summary BIH ...cceeeeeeerrennerreneerrenserrenserrenseernessssasssssssssssssssssnsssssnsssns 47
7-2-1. BRIV VIKBE TOIBIEIBIE ... 47
T-2-2. AW BB e 49
7-2-3. BIRFRETRI 71/ T): Re-search NS 2/, EXPOTt /i oo 49
7-2-4. S@ATCR POATAMELOTS ...ttt ettt ettt et e e e e 49
7-2-5. SCOT€ DISTIIDULION ..ottt et ettt ettt e et et e e eeaaaas 50
7-2-6. Modification statistics for all protein familieS............ccuuieeiuiieiiiiiiiieiiie e 51
7-2-7. LEGENA (L)oo, 51
7-2-8.FABDYVEZ [XTTELY, refinement DEEZEIT/LE c.veveeeeeeeeeeeeeeeeeeeeeeeen 51
7-2-9. SenSItiVItY QNA FDR .....c..oeeeeiiiieeiiiee ettt ettt 53
7-2-10. machine learning GUALILY TEPOTT .......c...uueeeeiiiieeeiiee ettt 53
7-2-11. [BLESZ /OB E T YT INT T oo 57
7-2-12. Report Builder 57 (F>//OBN—IXDIEFITEI FZAIETT) .o, 60
7-2-13. UNGSSIGNEA 77 oottt 62
7-3. Protein VieW...icociiiiiiiiiieieiiiiiieieriiieierrieieiererietecereiacesessssasessssssesessssscessssssasessssssasns 62
T-4. PePptide VIEW ..ccciueiiiiiniiiiiiiiiiiiiiiiiiiiietitietistesietietesteseessatestessessossscessesssssssessessassnsens 66
7-5. Export BEEIC K DR TFRAR—ZADRBRIBER T PAIVETT evvvveiiiiiiiiiiiineeccccccninnneeeee 71
8. PMF : FU/NDBAIRE .ccovveeirriirrnneteiiiiiiteeeeesiineeeeessssssseeeesssssssseesssssssssnes 74
T O 201 SN = [ =1 ={1) T 2 74
8-2. ATTT —HDIAEE.c..eeiiiitiiitiiitttrttertc ettt sttt as e s aas 74
8-3. BN SEEINDIERE — M ..oeeiiiiiiiiiiiittiiitttinte et 75
8-4. RIEYVINVE : YYFITERTT  FIBELEME. HIFFE. cocovveeneiie, 76
8-5. protein inference : 1=—9 /17 RTIFR IINIEDTIV =T covvvvvvviiiiiiiiiiiennnnnnn, 77
9. MIS : RTFRERBET VINIEAITE ..cvveeeriirneeiriiiiinreteiiniineeeeessssneeeesssssns 79
9-1. MIS RTFRAREI VINVBRABDFIEED ..ottt esseesnes 79
9-2. ATTT = DHEE B .cceineeiiiniiiiiitiiiit ettt sttt e s e a e s s as e s ae e s nnes 79

9-3. RTFREFINSITIEREFTE. RKTFRDTAIVT =T it 80



9-4. EAENRTFR : YYFITJERD7 . FERELEME., BiFFE. SHERVREEM ..oov e eeeeeneeeecereneceeeees 81

9-4-1. refinement ZZEHLU X VFE DI T T OEEELZENE ... 81
9-4-2 refinement ZEH T SLEE DR TTGLELLZENE ... 82
9-5. FAERTFRDPSBEHEINBEEI V/INTE ettt 82
9-5-1. [EES /N OE=1 == DBEENTFRYT DULEF YA IIFITUNS e, 82
9-5-2. 1 Hit wonders : [BIES >/ "TE D Sensitivity & SPECIfiCity ......cvvevvveeeeeeeeeeeeeireeeeeaireeanenn 83
9-6. protein inference : 1=—7 /I 7 RITFRFIVINTBDTI—TE ccevvvrrviivviiiiiiinnnnens 83
10. MASCOT HRFRDTTUT [MIS] .uuererneeiernneerennneeeeeneeerenneeesensesesssssssssnnnns 86
10-1.Spectral Library...ccccceieiieiiiiiiiiieiiiiiiietietieiietietecieciscescaseetescessessessscessesssssscescescnssnsens 86
10-1-1. SPeCtral LIDTATY BZE ..ot 86
10-1-2. Spectral LiDrary BEGETT % o oo, 87
10-1-3. Spectral Library ODFBFEHTTR . oceeeeeeeeee et 88
10-1-4. Spectral Library Z[1—71/bD MASCOT Server [CTZY T BT Z cceeeeeeeeeeeeeeeea, 89
10-1-5. Spectral Library FEEGEHTEFLND L /D ...t 89
10-2. QUANtitation ...ccciiiuiiiiiiiiiiiiiiiiiiiiiiiiiiiiiii ittt ettt r ettt s e st s e sesennens 90
10-2-1. QUANEIEALION BHZE ... 90
10-2-2. QUANEEALION FBTETTIZ oot 90
10-2-3. QUANEILALION FEFEHZTR oo 91
10-2-4. QUANELALION ZBEDTEIE ..o ettt 93
10-2-5. Quantitation FHEGHTND /D ...t 93
10-3. CrosslinK....cciciiieieieriiieieirieieiereiieiererieieterersssecesssscesessssasessssssessssssscassssssasassssssnsss 94
10-3-1. CroSSUNK BEZE BFZE ...t 94
10-3-2. Crosslink BRFRETT I TT/2 «.vueeeeeereeieeeieieee ettt 95
10-3-3. Crosslink fRFEICEUEF T BSNF MASCOT BRENE..........coeeeeeeeeeeeeeee 95
10-3-4. CroSSUNK FEFRHTZE ..ot 96
10-3-5. CroSSUNKING GREDIEIL ....ocvveeeeeneeeeeee ettt se e 99
10-3-6. Crosslink FHEFITNDUZI/D ...t 100
10-4. Error Tolerant SearCh ......c.cciieiiiiiiiiiiiieieritieieritieieteserietecersesecesessssscessssscesessssscens 100
10-4-1. Error Tolerant SArCh B ZE.........ooo oo, 100
10-4-2. Error Tolerant Search ZZEfT T B T0,2 «oooeeeeeeeeeeeeeee e 101
10-4-3. Error Tolerant Search FEFRREE ..ottt 101
11. BHFEICLDHERDIFEE (refinement).....ccceueeeneienneernneeienceeneernneecenens 104
11-1. BRFE CITOBRDEE (refinement)DBEE ....ccooiiiiiiiiiiiiiiiiiiieeieeeeeeeeeeeeeeeeeeeeeeeeeeees 104
11-2. refinement EHEDUE B E T — I DI c.ceiiireeeieiiineeeetetteeeeeernneeeeeeaneseeseenseseseens 105
11-2-1. refinement ST FEREATBE/LTE ..ot 105
11-2-2. 1€finement 5HE D T —2 T LT .......ccccveeeeeeeeeeeeeeeete et 106
T1-2-3. AECOY T BN "R oottt 107
11-2-4. FDR (G-UGLUE) .....cccouuoeeeiiiieeeeee ettt eees 107

R I/ Co =11 2 0 2 D)) 109



I R T 1 4 1§ T S PN 109

11-4. (RIFFFRIFRIE MS2 ZARITPILTFR.cciiieiiiiiiiiiiiintenntcnetenrte e seaee s 112
JI-4-1. MSPRESCOTE ..ottt ettt ettt sttt s e et e e et e e e e eeees 112

L 1-4-2. DEEPLC.....cccouiieeeee et ettt 112
T1-4-3. MSPPIP ... e ettt e e e e 115
11-5. refinement [CBIT DL TR ..ciiiiiiiiiiiiiicccecrteecccrrecceecreee e e e ceeaeee e e e eaneeeseennesneeeens 116
12. MASCOT Server B - T—IN—RERFEDOT .uuvveiiirireiiiireccieeecnee, 117
12-1. MEFIATRER T —INR—XICEIT D1EIR : Database Status .....cceeeeeeeeeeeeeeeeeeeeeeeeeneenens 117
12-2. HRFROIT : SArCh L0Z...ccceuuuueiriieuneieeieenneceerernneseeeernsesseserssnssssssnsssssssnnsssssssnsssssssens 122
13. MASCOT Server MART VAR ccccciiiiiiiiiiiiiiiiiiiiiiiiiiieiiiiiiiiieieeeeieeeeeeeeee 124
13-1. NAFV1XIE Configuration Editor T.....cccceeueeerieruneeerernnceeeeenneseeeeesnsscesesnsssssseens 124
13-2. AMINO ACIAS ccuvuiiiieiuriieieiiiiieieririeierrieieteretietecerecsstesessesssessssssessssssssassssssesessssscens 125
13-3. Modifications ....ccccveriiieiuiiiiieieiiiieieriiieieiritieietrieietererieiecerecsesesessesscesessscesessssscnns 126
13-4. SYMDOIS cuouiueininiiieieriiieiertitiecererteteserssaceressssscesessssesessssssassssssessssssssassssssesassssssass 132
13-5. LiNKETS..ciiieieiiieieieriiieiererieiecererseteserersscesetsssscesessssesessssssasssssssssssssssessssscasassssssnns 133
13-6. ENZYINES cutuiiiiiniiniieiieiitietietieteseerentestescessetsscessesssssscescesssssssessessesssssscssssssssssceses 137
13-7. INStIUMENLES ceouiniiiiniiiiieiiiiiieieritieieteteeieteretseteceressssesessssasessssssessssssssassssssasassssssnss 139
BRCET TR0 -1 o 1 L F: 1t o) ' R 141
13-9. CrosSSlnKINg ...cccciiiiiiiiiiiiiiiiiiiiiiiiiiiitieiitietiettetistessertacescessaseasessessersasescessessssssceses 149
13-10. Configuration OPtions .....cciuiiiiiiiiiiiiiiiiiiiiiiiiiiiiiiitietietestereetescessersetescessessasssceses 151
13-11. Database MANAZET ...ccccieriuiiuiieiirinrinteeierieriettetestessecsscessessesessescessessassscssessasssceses 153
13-12. SECUIILY tutueiuiuiiiieiiiiieieiitiiieiriiieietetitieteretietecerecietesersssssesessssesessssscessssssasassssssnns 153

MATRIX
SCIENCE




1.1ZU8IC: MASCOT Server CCEDE

1-1. MASCOT Server <[

MASCOT Server &, BENTERENDT —YELEIIRTFREGIHDWNEYVINIEZRETS
VIRIJIFPTY,
ANT—YRITBEEDHEENSBONTZARINVIBERTI N, IRNTZHEIT 2D TRIERINT
BR(E—IUZM ZFALTVWEY, —ABRT DT —IR—XIZDVTIE, BLFIT—IR—2X
(73 /BEEH| - 1a B EF) h SSHEINZIBR AR I M, 53 WFEIIBREEU DV TN REBED
FRHIRIMIEESICHUTERRZITOCENTEFXT,
E—OU A EEREEZITERMARIMNVEDREICHUTYYF U IERVERT AOAT7HRRIN.,
EFNHBLESEINRAEEER I T EBZ D8, YIRTFR/IVNOBEIRAEILzEHRUET,
FIENE ANT—ITHIARINNT I EDKIBRTFR/IVINVBREDARINVTH S
NEREELET, MASCOT DEIEEEZAITIET IAIETIE 95%EBEETICEEINTLEITMN,
WRERXRETIE 1% FDREFHMIL 11 EXCSBIETV)ER/IZTLOKDOESN TV T FDR OELEZE
W LDICAERREZRFELLAN S AOAPUNDEREBAAATLBRITI T E T > CRERTF
REE R ARIE P I "refinement”Z £ I dFENEZ<ROTVET,

1-2. MASCOT Server CCI35H -F&6H

[E1%]

RTFREFIDEE

FUINDEDREE

FERZEHORIE L BEBRENER ST —RICHT 3. BRI DREEERDIZR
RTINS A=Y —ELUNDTIRT/Y— 2 586, 73/ BREIROIRT

2OV IORTFROBENRTFROEAEDEE) U A—HMFV TV SEKEDMIE)

[E=£]

YNOBEDHEME (L) T IXEEHERDIET
- ISR —ODE—UEEEFEO/ZFEE, [ MASCOT Server D CERMEAAE
- Spectral Counting(emPAl) FE£$51%. [ MASCOT Server D& CEFEFIEE
* Extracted Ion Chromatograms (XICs)DE'— V8B ZE D2 EE(C DUV TIE MASCOT Distiller EEEV1—/b&
—RICEHBZEITOVENDUET,



—

|

swsuwr |z

-

e -

Swisim‘ o
Swis:

CPICT_MOUSE

SwissProd
SwissProd

SwissProf)

SwissProfl| .

s e
C¥250_MOUSE

Score | Mass | Matches
28266 47

1'32 61419 7%
50 | &08E7 27
487 | 61128 27
470 | 59267 32
338 | 60550 22
50856 13

55
21

Match{sig)

Sequences ssn(slgj emPAT
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Description

sp|TRY1_BOVIN
Cytochrome P450 2C29 0S=Mus musculus OX=10090
Cytochreme P450 2C54 0S=Mus musculus OX=10090
Cytochroma P450 2C50 OS=Mus musculus OX= 10090
Cytochrome P450 2F2 OS=Mus musculus OX=10090 §
Cytochrome P450 2C37 OS=Mus musculus OX=10090
Cytochrome P450 2C39 0S=Mus musculus OX=10090

RENTENEECE T 2154

us OX=10090
=Mus muscul
Mus musculus

[N N TR N N e
- = =wl g

CHSER
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LLLLEKYPDVT

s E
AKVQEEIDRV W

IFRGTTVITS
GHRICAGEGL

SwissProy 78552 13 13 4 4 0.28 | Heat shack 70 kDa protein 1-like 0S=Mus musculus O
SwissProg 16817 42 42 5 | 3.08 ] cytochrome bS 0S=Mus musculus OX=10030 GN=CyH
SwissProy 64694 53 53 16 19 2.54 | Protein disulfi i 0S=Mus OX=10
SwissProy 63034 38 38 10 10 1.31 || Cytochrome P450 1A2 OS=Mus musculus OX=10090 ¢
SwissProy 103744 63 63 19 19 1.53 §} Endoplasmin OS=Mus musculus OX=10090 GN=Hsp3(
S
Protein sequence coverage: 27%
Matched peptides shown in bold red.
DVENI
GEEFAGRGSF
i IEDRVQEEAQ
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RSHMPYTDA
LSSVLHDSKE

+ Oxidation (M)

R.DFIDYYLIE.G
R.OFIDTILIK.
R.DFIDYYLIK.Q
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MASCOT Server DIRZRER, RIERTFROREREY V/INVVE, BEDBEHRNATRINET,

Seq(sig )I emPAI IDescription

Accession Score | Mass Matches | Match(sig) | Sequences
#I2::CO4B_HUMAN 164342 217600 3818 3818 103 103 48.75 [|[Complement C4-B QO
=2 CO4A_HUMAN 163856 217680 3814 3814 102 102 44.57 [|[Complement C4-A O
2 APOB_HUMAN 127385 624938 3897 3897 214 21 9.70 |JApolipoprotein B-10
#'2::CERU_HUMAN 59576 143199 1466 1466 50 50 14.97 ||Ceruloplasmin OS=H
2 A1BG_HUMAN 58870 58330 1527 1527 19 19 11.90 |jAlpha-1B-glycoprots
#'2::HEMO_HUMAN 44576 58934 1899 1899 30 30)| 144.13 [JHemopexin OS=Homn|
#'2:: CFAH_HUMAN 37520 167416 1521 1521 ) : -
Hemopexin OSEHomo sapjens OX=9606 GN=H
#'2::FHR2_HUMAN 1329 36538 82 82 —
#2::FHR1_HUMAN 1289 43717 80 80 13 13 7.39 [JComplement factor K
Spectral Counting FE¥E1% Cdr S emPAI DR
Proteins (545) Report Builder ‘ ‘ Unassigned (140931) | §_permalink
Protein family members (545 proteins)
» Columns (19 out of 58)
P Filters: (none)
fFamily | M | DB Accession Score | Mass 114/113 | 115/113 | 116/113 | 117/113 | 118/113 | 119/113 | 121/113 atches | Match(sig) |
1 1 | SwissProt ::CO4B_HUMAN | 164342 | 217600 1.033 1.070 1.045 1.016 1.155 1.051 1.055 3818 3818
1 2 | SwissProt ::CO4A_HUMAN | 163856 | 217680 1.036 1.073 1.044 1.019 1.159 1.052 1.060 3814 3814
2 1 | SwissProt ::APOB_HUMAN | 127385 | 624988 1.082 1.362 0.827 1.203 1.189 1.093 1.079 3897 3897
3 1 | SwissProt CERU_HUMAN 59576 | 143199 0.884 1.080 0.711 1.047 1.283 1.027 1.027 1466 1466
4 1 | SwissProt A1BG_HUMAN 58870 | 58330 0.949 1.201 0.994 1.124 1.181 1.041 1.085 1527 1527
5 1 | SwissProt ::HEMO_HUMAN 44576 | 58934 0.970 1.161 0.940 1.086 1.334 1.053 1.103 1899 1899
6 1 | SwissProt ::CFAH_HUMAN 37520 | 167416 0.962 1.130 0.872 1.103 1.306 1.096 1.132 1521 1521
6 2 | SwissProt ::FHR2_HUMAN 1329 | 36538 0.858 1.123 0.687 1.132 1.406 1.065 1.071 82 82

TOF IR FIARINIDE—IREEFESIZEE




Accession Score | Mass | (15ngR1+15ngR2+15ngR3)/(3ngR1+3ngR2+3ngR3) SD(geo) | # (15ngR
&1 splPO6T33ENOA HUMAI 33306 47481 11327 10902 34
12 sp|P139291ENOB_HUM... 9940 47299 11704 11012 5
21 sp|PO7900]HS90A_HU... 18698 | 85006 1.1109 1.71024 45
2.2 sp|PO8238]HS90B_HU... 17983 | 83554 11230 10404 45
23 sp|P14625|ENPL_HUM.. 7026 92696 11133 1.0544 29
24 sp|Q12931[TRAP1_HU... 2003 80345 1.1043 1.0652 9
3.1 sp|POSTAT|IK2CE HUM... 17641 53671 1.1180 1.7617 48
32 sp|POBETO[VIME_HUM.. 11853 | 53676 1.1082 1.0447 38
33 sp|PO8729|K2C7_HUM... 8882 | 51411 11129 10392 AN
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—| cluster |—| <platforms |

—| config |——| db_manager public |
— licdp | tasks.4 |
— unimod |
— test |
data cache
H -+ |
I | T
hdig | ~~ T 7
il ncdds ]
help
—| images .
pdf
_| T | | templates MS pub 2012
models
_| — | xmins schema
logs
—| perlg4 |—|r _________E?E'___________i
—| sequence }—Ij SwissProt incoming ]
— sessions = eto. _E current |
| taonomy | old ]
e} e

—| x-cgi .

| not mapped to a URL |

mapped fo a URL '
mapped and executable I

Key




BIANST |T4LIR) [CEENDIABTRIUTORBYTT (HRITFILIENSBET DN
TEET).

bin : CGL S DERITTOT S L
cgi : CGLMERITTOTI S A
cluster : cluster VAT AFRAKREEE/—FICEHR IS TOT S A
config : FREIT7II.S1EIRT71)L
data : MASCOT RZFEFER I 7M. BRI7MIVIIREBDEMZ TV (yyyymmdd) D TFIC
BRSNS,
htdig : VI IR—IBRRTOUSL htdig EBED T 71
html :web R—IRFIXIETPAIL
ML_models : ¥#FE refinement ZXEfEd S TOT T LZEIEHN
logs : BRWGOICERIFEMEOOT I71IL
perl64 : perl D TSAAR—kIE— (version 5.18)
sequence : REWRERDT—HINR—R
- current : IREFEAFPOT 7
- incoming : JRICERAYT 57 —IR—ZAD—FHREGM
- old 0 1 DREICEARULTW T —IR—RD fasta T7MIVZERTFE (1BITRTEE)
sessions: TF1UT/IERATILYIIVIER
taxonomy : £¥EBERICEET ST 71
unigene: UniGene 17 VIR I71)
x-cgi : EFIVTAHMEREEEEVTERINSD CGIOEITTIOII A

2-3. 3 183E0) MASCOT &%

MASCOT Server CTIIANT—IDIA TRIC3 DDRERAEZFERHITEENTEET,
B PMF (Peptide Mass Fingerprint) 3% :
MSIARTFRE—IDMAEDENSTIVNIBZRE
B Sequence Query 3% :
MS1 ¥ MS2 DE—JERICRBRYUIAH R ZEMU TR
f5l) 1234.2 seq(n-AC[DHK]) seq(c-HI)
1314.7 tag(513.3,T[I| L]SP,911.5)
B MIS (MS/MS lons Search) 3% :
MS1 F#kE MS2 [FHREMHAEGDE TRTFRERE, MS1 TRTIFRERYIAH, MS2 T
NYF VT BESNEERTFRZLEEICYVINOBZREE HEE)

FIC TOF RETIVA—T—XRAARINVEREUZISE. EDT—INSIYVINOBZERET D2
[Zl& Peptide Mass Fingerprint JAZFERUET, £z vy A VEERT. RTFRD MS1,MS2 BilkZ%
BEICRTFREIINCYVINOBZRET D155 MS/MS lons Search ENMERTINET,
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3. MASCOT Server DA HT—%4

CDETIE MASCOT Server CHRRRZITD=HDEAIBERZRDFNZ AL E I, MASCOT Server
TRRBEZTOHICIE. BEDHEE CAELZT —9ZEFNDEE MASCOT Server [CIZIFDDTIFERL,
ERIICT—YUIBETINENHYET, T —YUIBDRIUMNE2DHYET,

JARXENYRUNRTFRRIETSTAVNDEEZ RMITIE—VDHEEDZT—FICTHE (3-1)
I\ FIHRD Raw T—F EHIFERIBER T F AN T PAIVETZ L xml TA—TYNIEIRYT DE (3-2)

FRHDE5 MASCOT RREZITIORIIC.HKED raw T— I ZHFHARE CHERBROAHEL
T—HCEBRTDNENRBHYET, MASCOT Server HETld raw T—9EZHITDEIITEFH A,

3-1 CIIBRRIZKITIEICT—IDUEBNNERIEHE MASCOT Server WE(F{FF2T71IL
TA—<YMIDUWNT, 3-2 Tl raw T—4 N5 MASCOT CTirdAHMATRER T 7 A I T4 —<w NI EHR
95O S LICDVWTITRBNALED,

3-1. MASCOT Server ’FHAIAARIGER T 7ML T4 —V VI

MASCOT Server Wi AHFHEER I PAIL T4 — W ETHDERICTONZE—IHELIBORE
[CDWTERBAL TLWE T,

PMF RZRDANT —F[EINRTFROEENRRINTZE—TICETBITI|RTI . PMF DAAT—F
YERDBRICIENRTFREFEDE -V EEZSNDEHR (TR, FED@®) ZHEL. ZDE—UD m/z Dd+.
H3W\E m/z & intensity [EREFALET . /1 XIS T B EFROBIEIIDBRETIETONET,

Int.

10

:JM@MMIH %JLM,LJ_

500 1000 iz

(10e1)




T7AIICDODVWT. TFAR I 7ML THENRE T 7AIVDIRFICEARR<IREREERITTCEEXRT,
T7AIVDREELT, FERDESIC 1 TICDF1D2ND m/z BERBEICEHNNTUVNIFIRTENATRE T,
TABEDLSICERAIC intensity [T BEN m/z DRICEHINTL\DIHES. intensity [FiR%E
SEICANT—ID m/z DEAEDEZBEBRLEZVWODIDNI—VZEHRL. ENI—2D55
ZA7HRREBVWIT—ZAZEDANT—IEVTHERATIARERVET, TDLRHAECRAET—FTE
RFREFOE—D)IANNEAIC intensity BHRZFFQCVNT—RAEECT — A TREREBRELENRTIEA.

BRNERLRDT—ANHYET,

2

832.662

903.342

1186.439
1373.681
1403.722
1515.444
1727.916
1743.951
1759.966
1788.721
1804.71

2174.812
2190.112
2256.871
2273.266
2288.489

&

(@

)

361.21774
487.26656
494.28934
505.77755
686.36334
723.347797
836.78635
955.4842

1002.4743
1020.521

1263.679

1350.7063
1495.685

1533.6332
1675.6148

&

4838.6552
5281.3009
8868.6732
16079.047
22677.156
36555.65

6731.0498
2890.8536
5553.321

2661.7174
1759.9609
3770.1817
43476.619
3063.8439
3315.1174

PMF RETIXLED LD ICEMRTF AT PAIVICIIA BREX—H— /@ T4 -V V5 HEA
SNBLUTDT7AIVDERMAAHZERIELTWVET,

e AB SCIEX Data Explorer (.PKM)

e Bruker Analysis AutoXecute Data Report

e Bruker (.XML)
e mzData (.XML)


http://www.matrixscience.com/help/data_file_help.html#BRUKER
http://www.matrixscience.com/help/data_file_help.html#MZDATA

MIS BRRTIEIANT—FEUVLTRTFRUVICTSIAVMDEERRBEINIZE—IDIEREEN
UTHIBUET, FRICEHDEDIC. TLA——YRZARINUVAS IR TFROBEZETHE I D=6
[CHEIR m/z EBRDIER(FEARIGEIHEE)Z. TOTIMAIRZAZARINVASIET ST AU
ERBMYTDE—DERC, A XY ENTZEHREMEUED,

-TUH—Y—IXRAART ML ’
- AIFROBER m/z CBF) | )L
-TOF T ARAARIT NI,
L JAZEAY KU TFIA N - ,J
HSRDE — %8R Claeatd et .

Mascot Generic Format (mgf) [ MASCOT Server D MIS AAHT—49EUTRHERTINTLS
TH=YRTT UATDRIBEHERODTNET,

BEGIN IONS
TITLE=1: Scan 2 (rt=182.28)

PEPMASS=817.44 123456 |, o ppumesis
=ct J (817.44-1.0067)*2 = 1632.866
566.70161 445127.71 7]

73456885 253205.82
1092.2019 445679.33

- @ O R AR ZAZANRD ML,
S AXFEHY b, BmISITA

1426.779 1569294.9 BELOTYF I ICHA
1847.8916  3574730.8 |
END IONS

lquery #IZ BEGIN IONS TIaEY END IONS THEDOUET, DDE:S . FLWXFEDITIE
TUN—T—=RRAARTEIHS/ESNTBERICEZZH UK T pepmass B m/z &, charge MERZ
FUET, QDED EDXFDITIXTOT VMM A IR ZAZIRI IV OB ONTBRICEZEL. /1D

9



AYRINTSITAVE—DIZZETSD m/z & intensity DIFHRERVET, 8P intensity DEIC
TSICERIBRMNEINTLDIHE. MASCOT Server fIT 1 fiICHRE (decharge) LIz TSI XU
E—2&UT #H|MDONFET, intensity DRICERBEHRNVENLETETOIZAIEATARTO
VIRIITTINONS DIF TR BEDETS MASCOT Distiller ZfEAT2E TCDAEHAAETY
DTTERLIETLY,

mgf TP IVIZIFEED query EEEH TREITDIFETTEI (TR,

FEOEDEE - BRNE LCEt e
(I &Y 2 B O mef IrAL )
| 3 | /
0 /‘.\\' : m’\“- | U
—> S‘)_é 2‘1& — TIURY; N *BEGIN IONS
TR . : & pepmass=
1 2 1900 2000 2100 2200 2300 BC Charge =
END IONS
®BEGIN IONS
pepmass=
charge=
END IONS
L5 ’
* < 1 o 2 ® BEGIN IONS
| s |t e [T T LERONT
== Ml e F RDZAAT ML
1] M52 1) Ms2 END ION{ 7— 411 77 1L
R e (3 CEEDHBENTVS

mgf J71IVZE/DHEELT. MASCOT Distiller, ProteoWizard @ msconvert,ZU C&{HEE
X—HA—DFABY IIIT7HSHBANT DA TIaunsyET, 35l 3-2 THEALWEULET,

MASCOT Server D MIS #RZE Tl mgf TP MIVLIADRRED 4+ — Y MR T 71V DERAAHCE

XU TWET o T A=Y MILLTD@BY T,
e Finnigan (.ASC)

e  Micromass (.PKL)
e Sequest (.DTA)
PerSeptive (.PKS)
Sciex API III
Bruker (.XML)
mzData (.XML)

mzML (.mzML) * Z<DEE CHARRERTA—YF T mgf DRICKSFIAINET,

10


http://www.matrixscience.com/help/data_file_help.html#ASC
http://www.matrixscience.com/help/data_file_help.html#QTOF
http://www.matrixscience.com/help/data_file_help.html#DTA
http://www.matrixscience.com/help/data_file_help.html#PKS
http://www.matrixscience.com/help/data_file_help.html#API
http://www.matrixscience.com/help/data_file_help.html#BRUKER
http://www.matrixscience.com/help/data_file_help.html#MZDATA
http://www.matrixscience.com/help/data_file_help.html#MZML

BIA—YEDEMIILLTD WEB R—IETBLLETL,
https://www.matrixscience.com/help/data file_help.htmI#FORMAT

3-2.raw T—YZTIOT S L

NAFTUFERD Raw T —Y ZHERAIRER T T AN I PAIVELIE xml TA— VNIRRT S OIS L
[F. RS PIFRDELUTD 3 EEHYET,

B ProteoWizard msconvert
A—=T—=ZATOORTIYRITA—LDY—=IEEIESATIITY,
https:/ /proteowizard.sourceforge.io/
msconvertGULexe &W\D OIS LAZREFLTITOISLRNT mef ZERTDIEETIEIL.
MASCOT Daemon EHASDETHATEEETTET (4-3 TRAERRIEOBNZELTLET ).

B MASCOT Distiller
B MERFEL CTLVDY TR I T 7 TJ o MASCOT Server/Daemon &\ D7zt ERUIRLNY TRIT 7
EDEHEDRICEMITI AN =0T =9 ERRICHAATENTETDDONEFETI,

https:/ /www.matrixscience.com /distiller.html (REEFETR—)

https://www.matrixscience.co.jp/distiller.html (HARZEBBNTR—I)

#512. DeepLC ZF AU FRRERREIERE R TFREREICISHT 2 AER. ZMD TSI XU e—
D ERRICIGAUTZ\) crosslinking, Topdown TR E ICER T,

B BESHEERBEOYINIIT

FEAEDBESTEBMBORTY IR IT7TIE mef T71IL(E—=DURRDTFEIRT7AIV)
mzML 74—V MIHEANERET. EN5% MASCOT RZRICHIAT3EN TEFT . mzML TEFTS
Fa E—JICEE TN EEVCHUEIRETCENZRMUIZE T 7AMIIVEANRTNTVSIENELRLL
TY,

11


https://www.matrixscience.com/help/data_file_help.html#FORMAT
https://proteowizard.sourceforge.io/
https://www.matrixscience.com/distiller.html
https://www.matrixscience.co.jp/distiller.html

4. MASCOT Server FEHE

CDETIE MASCOT Server CIRRERZ{TDAEICDOVWTITHBALTLET,

4-1 TIX MASCOT Server ZRYrJ—J L THETIAEICOVWTIHRRALE T X2 4-2 TIE
AISHDF TERBLUZ mgf E ANT—HEULT.WEB TSI ENULT MASCOTIRREERET D HEE
CERFALE T,

4-3 LIFETIE raw T—ID'5 mgf ADEZEHT D EB<BRRZRBEIT D HEICDOVTITREMN
UZE 9 .4-3 [& MASCOT Server [CERT/INURILVENTLSY TRIT7 MASCOT Daemon ZfF D7z
BFRFHE TUT 4-4 TIREEDHEBEA—A—DRBELTVDYINIIT7EE> TIT I HEDHEIC
DLWTITERHWZUET,

4-1. TURL]& MASCOT Server [RYETJ—2_LET MASCOT Zi5E9 34 E]

MASCOT Server [& WEB 77U —23rTHY. BOBEEHZVWEHOIVE1I—49—H5
MASCOT Server &= URL THEEULFE I,
URL DFE ABIEUTIFULTDL D REeihE R FE T,
http:/ /(computer #)/mascot/ fl: http://mascotserver/mascot/
http:// (IP 7RL'X )/mascot/ fl: http://192.168.100.222/mascot/

MASCOT Server DIE1—9—BHEHS MASCOT ZIEET DIHE. THDLSIC
http:/ /localhost/mascot/
EL\D URL TIEETEDRENFEAETT,

£y i i
O (i localhost/mascot;

MATRIX
SCIENCE

GG Access Mascot Server  Database search help  Contact

—7 MASCOT Server &[EFIDIVE1—5—HS MASCOT Server % URL TIEETDHA.
JE31—9—RE P PRLADEESH, HDWIEEAEARIREMIDWTIET—RINA(T—X T,
IP PRLZD ALY RIGHRAHEAZR D728, MASCOT Server [CEE IP PRLUZANEIVIRSNT
WBHRIE IP PRURTODREEZ T2 ANKUAIREMENE<EHR CTEFT.—A RVEIT—IDLEH
& LT DHCP REEMA IP EVHTHAITONTVRBEIFIVE1—9—RBICLDIEEETDIET
BREBEIND IP PRLURICEX T BENARETT,

12


http://mascotserver/mascot/
http://192.168.100.222/mascot/
http://localhost/mascot/

4-2, TIEH I 71IV%E WEB TSI TR

ASHDHECT—IEBRETOEANIPAINEFETICHE >TVWAES . WEBTSUHEFEST
MASCOT Server DIRZRETIBNTEIET, PMFOBZEE MIS DIBEIZAITTIEALET,

O E=JURNI7MIVTFRANZ R

@ TSUHERIE. MASCOT Server A7

3 Home -> Access MASCOT Server

@ T[Peptide Mass Fingerprint |D[Perform search |
B BRFEINTA—=Y—UMUVICANT Y ZIEE

® [Start search|/NY 2 Z#F & THRRET

@ I Incalhost t 4 ] t I s U & &

MATRIX
SCIENCE

MASCOT Peptide Mass Fingerprint

Access Mascot Server

Yiou Can Pobeil searches Do i Mascol Serae’ L Four name Email
Tieds by lobead Por indersctive searches, whant vou &
paramsten. For atomated isarcei of batctan of Search tithe

M DidiSdadh & & Windowi PL L b oufid &

searchas from Masoot Distiler and many instrume|  Dotabase(s) [Human EST - Enryme | Trypsin w
acpiications usT
fprobainsF orfdansal Allewr up o | 1w | missed cleavages
(RAR

b 2probeing =
Peptide Mass Fingerprint ssbrmong.pratsing

{4 Tha axpearimantsl dita are & ks of paptide madd Taxomomy | Al enires i
. Fimod [— none selsciad — Acatyl (K]

LiCh a5 rypses
Perform iearch §Fxsmple of resuls report | Mo | mpdiflcations » A._-m,l - aren
Acetyl (Protein M-tearm)
Amidated [C-tam)

Seguance Queary Amidaln!d Prrodein C-tams)
Display all modifications. Ammania-loss (M-taem C)

O oF MO paplide Mads values sssociated with Cmbamidomatind (C)
-t o b 30 a----.-l.:--.a B Varishle | nong sefesiud — E Carhamidomethyl (H-term)
supsr-ast of & sequencs Lag query e a F

. ! 3 madifications > Carbamyd (K}
Pasrform seanch | Exampls of results report | Mo " Carbamyl (M-taem)

Cabaxyristiyl (C] -

MS5/MS Tone Search Profeln muass kDa Peptide tol. 2 |12 Da
Identfication based on raw M5/ME data from one Mass values ®put M M-H Hg..plm:.l.'-: L3 j_v.@r_gg

L

Pafoim Seaich | Exdmpla of resuls mag=st | Mam _

5 pata file| 27 ILOHR | 27 ILFEREFNTOER A
ey

Search form defaults

Save vour preferned default settings a5 a browser

Data Inpat

[T @ Report top | AUTD | hits
I S Search ... I Resar Form

13



@ mgf/mzML 771 )L %%l

@ TSI ERIE. MASCOT Server A7
3 Home -> Access MASCOT Server

@ TMS/MS Ions Search D[ Perform search |
B BRFINTA—=Y—IMUVICANT Y ZIEE

©® [Start search|NY 2 ZHF & THRRET

@ kocalhost ¢ f t s U & &

MATRIX MATRIX

SCIENCE
SCIENCE
R e

MASCOT MS/MS lons Search

Wored naives Tl s naail

Access Mascot Server

pd N 03 thed Mascol Saivl ulng M wil brs Dstahsasds) Sl A . [T T T p——

Srarch Wb O b 07 AUT0ENT

dzr irBpractivs srmrches, whers you e superimasting ; PSS W fPasiuied
utomated searches of babches of fibes, iy Mascat P UUPAZS. E ook K12
. = U3 B N

f & PE i i o
4 . . ) vy danul Al

Husad_EST
APpRCabong o T L
KEST BS54 onTrap
FRIOE  Combaveruds

PRICE_F ok =
Peptide Mass Fingerprint
Tanpnerey Sl (SO L L e (D e | -
T xgirirmantal Selh e b e of paptids Mkl viloed bom tha & Inrymn [Topaed = e e ot [T = | et e
spacilc gngyme sk g brypsEn T bis " . -
Queardialisn P £
Perform search | Exampls of results report | Mars indormation
Crossinking Pom o
Fimed nora e - ATFA LA
madilivalion. MyopLaviay (K]
Sequeance Query - TFALIC-tore)
el o moee pepiice mass vMuEs 3550l sted with infoemrgtion Pach - Rt 8.
: E - e N o H-0yEPAT [T
Safuahis FINAE, BRD B ribsimation, MY age Draplay o =sdla, ghers Aty (G
ssper-pet of 3 segeence Eag At IR
Variahle  Tone sl Bovbd iH-lrr)
Perform search | Exampls of results report | Mars irdprmation readiliallene Aty [Py WS |
Aoty 151
P 1 =
MS/MS fons Search Irror Spderasd | Buicrgis jovond pos reerth of priind modd
?
ASasE b e baaed on raw HSHS dety from one or moere pepiides.
~ ) , Poplide bely & 1} s ~ #V(0~ wspumsel g 04 [
r WEvampls of results repart | Mare irdormation
Bata e | T LERR | EREATORT
@ il Pl | RN T v
arch farm defaults gt [Fiaiaci B
Saree v preferned delaul setiirgs 35 3 browser (ool Rarger inm | 1% -
muchine baminsg B sstrs rewis men mamae wareng | i
# M
Doparpi. il Fot pspman frray WA e urvreed Peed rExh "

4-3. Daemon Z{F> T raw F—Y = EEEE

BEl raw J7MIVH5 mgf TP ZEETEDNKRERIFE. MASCOT Daemon £ TEHE
TOI3LZNMUT raw T—INSBEMICEHU D DIRERET D AENHUET,
2

https:/ /www.matrixscience.co.jp/supportpdf/ MASCOTDaemon_ver30 manual.pdf
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https://www.matrixscience.co.jp/supportpdf/MASCOTDaemon_ver30_manual.pdf

DI3.F1—FIPIVIP.11~)ZEELLZETL,
T TOT S5, ULT ProteoWizard & MASCOT Distiller RT3 AEICDVWTENEFNSENRN
LET,

4-3-1. Daemon + ProteoWizard

FRRIEALE
https:/ /www.matrixscience.co.jp/supportpdf/ MASCOTDaemon_ver30 _manual.pdf
DI3.Fa1—rJFPIV]EP.11 ~)|?."\ ProteoWizard Z# > CTEBMUTREREZITO>OTCVET . FULLIE
Fa1—hI7INETESLEE

Uéﬂ?\]@lﬂé%it&)f:\ Eﬁ%@%ﬂlﬁl:m\ruﬂcz‘%m LET,

@ Daemon ZCH)

@ Parameter Editor ¥ J TIRRFHZIEEL. FRMZ T 7IVICRIF T Bz Save | F7z[E I Save As |

Q) Task Editor ¥ T THRIARENRNRD I 7V, INTAX—=FTPAIVEEE

@ Task Editor 7 M[Data import filter ] CIProteoWizard msConvert | Z:#E#RU. [Options |
(MDIPeak list format] CIMGF ¥ ImzML|ZZIRLTHSTOKINY 2o MGF H mzML HME. £5C3

TEREURLINTA—=FT 71D file format BEICEHED,
® Task Editor ¥ 7 CIRunlNY U ZI 9 C & THREREST
©® Status YT ITIRZREDEH NIRRT IRFRT T 9 2 EHEREEADURLDIRREINDSDTI YD

D~ODOFIBIZ OV TERO—EE AZEAREICS T VETDTEESEHETISBIET L

4-3-2. Daemon + Distiller

Mascot Distiller *RFUIE1—9—IC1 VX =)L E Nz Daemon ’C“lat Z 025 LIC Mascot
Distiller Z{FERAITI3ENTTEXT . FIEIL 4-3-1 &FERUTIN, T—9ZBREDDIEEEFFTH D
O DPUERYZET,

@ Daemon ZCH)

@ Parameter Editor ¥ 7 TIREBEFMHZIEEL. RMET7NIVICREF T B2 Save |z Save As]

@ Task Editor T TYRIZRBENRD I 7, INSAX=FT7(1IVEEE

@ Task Editor 7 M[Data import filter] CMascot Distiller | Z&ERU. [Options D
[Data File Format|C raw J 7LD % [Mascot Distiller Processing Options] T
ZTHOBRICERTHE—IZBAD/IN S A= — Y b EBRUTHSTOKINY V= T

® Task Editor ¥ 7 CIRunlhNY U ZIY C & THRZREST

©® Status Y TITHRERDEW DR IRFT T I EBREAADURLAFRRIINDZDTO YD

O~@DFIEICOWTERD—BERBHMNRAICCIVWEITDTESSEHE TSR
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https://www.matrixscience.co.jp/supportpdf/MASCOTDaemon_ver30_manual.pdf
https://www.matrixscience.co.jp/supportpdf/MASCOTDaemon_ver30_manual.pdf

@3 Mascot Daemon - m] x
File Edit Help
s e ot e ] @
r—Parameter set
Filename: |C¥ProgramData¥Matrix Science¥Mas.. ¥defauk par New I Open ... | Save | Savels ...
All Searches
User name [<mascot_user_ful_name> User email |cmascot_user_email>
Search title |qadtname> (<parameters>), submitted from Daemon on docalhost>
Taxonomy |All entries - Reporttop | AUTO vl hits
Databases | SwissProt Select Databases Protein mass kDa
Decoy - Enzyme  [Trypsin -
 Fixed Select Modifications
[OAca Max. missed cleavages m
Monoisotopic ¢
Variable [Oidation (M) Average c Peptide charge [2+vand 3+ v|
modifications
Peptide tol. = [0 [ =] #13¢ o +]
MSIMS
MSIMS lons search Dt @ W o
ascot Daemon -
Error tolerant search [~ MS/M
File Edit Help
Status | Event Log [ Task Edtor ] parameter Edtor | @
»'-'F.Ef—@ 7Tﬂk
P set Data import filter
C:¥ProgramData¥Matrix Scienc.. ¥default par | |— None — ;I

i~ Data file list

E)F

low or click on

Drag and drop datg;lles into the area

[| {Mascot Distiller
Proteo\Wizard msConvert

D¥installer¥ MASCOTWin 270¥mskk¥sampledata¥S|

" Real-time monitor

Delete

" Startat |21 21 - 15:59 ==
" Start on completion of nning batch tasks L]

I~ Merge MS/MS files into single search

" Follow-up Search priority |0 -
—Actions

Auto-export ... | External processes ... I

—Follow-up

> [ No follow-up required = Jo
I Discar

Folde Add Files . | =
=]

| Value

C:¥temp¥DistilerDataFilder¥ DDAp-Plasma_Sng-mL_014.m:
20210310 Tutorial Search 02 by Takaesu (C:¥temp¥Distille
T cell receptor alpha variable 26-2 0S=Homo sap

TVAZ2_HUMAN

: 6
iens-OX=

SwicePer 2020 0N facta

@ Mascot Daemon
File Edit Help
EverlLog' Task Edtor | Parameter Edior |
'] Task Database Parameter
E-@ 1: Tutorial Search 02 Data file
.~ DDAPlasma_SngmL_0° Search Title
. ~{] DDA-Plasma_25ngmL_( Accession
{j DDA-Plasma_50ng-mL_( Protein MW
{55 DDA-Plasma_blank_011 s
H A
T | P
l‘;—l DDAp-Plasma_25ng-mL_ Flas ok
i-{i=] DDAp-Plasma_S0ng-mL_
] oo Resut file URL
@ 3: Tutorial 03
Cache folder
Search submitted
Search completed
Last event

12278
http:/Aocalhost /mascot /cgi /master_results pl 7il
C-¥ProgramData¥Matrix Science¥Mascot Daemot
2021/03/11 10:50:50

2021/03/11 10:51:22

2021/03/11 10:51:19 Search completed
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4-4. BEPHEEA—N—DYVIFIIT7HSIRER

BMHTERBUTCLSIRBEDAEREGFANIC. BEEFHEEX—N—ICTRFTLTVW S ZEEN
VIRIITHS MASCOT ZMHUHEUTRERZEITDOAENHVE T, TDIHFE . MASCOT Server &
BEA—HN—VYVILII7IFEXRNICHMNDIIELI—F =AMV A=ILTNTHY. . EEX—H—
YV JRDI7 LT MASCOT Server % URL TIEET DHICRUET,

BHEASESVHNRVIBEEDLRIVTER CI TVWRWNERRT D0, VY INII P THRESE
T5RIICALIYE1—5—0 WEB J35JH T MASCOT % URL }EEUT.Home BEEZMA<EN
TEDINWT CHERE<EEHRULET,

BRREBEREEDLSICHAITEINEYVITNIITICE > TERYET, #RFRE MASCOT Server D
REEREEN T TV TRRINDIT—IEHNIE MASCOT Server DRRERDEUETZFM
RKEX—N—DOBHV/IFIIPICRYRAENRKRTIINDIBEHVET . LWITNDT—XICHENTE
MASCOT Server CIHRERINIZABIEHT MASCOT Server [ZF&Y . MASCOT D Search log REHS
39T 2EMEBETY,
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5. RFBINOA—=F—ET—INR—2R

CDETIE MASCOT BERFFICIEE T D/INTA—F—[CDVWTEHBHLTLET,
5-1~5-3 TIEBRRFIEICHITEINTA—=9—ICDVWT . REFERICTI DI DHBELTUVET,
5-4 ClE/NTA—I—DHTHRINAXAGRIERICDUV T, 5-5 TIIRERRDT—IR—X[ZDNT,
5-6 Tl WEB TSI THRRZITIIZTZIHD cookie MEEEFE D TFHUVDEM[FES /INSTX—F—D
BREFREFITDAEICDOVTHALTLED,

MATRIX
SCIENCE [ search this site |

[Xee=CEN U ELlen lelsla%=1a Database search help Contact Useful links

Mascot database search > Access Mascot Server

Access Mascot Server More info

You can submit searches to this Mascot Server using the web browser search forms, below.
This is ideal for interactive searches, where you are experimenting with the search
parameters. For automated searches of batches of files, try Mascot Daemon. Links to install
Mascot Daemon on a Windows PC can be found on the home page. You can also submit
searches from Mascot Distiller and many instrument data systems and third party software
applications.

» Mascot overview

> Search parameter
reference

> Data file format

> Results report
overview

Peptide Mass Fingerprint

The experimental data are a list of peptide mass values from the digestion of a protein by a
specific enzyme such as trypsin.

Perform search | Example of results report | More information

Sequence Query

One or more peptide mass values associated with information such as partial or ambiguous
sequence strings, amino acid composition information, MS/MS fragment ion masses, etc. A
super-set of a sequence tag query.

Perform search | Example of results report | More information

MS/MS Ions Search
Identification based on raw MS/MS data from one or more peptides.

Perform search | Example of results report | More information

Search form defaults

Save your preferred default settings as a browser cookie.

©2021 Matrix Science | Terms of use
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5-1. PMF : RFR/INSA—5— —§&

MASCOT Peptide Mass Fingerprint
(2)
(1)

Email |

1= |

Your name | |

(3) search title |

=\
)
(4) Database(s) |PXD001385 - Enzyme |Trypsin v |
SARS-CoV-2 (6)
SwissProt Allow up to |1 v | missed cleavages
test2
Trembl h
) Taxonomy |All entries v |

(8) Fixed |— none selected —

modifications

1TFA (C-term)
2PropGlyGly (K)

2TFA (C-term)
BC-CysPAT (C)
BC-CysPAT (N-term)
Acetyl (C)

Acetyl (K)

Acetyl (N-term)

Acetyl (Protein N-term)
Acetyl (S)

Alexad88 (Q) hd

O Display all modifications

(9) —_none selected —

Variable

10)

Protein mass

(11) peptide tol. + [12 |[Da

v

12)Mass values

13) Data input

®@mu* Om, OmM-H"

@ Data fne| JFAILEER | BRENTVWERA

O Query

(1

(14|)Start Search \

PMF #ZED/INTAX—9—|Z DT LIEIEICERAALVZUE T,

(1) Your name, (2) Email, (3) Search title

REM R DK D2 RFERBEEITOC Search log [CHVWTHRRODABTORRE I DIEIC
FRALEXT . EFRDOXFIZEANFIEETY . Email [CDU\TIE Email CIRERGRZEINT D/REDHREZ
LTWRWES AERDRADYELTHERTSEEREETT,
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WX MASCOT Search Results

User : Monitor Test DB 0
E-mail :

Search title : M5/MS Test Search
“MS data The . eorsaarci.mar
Database : UP5640_H_sapiens 20201007 (100,100 sequences; 40,284,240 residues)
Timestamp : 12 Aug 2021 at 03:59:52 GMT

Re-search | @ All O Non-significant O Unassigned  #Thelp] | Export | As [XML

MASCOT search log

Version: 2.8.0.1 - mskk (UC2H-LHC6-Z3V8-W62R-K3M8)

Sort /filter | Log File: [ N Ctort ot (1 _omd 1 _cbart) [ o boy W\g iplagateatar Sliars Dats dic CETeo. [

Job# PID dbase User Name Email Title

@ o} (e} O (e} (@)

1247 12096 SwissPr Copy .of raw 03 (C:¥ProgramData¥Matrix Science¥Mascot Daemon¥parameters¥defaultfpa
submitted from

1241 5016 UP5640 8H Monitor Test DB 0 MS/MS Test Search

1240 11760 SwissPr Copy .Of mgf 02 (C:¥ProgramData¥Matrix Science¥Mascot Daemon¥parameters¥defaultfpa
submitted from

1239 8376 SwissPrdd Monitor Test DB 0 MS/MS Test Search

(4) Database(s)
BRERWNRDT —IN—ZZEIRUET . T—IR—XITIXLLTD 2 FEEH S BIRABE T,
- AA : Amino Acid, 7=/ BEEC5
- NA : Nucleic Acid, #%B&HC5!

Ctrl F—ZHUBHNS5 IV ITEETEREBDT —IR—XEEIRTEFELTEXT,

(5) Enzyme
FOINOEDYIMTING — D ZEEELE T,

(6) Allow up to
Enzyme sREICDWVWT, VIMEFRERESNIZE/MZE NEREVERUERTFREFRTIENTE
F I HIAIL Trypsin BRETIE K,R D C KD UM NEI D

EGRNRFPFLSLSOR

EWVVS BRSNS D7235E . missed cleavage FREM 0725
EGR

NR

FPFLSLSQR

EWVD 3TEDNRTFRDAHZEEREUE T . missed cleavage M 1 DIFE. LELITMNZ
EGRNR
NRFPFLSLSQR

D2 BADRTFREER T ORNREVTEMINE T,
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(7) Taxonomy

EMEDRYIAHICET BRETT, Taxonomy HENINTNBT—IR—X (SwissProt HE)DH
BAARTT . RETNTLWRNWT —IR-—XFERALVEBE. I5— XV E—INETERIMNRER
BEG<EKITTEENTETET,

YZRNCEREH INTVRIEYREICDOVLT, I—F—DNAHRIVAI AT RIELARETT,

(8) Fixed Modification, (9) Variable Modification
E8HICEAT B ETT . sk ELIEIHBICDOVWT MR 7P /BROBEDZEILZERLE T, (8)D Fixed
EFHRDINRTODTPI/BICOVWTHEELVZABICEENEELXT.—F (9) D Variable [ZEEN
DLNI=DEDWBRVWNY—2UDEAZERBLR T MAZERT D20RMENFSEDICBATTHN
REFRENR<RDFEXTPI VI TAHICRYBRIELICLLKGED EWD T XY BYUET,
Bzl d 2Ha. GRIICHD IR SRIEEBZEV . EAFRICHS < K9 ZHUT Fixed X
fz1& Variable modification X EEB & U TIEELE Y,

Fixed |--- none selected --- Acetyl (K)
modifications Acetyl (N-term)
Acetyl (Protein N-term)

Amidated (C-term)
Amidated (Protein C-term)
Display all modifications [ Ammonia-loss (N-term C)
Carbamidomethyl (C)
--- none selected --- Carbamidomethyl (N-term)

Carbamyl (K)
Carbamyl (N-term)
Carboxymethyl (C) -

Variable

FEU AT INDERIEFERARERREN S —E T EBEDEVWEBIC DV TIFFIHAIC
RRTNBVELDICROD>TVET . TNODZTDME<LDHREZRIIEDICIE. BEFRICHD
Display all modifications]ICF TV I Z ANSETHEAID'JZASNZEILL MASCOT [CEFHFINTL)
DIRTOERNI ANIFRRIINET,

(10) Protein mass

SUNIBDEEICHT D ERETT , T—IR—RIZIUN)—INTVBEINDERICHTZIEET
[FRLVYFUERRTFROSERE N Kinflle ¢ Rl Ty FULMEEBZERNRELT. €D N Kin
"5 C RiFXTOEIIDEENHBERNREQRVUE T |2 TREFFD T 1LY —TIER < RRERE R
RFD T 1L —E U THBELE T,

(11) Peptide tol.x
RITIFREDEEICDVWT, BAHEN SFHEINIEERTFRERIINSHBEINEEDFFEEETT,
A—H—RITEEDANRY IPHERICTo2Fr )TV —Y3aVDRBREREIGEEEZHMIUET .

(12) Mass values
PMF RRZRICHWTIIT—DEE—IH MHHD M-HH HDVEAAUHERFLTVWRVWEBEICIHRE
INEEDRBRONMNERELET,
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(13) Data file / Query_Data input
R query ERDT —YEEELX T, 7ML TEIH X Data file TEH T 7 MIIVEFIRULE T,
— A I7MIVTCR<KEET —YZE AU TCETIBS. [QuerylZ1EEL T, [Data inputli#llCT —% %5
AEBEURIFHUES (FR) . T—F T4 —<YMIDWTIE3-1-1.PMF THIST DI 7MIVTA—T V]
JELIZTW,

O Data file BIRENTWERA

® Query
Data input §g§ Sg
911. 23
1029. 64
1119. 53
1218. 67 /

(14) Start Search
RRZFIBLE T,

(15 Reset Form
INSA—=9—E&EZ=T IAIVMRREICRULE T,

5-2. Sequence Query : RFR/INSA—H— —&

MASCOT Sequence Query
) ) —
(3)Search title | |
(4>alabase(s) Human_EST (5) Enzyme
contaminants
cRAP (6) Allow up to missed cleavages
IPI_human
Mouse A (7)Quantitation [None ~
(8) Taxonomy |All entries v
(9) Fixed |- none selected — 1TFA (C-term)
modifications 2PropGlyGly (K)
2TFA (C-term)
6C-CysPAT (C)
6C-CysPAT (N-term)
O pisplay all modifications Acetyl (C)
Acetyl (K
(10) Variable [—-none selected -— Aceg\ :N?term)
modifications Acetyl (Protein N-term)
Acetyl (S)
ya \ Alexa488 (Q) =~
(1) (12) (13)
Peptide tol. + [12 Da ~]| #13c(0v]| MS/MStol. + (06 Da v
[-Peptide charge [Mr ~
(15)  quen
vz
(Le) :
Instrumen t | Default ~
k) (18)

(1) Your name, (2) Email, (3) Search title

KEHICHD KOS RRBREMIVIC Search log [CHEVWVTHRROHNBCRRE MR T DERICHE
AULE T ERDXFIE ANABETY . Email [CDUVVTIE Email CRERZRIREDFHREZTL TLVRL)
e AEROADYICERTEIBEETERT,
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NYES MASCOT Search Results

User : Monitor Test DB 0
E-mail
Search title : MS/MS Test Search
Database : UP5640_H_sapiens 20201007 (100,100 sequences; 40,284,240 residues)
- £ = 4 A 20704 £ AD.C0.07 MAT
MASCOT search log
Version: 2.8.0.1 - mskk (UC2H-LHC6-Z3V8-W62R-K3M8)
\ Sort / filter \ Log File: \ logs/searct ; ' * s ; i
Job# PID dbase User Name Email Title
) e o o o o o
| —— I |
l 1942 12096 SwissPro Copy .of raw 03 (C:¥ProgramData¥Matrix Science¥Mascot Daemon¥parameters¥defa
submitted from
l 1241 5016 UP5640_M Monitor Test DB 0 MS/MS Test Search
1940 11760 SwissPro Copy .of mgf 02 (C:¥ProgramData¥Matrix Science¥Mascot Daemon¥parameters¥defa
— submitted from
1239 8376 SwissPro | Monitor Test DB 0 MS/MS Test Search

(4) Database(s)
REWNRDT —IN—AZBIRUET . T—IR—RIZIZLLTD 2 BENHYUET,
- AA: Amino Acid, 7= /E&ECSY
- NA: Nucleic Acid, #%E&HC5!
Ctrl F—ZHU N5 IV ITHEETEREBDT —IR—XEEIRTE2FELTEXT,

(5) Enzyme
FOINOEDYT/ING— &R ELE T,

(6)Allow up to
Enzyme 3EIC DU\ T, IMTERTE BES N NERBUERURATFREFRT SEN TS
FI.HIZIE Trypsin RE TlE K,R D C RImH HIETINE I H,

EGRNRFPFLSLSQR

EWVSERSIN G D235 missed cleavage FREN 0 25
EGR

NR

FPFLSLSQR

EWVVD 3TBEDNRTFRDAHEERUE T -, missed cleavage i 1 DIHE. LECITINZ
EGRNR
NRFPFLSLSQR

D2 BADRTFREER T ORNREVTEMINE T,
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(7) Quantitation

EE2TEICEA I SIHREEHTI, MASCOT TI& | Quantitation | None -
Spectral Counting M 1 #&Td % emPAI [CDUWTIXZZ | Crosslinking ir}'?fo 4plex M
TR BCLA<BREEICAMNICRRINGS, | Fxed |00 B e

COREARIAOR, BRI T HUEASY | | T §§:Z§
FI.BIRBEADSS. BAICIMDIA DV TLRWEDIC mgrgpﬁglex
DU\ TI& MASCOT Server 28I CEEENAIRETT,

[MDJA 512DV TV BIREIC DN TIREHEDReIC | Variable | s muliplex
UJRIIP MASCOT Distiller GFEEII—IVEEIN | |\ohl s wemgonttvnt
WETT, EESDFEL. EEFREERBTHI2HDY ICPL duplex post-digest [MD]

Peptide tol. £ | o - riplex pre-digest [MD]

VT IVAIEE . MASCOT TOEFIDREIEHEDIERN % ICPL quadruplex pre-digest [MD]

_ eptide charge 180 correctgd [MD]
BIZRYZET, 15N Metabolic [MD]
= e . i 15N + 13C Metabolic [MD] ,
FFHHIXI 10-2.Quantitation | & CE 2T, Pataflle | CLAC K+6 R+10 [MD] )

(8) Taxonomy
EEDRYAHICRET BRE T I, Taxonomy RENINTULNDT—IAR—2 (SwissProt &) DH
BRAAETTREINTVWRNT —IR=RICEALEBEE. I XV E—INEFITHNREIL
S <EITIBENTETHT,

YZRMCEREINTUVREYREIC DWW, I— 1 —HWHRIVA AT REEEEETT,

(9) Fixed Modification, (10) Variable Modification

EERICRET DX E CT . sxE UTZIHBIC DWW T RET7I/BOBEDZELEERULE T, (10)(D Fixed
[FRWERDINTOPI/BICOVWTHEEVEABICEENEELE T, —A (11) D Variable [HEEHN
DLNI=DEDWBRVWNY—VDEAZERBLRT . BAZERIT DDRENFSKIIICBATTHN
REFENREDIBEREHE TAHICRVREREUICKLKBDENDITAVYENHYET B EIEE
9555 BAICHD VAN GZEERZREU. EARICHD < NI ZUT Fixed F7zld Variable
modification BEHEBEE U THEELE T,

Fixed |--- none selected --- Acetyl (K)
modifications

Acetyl (N-term)

Acetyl (Protein N-term)
Amidated (C-term)

Amidated (Protein C-term)

Display all modifications O Ammonia-loss (N-term C)

Carbamidomethyl (C)

 |--- none selected --- Carbamidomethyl (N-term)

Carbamyl (K)

Carbamyl (N-term)

Carboxymethyl (C) -

KRNI PHR RSN D EMIIERTRERREDC<S—BTHEEDEVEBIC DWW TIFHIHIC
RRINBVESCBEOTVERT ENODZEDMEDHREZRRIEDICIF. BEFRICHD
[Display all modifications]ICF TV I Z ANSETHEAID'JZASNZEILL. MASCOT [CEFHFINTL)
DINRTOEEHN) ANIFRREINET,
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(11) Peptide tol.*
RIFREDEEICDVWT, BRHEN SFHEINIZEERTFRERIINSHBEINZEEDFFEEETT,
A—H—RAITEEDARY IPHERICT2Fr )TV —YaVDRBREREIGEEEZHMUET .

(12) #13C

BEDITEE COREIER. 12C DHNSEBRINDIRTFRTIIRLS 8C ZEERTFRZRVAAT
WBZENBYFET, ZORECDEREEDITNEFET DRHD/INTA—I =TT, RTFRDIERE
[CXUTHERINET, EEC(11)D Peptide to.£% TOL, EREWVICERENDEEEZEFTNETN
exp,calc ERIFITDHFH. BHEE
TOL > |exp — calc| DRDHZEIYVFEHRULEXITH,
CDEREMEZ 1 &UIZBIE TOL > |exp -calec-1| EYYFEHFRUET,
FREEE 2 EURBAIEEEICIA TOL > |exp —calc - 2| EYYFEHARULET,

(13) MS/MS tol. %
RITFEDITSTAIEDEEIZDOVWT, BRENSEHEINLEERTFREFINSETEINIZEED
FRRETT EHEDARYIPHFIIT 22F v ITL—U3VDERZE L EISEEEZHRUE D,

(14) Peptide charge

BEIMERINQRVINTIX—I—TT, VI—7T—FDHI(C charge(RTFRDERICEATDIHFR) N
BENRVGE. CCTHREUVEENMERTNE T LELIFEAEDT—RICEVWTARTFROERIC
g 2BMETPIIVICEENTVT, ZDIFECCTIREUVEIIEBEINE T, J7IVNTERIKR
%9 charge T ARICEFNFETCSTRVWIT—ATEHEMEE LT charge=2+,3+,4+ REDEMN
SEATNTVBRIENZLzH, CONTA—I—ZFERLRITNERSBRVNT—RIEHFWHY FE A,

(15) Query
R query ERBDANT —IERRELE T 7SI /BEHIDWLONHEKICEET 515FHRE T ILY—&UT
FAITDENTETET, Sequence Query DICEIC DUV TIE
https://www.matrixscience.com/help/sq _help.html
EJlrs
http:/ /localhost/mascot/help/sq_help.html

CEETL,

(16) Instrument

TSR INE—OEBRBEENYVF VI TRR BRI DAA VI —ZANRTSITAIE—IDEREIC
B9 3BHmNERINLEYNCRER) T, MS/MS ICEWTHETEITTITAIENI—2DABIC
ISUCGERUTT IV REENENDDIETERBEDYYF U IIRNRANZENDY . MASCOT D Ion Score
MNZEDY OWTIKRE/BREEN > TLBHTENRHBYET,
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https://www.matrixscience.com/help/sq_help.html
http://localhost/mascot/help/sq_help.html

EST | MALDI MALDI | EST MALDI | MALDT
Default | QUAD | TOF ESI JESL |ESL | . 4 FTMS | ETD QUAD | QIT MALDL | CID+ | oy hD | EAD
ToF | psp TRAP | QUAD | FTICR | _ secy | ECD | TRAP| S 0 TOF 1SD ETD
X X X X X X X X X X X X X X X X
X X X X X X X X X X X X
Imm. X X X X X
a X X X X X X X X
ax X X X X X
ag X X X X
b X X X X X X X X X X X X X
b* X X X X X X X X X X X X
b0 X X X X X X X X X X X
c X X X X X X
X
¥ X X X X X X X X X X X X X X X X
yE X X X X X b4 X X X X
yo X X X X X X X X X
[4 X
zZt+l X X b4 X
z+2 X X X X X
¥b X X X X
ya X X X X
highest
d X
v X
w X X X X

(17) Start Search
RBRZERILE T

(18) Reset Form
INSA—=F—REET IAIMREICRULET,
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5-3. MIS : RFRINSTA—H— —&

MATRIX
SCIENCE (s eea |

mm:cess NUEEWI@NaIl Help Supporte Training & Monthly newsletter &  About

Access Mascot Server = M5/MS Ions Search

MASCOT MS/MS lons Search

(1)  Your name [Taklaesu | (2) Email

(3) search title [search test 01 20250301 |

(4) Database(s) [SwissProt (AA) UP5640_H_sapiens -
UP589_M_musculus
UP625_E_coli_K12
UP9136_B_taurus
Nucleic acid (NA)
Human_EST
Spectral library (SL)
NIST_BSA_lonTrap
PRIDE_Contaminants

PRIDE_E coli v
(5) Taxonomy [.. . . Saccharomyces Cerevisiae (baker's yeast) v |
(6)  Enzyme [TypsinP v (7) Anow up to missed cleavages
(8) Quantitation [None v |
(9) crosslinking [None v |
(10) Fixed |- none selected — 1TFA (C-term)

2PropGlyGly (K)
2TFA (C-term)
6C-CysPAT (C)
6C-CysPAT (N-term)
O Display all modifications Acetyl (C)
Acetyl (K)
- none selected — Acetyl (N-term)
Acetyl (Protein N-term)
Acetyl (S)
Alexa488 (Q) v

(12) Error tolerant [J Automatic second pass search of selected modification classes

(14) (15)
(13) peptide tol. + [12 |[Da ~| #13c[0v]| Ms/Mstol. + (06 |[Da v

(16)  patafile [ J7La®R |ERENTLEEA
(17) Dataformat |Mascotgeneric v

(18) Instrument | Default v |

(19) Target FDR [1% v

Use features calculated by Mascot

(21) DeepLC model for retention times [full_hc_unmod_fixed_mods v

(22) M™s2PIP model for spectral similarity | CID v

@) @0
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(1) Your name, (2) Email, (3) Search title

MRFERBEMEIE U Search log [CHVWTHRRODABCRZREZHERIDIEICEALET (TR AR
DX FFZ ANFEETY o Email ICDUVWVTIE Email CRERZIRTREDEREZL TLVRWVEE XERD
RDOYVICERTSIEELTEET,

NRE MASCOT Search Results

User : Monitor Test DB 0
E-mail

Search title : M5/MS Test Search
m - h:cl’_canr(“h faatatd
Database : UP5640_H_sapiens 20201007 (100,100 sequences; 40,284,240 residues)

MASCOT search log

Version: 2.8.0.1 - mskk (UC2H-LHC6-Z3V8-W62R-K3M8)
Sort/filter | Log File: | /logsiseaffhes.log Start at: (-1=end, 1:sta7rt) -1 how many: |50 ©1n log, 6 after TMers. Data A GEls?: T
presios | rJ [ [

Job# PID dbase User Name Email Title
® (@] (@) (@) (@] (@)
N | | N I I |

Copy of raw 03 (C:¥ProgramData¥Matrix Science¥Mascot Daemon¥parameters¥default.pal
submitted from

1241 5016 UP564@ _H Monitor Test DB O MS/MS Test Search

1242 12096 SwissPo

Copy of mgf 02 (C:¥ProgramData¥Matrix Science¥Mascot Daemon¥parameters¥default.pa

1240 11760 SwissPo .
submitted from

1239 8376 SwissPflo  Monitor Test DB 0 MS/MS Test Search

(4) Database(s)
BRREFNRDT —IN—ZAZBIRUET . T —IR—REKESLDFTRELUTD 3 ENRHUET,
- AA: Amino Acid,” = /E&ECH!
- NA: Nucleic Acid, #%E&HC5!
- SL: Spectral Library,E—J XN BEISHEUVERTFRODISTAINE—DT—5
Ctrl F—ZHU N5 IV ITEETEREBDT —INR—XEEIRTE2EFELTEXT,

(5) Taxonomy

EYFEDRYIAHICRAT BRE T, Taxonomy RKENINTUNDT—HIR—X (SwissProt HE)DFH
BARRE T RETNTVWRVNT —IR—RICEALEEE. I7—XvE—JREFINREE
TOFRFEITIEIENTEXT,
DAMIEHINTVSEYREEI D NRIVI AT HEELREET T,

(6) Enzyme
FOINOEDYT/ING— &R ELER T,

(7) Allow up to

Enzyme :RXEICDWVWT, YIMEMEEREINIEMZ REUVEREURTFRZERN T BN TEET
M ATERTRERAITCEEFBRIT DN DOV TDERETT . HIZIE Trypsin FRE Tl K,R D C FKimh T
TNET,
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EGRNRFPFLSLSOR
EWSEHIN G D155 missed cleavage 5%
EGR

NR

FPFLSLSQR

EWVVD 3TBEDNRTFROAEEREULE T . missed cleavage i\ 1 DIHFE. LECITMNZ
EGRNR

NRFPFLSLSQR

D2 BEDONRTFREERTEINREVTGEMEINET,

o7

fri}

(8) Quantitation
EETEICEHT 25X EHEB TY, MASCOT TIld Spectral |Quantitation |None v

None

Counting D 1 & T&H S emPAI [CDWTIXZZTHEET D | Crosslinking | iTraq 4plex
iTRAQ 4plex (protein)

< FEREEICBEMICRRINE T,  odiiconncd | ITRAQ 8plex
AR, EiC B T B ATy [ T e
TBIREEDS S, £AICIMD]A DL TLVRWVWEDIZDL) ;m;rgp:eszlex

TI& MASCOT Server BIR TEET N AT,

Variable | 180 multiplex

[MDIREAICDWVWTWVWBEBICDWTIEEEDZHIC |hodifications | SILAC K+6 R+6 multiplex
IPTL (Succinyl and IMID) multiplex

Y Jh 17 MASCOT Distiller(Gt&EEY 1—JUEE) s ICPL duplex pre-digest [MD]
= . o . ICPL dupl t-digest [MD
BETY.EE50F At EBHBEEHBTZLHOY T mtlilwuﬁggygzﬁﬁ
Peptide tol. !
JVRIEE MASCOT TOERIDREEE DIERNYLEIZ oo e oy gest VD]
‘ :ptide charge 180 corrected [MD]
L ij 15N Metabolic [MD]
° Data file | 15N + 13C Metabolic [MD]
S¥#A(3M 10-2.Quantitation | Z BT, SILAC K+6 R+10 [MD] .

(9) Crosslinking

RIFEDR) D h—F e FRERE CTRAVEAIET Y ZEREITIEN TEERT. COREICDOVTE
Quantitation EIRMADERELBR<SFIATITDRIEDTIREHVXBASTEZITOIRZHICIE. TNIC
BOEIEAE () H—ZERMUIZYSSIER Z I S RTAREEITNDR VR E) EFHITOTHENE
NHBIFEFN FRREBEZBAICITVW/ Y T—IEUTENZREVCEHZRERRICIEET HFIC
RYET, FFMIEN10-3.Crosslink | 72 CES/ZEL),

(10) Fixed Modification, (11) Variable Modification

EERICRAT SERE T T XELLEIERICDOVWT MR FPI/EOEEDEILZERLUE T, (10)0D Fixed
[FRERDIRNTOPI/BICOVWTHEEVEABICEENEELE T, —A (11) D Variable [XEEHN
DLNI=DEDWBRVWNY =Dl AZERBLR T MAZER T D2DRLENFSEDICEBATTHN
REFENREDIBEREHE TAHICRYREREUICKKBDENDITAIYENHYET B EIEE
9555 BAICHD AN GZEERZEU. EARICHD < IRV ZUT Fixed F7zld Variable
modification BEHEBE U THEELE T,
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Fixed |--- none selected —— Acetyl (K)
modifications Acetyl (N-term)
Acetyl (Protein N-term)

Amidated (C-term)
Amidated (Protein C-term)
Display all medifications [J Ammonia-loss (N-term C)
Carbamidomethyl (C)
--- none selected --- Carbamidomethyl (N-term)

Carbamyl (K)
Carbamyl (N-term)
Carboxymethyl (C) -

modifications

TV RAMIHHAR I I NS BERIEER AT BESE EUD;< BT HEEOEWERICDWTIXHIHIC
RATNBVNELDICBRODTVNERT . ENSDEDMHE<SDHREZRTIESICIE.EBEAFRICHD
[Display all modlficatlonsjl«.?"I‘JQ’é’:)\ﬂ%%TE@U@UZI‘fJ\EﬂSb\ MASCOT [CZEEFINTL)
DINRNTDOEERMN ANITRIREINEKT,

(12) Error tolerant
1) EENDER. 2)IERFENYIMZ IR TFR. ) 7I/BEEREER D3DZRETDIENTED
2 ERPEMRER T, 5¥f(&X10-4. Error Tolerant Search | DIEEZC&EL/ZTL,

(13) Peptide tol.*
/\°7°9'-I~“0)E%(:’DL\"C FAMEN SEHRESNEERTFREINNSHESNZIEEDFFEHRETT,
— I TEEBEDIRY IPERICIT>F v T —2a VDR EISEEEEHIUED,

(14) #13C

BENTERE CTORIER. 12C DHNSBRINDIRTFRTERLS 13C ZECRTFRERYRAAT
WBITENDBYET, EDFRECDEREEDITNERMET DHD/INTAX—F =TT R TFRDERIE
[CXHUTHERINET, EEC(11)D Peptide to.£% TOL, EREW VICEREDEEEZZFTNETN
exp,calc EXRITT 5T BRIE
TOL > |exp — calc| DRFDHZEIYVFEHRUEXITH,

DEREEZ 1 £ UE581E TOL > |exp —calc - 1| ©EYYFEHRULET,

FEREEZE 2 EUESAIEEERICINZ TOL > |exp - calc - 2| ©YYFEHFRUET,

(15) MS/MS tol.*

RITIFREDITSITAVFDEEZICDVWT, BIENSHEINEERTFRESINSHEINZEED
FARBEETYT, A——AICEEDARYIPERIITo>F v T —Ya v DBRERISEIEEZ IR
LEd,

(16) Data file
RER query ERDANT—IZEIBELVET, WEB J ST TRFEEITOHE. raw 7 —F TIIR<HI5E
AIRERTFRAMXREIE XML 74— YNIEB\EIN 2T Y ZI_EITDUNERBYET,
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(17) Data format
BERICNTS query T—IDT 7 TA4—<wh& LT, |Dataformat | Mascot generic v
Imascot generic (.mgf) 1\ TmzML (mzML)INVEERUE T | Instrument RkasdftCUCIE

Target FDR | mzML (mzML)

(18) Instrument

TSR INE—OEBRBEENYVF VI TRR BRI DAA VI —ZANRTSITAISE—IDEREIC
EI3EBRNAERINAZEYNTR) T MS/MS [CBVWTHETDITIXINNI—VDRAIC
ISUGEIRU TSV SREENENDIETEREE DV YF U IIRRANENY  MASCOT O Ion Score
MNZEDY, OWTIFRIEFBREEN > TR ENDBYE T P HRIVAXIZLKY)  Machine learning
([CRIT B EZMHAALELRRETT,

ESI MALDI MALDI | ESI MALDI | MALDI
Default UAD | TOF EST ESI ESI TOF 4 FTMS | ETD UAD IT MALDI | CID+ ETchD | EAD
Q TRAP | QUAD | FTICR ECD | TRAP Q Q 1SD ETD
TOF PSD TOF SECT TOF TOF
1"' X X X X X X X X X X X X X X X X
2+
(pre
S X X X X X X X X X X X X
cursor
z27)
2+
(pre
cursor
z37)
X X X X X
a X X X X X X X X
a* X X X X X
a0 X X X X
b X X X X X X X X X X X X X
b* X X X X X X X X X X X X
boD X X X X X X X X X X X
[ X X X X X X
X
Y X X X X X X X X X X X X X X X X
¥E X X X X X X X X X X
yo X X X X X X X X X
z X
231 X | X X x | x
zt2 X X X X X S
yb X X X X
ya X X X X
¥.must
be sig.
y must
be
highest
d X
v X
w X X X X
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(19) Target FDR
FEEHEHEL D FDR 2 XELET . BFEIE T IAIMETHD 1% FHATNET,

(20) Machine learning
BMEET7IIVZLICKLDERDOBEERZEL (refinement) ZEHELUE T, Vav b VBT EEREL
TLWBHER BRIFFIVIZANTERLTZEL,

(21) DeepLC model
RTFREFIN SFREREZ TR 509 5 ADeepLCIZFIAL. FERDIBFAE & Fi#i{b (refinement)
[CHITBEZRD—D(feature) E L THALE T, REER CIIFREICHIB I SBIENERINLEET IV ZE
BIRUET . ETIEN —Z00F7—9 Y rOABICEDVWTRIINDIFENTUVET,
FIA T 27HICIE, REFFBIBRNE query RICETAFNIREET MASCOT [CHU TRRZTO %
ENHY)EF T (Mascot Distiller ZFIFTDET. TDEHICHBRIEDIENTEET ),

(22) MS2PIP model

RTIFREFIHNS MS2 ZARIMVEFRTSTOJ 5L MS2PIP ZFAL. BROBEL B
(refinement)ICH T DERD—D (feature) E U THIALE T sREHB CTIFETEICH AT BENEHFS
NEETINEBRUET . ETNVIEN—Z20 0790y rORBICEDWTEIIDDIFONTVETD,

(23) Start Search
RRZRIRLE T,

(24) Reset Form
INSX—Y—REZET I#IVNRREICRLE T,

5-4. I\SX—F—DHRTHRIVAXAIEERIER

BRFRINSA—Y—DRICIEIARIVIXE LU THIATENTETBEENHUET,

Databases
Taxonomy
Enzyme
Quantitation
Crosslinking
Modification

Instrument

Refinement EfENFERGRE

32



[FEAEDEREIE Configuration Editor (Home -> Configuration Editor) C{TU\E T, ZEXEEIHEIC
DU\ TI&I13. MASCOT Server DARXIVA X ELZELN,

Instrument [CDUVTI&, refinement ORNBEHE CEREZIDIENTTEXIT  BEDHEREA—N
— BT 2N/ T DT 7HS MASCOT ZF A9 SR, instrument IHEZ:#/3\7/Z1F T, refinement
DEHEDEEX DeepLC/MS2PIP DETIVEIBETDLIICHKETDENARETT,

Fz LEEOARBEILHIIC, refinement ICRIB TS OIS LDETFIVICDWTENRIVAIMNAIEET
9,

BRPRELTENARELDIFTEGEIR(O—HJVER) MASCOT Server DHTT o1 V5 —R Y ETHR
INTVWBARAT—/IN—TIEZTENTITFEHA. MASCOT Server ZHRAYVAAUTCTHAES L
BEITEBRDBAZ CHREA<ET,

5-5. Database

MASCOT TIIREWMREUVTTRBERT —IR—XZHEMISEIRT DL DR A FHUEEA,

I—5—HAEMICGL TEYRT—IR—R =B E CGEIRTINENRHYET,
MASCOT CRRZFRRER T —IR— R IKELDIFTTIEEHYE T,

AA : Amino Acid . VI EEERA
NA : Nucleic Acid . BREEECS

SL : Spectral Library : E—=2UXN/BEITUWEVERTFRODIZIAISE—DFT—5

T—9NR—2X[dDatabase Manager | CEIFT —IN—X DV TRFRADEFH ZITo12Y . 3k
T—IR—ADEMETOIZVTEBINTEIXT R T —IR—ADEMICDTIL MASCOT fIIT
FHITPAIEUSH T —IR—RFREEERNLEDNSRIRT 5HEE . B THEFLUL FASTA
71 EEYNTDAEMNDY FET, Database manager [CDWVWTIERIEDBREER ZHEBL T
BUFEITDTEELZEELLTL,
https://www.matrixscience.co.jp/supportpdf/ MASCOTServer _ver26_sequencedbmanage.pdf
MASCOT ClET—IR=RICRVWI VNI —ZEETDIFITETEEAN BELULICTN) 8D
Z\WT—IR—REERUTUED EAIEEEENT D TURV BRI T FREFICY VN VE
DEENIVEHUSBRVET  RETDEIRFEE DT —IN—XEERT DINENHUET,

FEATEINET—IRN—IABRONSBWNEE RYIDZFERE LU Tl SwissProt | Z:#IRU CTIE<EZE
FEIHULET, LVIBBRHNLBITZHRZLETDIHS. T —IR—IXEN UP THFYEMEZNBRTTHNIC
BFENS. Uniprot RDT—IRN—XDEAZLYSLTHIRATSEELHEHLET,

LUF. MASCOT M Predefined EUTERL LD T —IR—RDSERKRIIZEDICDVWTERAZE
LWzUET,
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B SwissProt

https://www.expasy.org/sprot/

Uniprot 7—9AR—XXDH D 1D T, EBI([European Bioinformatics Institute) & SIB (Swiss
Institute of Bioinformatics)|ICKYUHRBRERINIZT VNI BEIIDT—INR—R, FL M) —ICHU T,
HEE - R XA & B8 NUT UM SmXER -t T —IRN—IAD) U ORE FFESNLET /T—3Y
BERNAFFTHEINTVERT EIDTREIFTEDLEIFTEVWKLDICTHEINTLT, 2025F386
RCH 57 F HFOT—INEFRINTVET, COTVMN—HIIRAICEY HFUEEIN Y FE A,

B Uniprot - MASCOT F—%AR—2XR Tl UPN_B &&K:C (N [E&ES. B [XEME)

https://www.uniprot.org/

FE87/T—3ENTzLE SwissProt [CINZ. BEINDBEBELDT—9IX—X TrEMBL %
HERT—9XR—RTI,TrEMBL (& SwissProt I[CEEAREEIMICTV N —Hn%£<2025 F3ART
252,633,200 DT —IHEFKINTET, SwissProt DHDT—FIR—ZLEAEFIDF/\—E5H
MILEL. SwissProt TYWFUBN D 72IZEDROEREICRE T, 272U Uniprot g RN THOI VN —
TIRIHBNZTIDDT EYMEZERELT —IR—REEB{LTENICHU TRERENTDIEEHLE
LTWET,

AL VICT —IRN—R &ty I 2EHNLAAICDOVWCTIIUTEAEER
MRFARDOENIEE FHEYAATE UniprotKB 7—IR—ZADIEREFIEIZ BTV,
https:/ /www.matrixscience.co.jp/supportpdf/Uniprotdb_20200915.pdf

B NCBIprot (|[H&#} NCBInr)

NCBI(National Center for Biotechnology Information) CRARINTWSYINIBT—IR—2R
Inr] T9, Inri&ldEMmon-redundant IR T A EERICIKIFIEB OB DT —F B Z<EEFRINT
V. ENHWBEREIVN)—HDODERELRODTVWET MDD TREBNRERADT —IR—IEULT
SwissProt MRODZEREL & U TEAICTRERZHREL TVWEUZ UM UIRERTREFEAGI N —
[CKY MASCOT Server COEHCEYRT7Y THEHECROTLELENS EREHEELT
HUFEFA. KDOYUICERD Uniprot DERZEHESHLTUVET,

B XXXXX EST (Human_EST 73¢&)

EST &[d& Expressed Sequence Tag NDET.cDNA 51 JSUMDEREIIICHZY FI . mRNA
LARIVTORERIIERIEFENTNDT—IR—R T IVNIBT—IR—IATIERDOHNSRNED
BRTFREINREMREISNSENBARFINTT . —ATIYVFIITRITRD AT Y FITEHIC L
=) BNZE>THRAIN S ZZHEH LR T (BN TIRRETEEONZEIIFERZE>THID
BT ZEDH D RE),
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B NIST XXXX YYYY (NIST Human HCD %&)
E—20URLGBEISAEUVERTFREDIZIT A SE—DDIER) T —9 R—Z T, NIST (National
Institute of Standards and Technology) [CTARKLTWSEDTY,

B PRIDE XXXXX (PRIDE Human 73&)
E—OURRGREICHEUVERTFROIZTITAIME—DDIFHR) T —F R—RX T, data repository
site M PRIDE (Proteomics IDEntification database) CTAREULTVWRED T,

DD T —IR=RITDVWTDERBRIILULTDOR—I 2 TSRBTZIL,

https://www.matrixscience.com/help/database _help.html

5-6. Search form defaults

[Access Mascot Server | RXR—I/(D—& FIC[Search form defaults|&UL\DIEENHYET(TH),
[preferred default settings|')>0ZJ)vOURWZERE C/NIA—I—ZLVrURFTDE. BIR
FRHED search form BEZFAVZEE. REUVZRBNT T4V OBIREEE U GEIINZIARE CEE
NHEEET,

MATRIX |

NEE oo deEls:bEERCEeill  Products  Technical support  Training Ne
Access Mascot Server Access Mascot Server | Database search help

Mascot database search > Access Mascot Server

Mascot database search > Access Mascot Server > Set Search Defaults

Access Mascot Server

You can submit searches to this Mascot Server using the
This is ideal for interactive searches, where you are experi Set M a SCDt Sea rch fo rm d efa u | tS
parameters. For automated searches of batches of files, tn
Mascot Daemon on a Windows PC can be found on the hol

searches from Mascot Distiller and many instrument data Database |[contaminants
applications. RAP
C
SARS-CoV-2

Peptide Mass Fingerprint

The experimental data are a list of peptide mass values fr UP1 86698 X |aevis =
specific enzyme such as trypsin. —

Perform search | Example of results report | More informa Taxonomy | All entries -

Sequence Query Enzyme ’m

One or more peptide mass values associated with informa

- -
sequence strings, amino acid composition information, MS, A"DWLIPtO mlssed cleavages

super-set of a sequence tag query.

Fixed |Carbamidomethyl (C) -
Carbamidomethy! (N-term)

Carbamyl (K)

MS/MS Ions Search Carbamy' (N_[erm)

Identification based on raw MS/MS data from one or more Garboxymethyl (G) =

Perform search | Example of results report | More informa

Perform search | Example of results report | More informa

jable [MTRAQ:13C(6)15N(2) (N-term) =~

Search form defaults o | MTRAQ:13C(B)18N(2) (Y)
Save y as a browser cookie. NlPCAM (C)
Oxidation (HW)
Oxidation (M) -

©2021 Matrix Science | Terms of use
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6. MRRFGRE M :PMF

ZDETIE MASCOT PMF RZRICH T ERBEEIC DV TEHRALET,

6-1. XPITERUTLBIRFRICDWLT

PMF Di&Ff1& LT MASCOT Server AICTFET DU TORFBEREMALET,
[2B1F—/\—] https:/ /www.matrixscience.com /cgi/master_results.pl?file=../data/F981122.dat

[O—AJbT—/\—] http:/ /localhost/mascot/cgi/master_results.pl?file=../data/F981122.dat

18 DE—VZBATR query(EF) T UTDEIRNSX—=5—

BEINDY/INOEIZPML HUMAN] &AW ET,

(@

)

814.430

958.350

1000.330
1165.390
1182.440
1191.500
1300.470
1320.400
1348.410
1355.530
1423.520
1426.570
1624.740
2265.110
2544.410

2550.300

C): 2653.390
J

RE(BAT)ZET2ERERTY,

RERB REfE
Database SwissProt
Enzyme Trypsin/P
Allow up to 2
Taxonomy all
Peptide tol, = 0.2 Da
Mass Values MH*

6-2. RMsHNB DM : summary EE

6-2-1. BREUGL VAR TOEmEBIE

URL Z WEB 757 THREURREE ZHR< OREDL S CEENRENEK T BEADTRR CENN

12&IN—YTEHINTLBIARBICDOWVWT, LIRIEICERFALE T,
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https://www.matrixscience.com/cgi/master_results.pl?file=../data/F981122.dat
http://localhost/mascot/cgi/master_results.pl?file=../data/F981122.dat

MRS Mascot Search Results 6-2-2 AvY—E%

User

Email :

Search title : Peptide Mass Fingerprint Example

Database : SwissProt 2019 10 (561356 sequences: 201858328 residues)

Timestamp : 9 Jan 2020 at T1:23:29 GMT

Top Score : 185 for PML_HUMAMN, Protein PML 0S=Homo sapiens 0¥=9606 GN=PML PE=1 S¥=3

Protein score is -10*Log(P), where P is the probability that the observed match is a random event.
Protein scores greater than 70 are significant (p<0.05).

2
5
=
2
2
0+ T T T T T T T T T
40 80 120 160 200
Protein Score
| Format As | [ Concise Protein Summary v | Help

Significance threshold p< Max. number of hits

Preferred taxonomy | All entries v

Re-Se:
1.

arch All ‘ | Search Unmatched ‘ _
PML HUMAN — Mass: $743% Score: 185 Expect: 1.82-013 Matches: 16 _
Protein PML 03=Homo sapiens 0X=8606 GN=PML PE=1 SV=3

EECA ROSCS  Mass: 37935 Score: 49 Expect: 6.7 Matches: b

Protein Rech 05-Roseif lexus castenholzii (strain DSM 13941 / HLOS) DX=383372 GN-rech PE=3 S¥=1

[F5A PYRAY Mass: 14583 Score: 47 Expect: 11 Matches: 4

Translation initiation factor 5A 05=Pyrobaculum neutrophilum (strain DSM 2338 / JCM 9278 / Y245ta) 0X=444157 GN=elF5A PE=3 S¥=1

WADD CHLLZ Mass: 22438 Score: 44 Expect: 20 Matches: 4

Probable micot inate-nucleat ide adenylyltransferase 03=Chlorobium limicola (strain DSM 245 / NBRC 103803 / 6330) 0X=290315 GN=radD PE=3 S¥-1
RMS10 HORSE Mass: 23926 Score: 42 Expect: 39 Matches: 4

Inact ive riboruclease-like protein 10 05=Equus cabal lus 0X=9796 GN=RMASET0 PE=2 V=2

MURC IDILD  Mass: 52994 Score: 42 Expect: 38 Matches: 5

UDP-N-acetyImuranate--L-alanine |izase 03=Idiomarina loihiensis (strain ATCC BAA-735 / DSM 15407 / L2-TR) O=233942 GN=murC PE=3 SV=1
TRGYE HUMAR Mass: 13327 Score: 41 Expect: 41 Matches: 3

T cell receptor gamma wariable 8 03=Homo sapiens 0X=9606 GN=TRGY8 PE=1 S¥=1

CLFP1 BIFLO  Mass: 25812 Score: 40 Expect: 54 Matches: 4

ATP-dependent Clp protease proteolvtic subunit 1 03=Bifidobacterium lonaum (strain NCC 2705) OK=208672 GN-=clpPl PE=3 SV=1

VGLG AMWPY1 Hass: 64475 Score: 40 Expect: 59 Matches: 6

Major surface glvcoprotein G 05=Avian metapreumovirus (isolate Carada goose/Mirnesota/15a/2001) 0X=652954 CN=G PE=3 S¥=1

[SFOF CAMJS Mass: 41632 Score: 40 Expect: 60 Matches: 5

TR TS T T T T = oo O T T T

LUTC GEOSH Mass: 26930 Score: 34 Expect: 2.4e+002 Matches: 4

Lactate utilization protein C 0S=Geobaci|lus sp. (strain WCHVO) OX=471223 CN=1utC PE=3 SV=1

RohH PARDP  Mass: 34298 Score: 34 Expect: 2.4e+002 Matches: 4

Ribosomal RMA smal| subunit methy|trarsferase H 05=Paracoccus denitrificans (strain Pd 1222) 0X=318586 (N=rsmH PE=3 S¥=1
PHEA MYCBO  Mass: 33613 Score: 34 Expect: 2.5e+002 Matches: 4

Prephenate dehydratase 03=Mycobacterium bovis (strain ATCC BAA-935 / AF2122/97) (O¥=233413 Gh=phed PE=1 SV=1

PHEA MYCBP  Mass: 33613 Score: 34 Expect: 2.9¢+002 Matches: 4

Prephenate dehydratase 03=Mycobacterium bovis (strain BCG / Pasteur 1173P2) 0X=410289 GN=phed PE=3 S¥V=1

PHEA MYCTA  Mass: 33613 Score: 34 Expect: 2.5e+002 Matches: 4

Prephenate dehydratase 05=Mycohacterium tuberculosis (strain ATCC 25177 / H37Ra) OX=419947 GN-=pheh PE=3 S¥=1

Search Parameters

Type of search : Peptide Mass Fingererint

Enzyme

: Tryesin/P
Mass values : Honoisotopic

Protein Mass = Unrestricted
Peptide Mass Tolerance = * 0.2 Da
Peptide Charge State : 1+

Max Missed Cleavages

Number

of queries - 18

Mascot: http://www.matrixscience.com/
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User

Emai l :

Search title : Peptide Mass Fingerprint Example

Database : SwissProt 2019 10 (961356 sequences; 201858328 residues)

Timestamp : 9 Jan 2020 at 11:23:29 GMT

Top Score : 185 for PML_HUMAM, Protein PML 0S=Homo sapiens 0¥=9606 GM=PML PE=1 S¥=3

[5-3 PMF #&FR/INTA—5— —B 1 EHETITEZTL,

User : NG X—%—lyour name | CIEELIZAB
Email : INOX—4—TEmail | CHEELZAB

Search title : /\ZX—%—[Search title| CIEELZABR

Database  RBENREU T —IRN—REN—I 3, SRR EHRREN

Taxonomy : /\TX—%—[Taxonomy| CiEEUEMEFEELTL\DEZTDH),
EYEREFOSEHRL M) —BERT

Timestamp : HRZRFIIARFE

Top Score : REBWAIPERDRYVINIBEDRAIF . Accession, Description

Mascot Score Histogram

Protein score is -10*Log(P)_where P is the probability that the observed match is a random event.
Protein scores greater thanare significant (p<0.05).

Number of Hits

0 T T T T T T T T T
0 40 80 120 160 200
Protein Score

RSN MASCOT Score il ZNRATERHF DI/ —DE T,
TEREHROFTERTEONLZEM (70N RAEREEE T AREEELVESVWAAT7ERFDOYINIEN
MASCOT CHIRINEIRRYVINOBIERUET,

EEEEEX. TSTDFEOHEBITY -2 —FBRAICHIELE T . I 5T DEFEOMHEENT LW EAIC
FONIENFETDETRAEY VINIENR DN 22 EZEKRL EICREAOTHRAEVI VINVES
ROMENT DBEIBZER T DENERRN LGB IEREY VN IBRRDONSRN Dl EEZEKRULET
CRER) . AETVINVENRON > IZGRIIRERIN T AEABICDOVWTHRIET DFEICAVE T,
—ARETVINOBERRONSEN DRI ANT —IPHE/NTA—F—ZRELTRETT RO
BHEWRIIT 20 FilEEZEEL CBEREERA 2B EHEHLET,
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AEIS
| e BREAD | 45
8 Concise Summary Report (../data/... | - - e AP B-IFA(S)r Y-ILO)r @~

& Concise Summary Report (../data/2... &~ - o AT D748 Y-UQ) v B

{344¢7 Mascot Search Results

LG Mascot Search Results

¢ SwissProt 57.15 (515203 sequences; 181334896 residues)
7 Jun 2010 at 01:40:30 @
: 105 for OPSD HUMAN, Rhodopsin OS=Homo sapiens GN=RHO PE=1 SV=1

: SwissProt 57.15 (515203 sequences; 181334896 residues)
© 7 Jun 2010 at 05:08:18 GMT
Top Score : 54 for TOPL SALTI, DNA topoisomerase 1 OS=Salmonella typhi Gl=toph PE=3 SV=

Mascot Score Histogram Mascot Score Histogram

Protein score is -10*Log(P), where P is the probability that the observed match is a random event.

Protein score is -10¥*Log(P). where P is the probability that the observed match is a random event. Protein scores greater than 70 are sigaificant (p<0.05),

Protein scores greater than 70 are significant (p<0.03).

a8 in Score

3 5%
Protein Score

o W ]
[—SHERENELR Q& O-720 > bS53y b | RRE—F: 80

— FESROIREIE

& O-DL > hSaw - | REE-F: S A v | ®115% |v|

| Concise Protein Summary v | Help
Significance threshold p< Max. number of hits |AUTO

Preferred taxonomy | All entries v

2 Summary 630  BREEODOIA—IYVYREZEEULRZY BRI 7LD export ZITLET,
Protein Summary / Concise Protein Summary / Export Search Results
Significance threshold : FER%ED p value(CDT—IXATIL Expect EFRUEHEZ TV %
BEULERTNETWEEREEENEUWEICRYET,
Max. number of hits : FRI DY V/I\IBH #HEIFAUTO”,
Preferred taxonomy : BREFRLIEIEVE YV/INIED 1 DOIVN)—(CHED
IUNJ=HHEINTVDZENBY FT R/ VT X—F—Ttaxonomy |
DIRVIAHIIT ) —ICEFRINTVDIEREYE I AN TITHIN T DN
TED—AKRINEIEYRBIIT N —RICT—IRN—ZAITEDH SN
TIHIEDIEEDH T fGR. INOX—F—THREULZEMEERAS NI
ER3EYVERRERZITONDI VN —HERICKRRIINDIZENHBYE
9, Preferred taxonomy DFREZITIE.BHELUTERRIEDEYERZ
BEUZEMRBICHVERDZENTEEXT,

BBIERAZE%, "Format As”hY VBT CETRENBICEDVWTHEREEmTBRHATIVEDHY
9,

39



6-2-5. B#&% : Research all, search unmatched

| Re-Search Al |

| Search Unmatched ‘

BIRFRZERIT DRI TT,Re-Search AllJIEANT—FLT%=E >/, [Search Unmatched](&
BEEEEZBI Y VINIBICNYYFUEEDZER\ 2 TOE—I%FE>THRRZITVLET,

6-2-6. FEEYVINVEDIER

1. Pl HUMAR
Protein PML
BECA ROSCS

IF5A PYRMY
Translat ion

MADD CHLLZ

MURC IDILO

LOP-N-acety
TECWE HI AR

Protein Rech 05=Roseif lexus casterholzii (strain DSM 13941 / HLO8) OX=383372 GN=rech PE=3 S¥=1

Probable nicotimate-nucleotide adenvlvltransferase 05=Chlorohium limicola (strain DSM 245 / NBRC 10380
EMS10 HORSE
Inactive riboruclease-|ike protein 10 03=Equus caballus OX=9796 Gh=RMWASE10 PE=2 SV=2

Mass: 97439 Score: 185 Expect: 1.82-013 Matches: 16
05=Homo =apiens 0X=9606 GW=PML PE=1 S¥=3
Mass: 37935 Score: 49 Expect: 6.7 Matches: &

Mass: 14583 Score: 47 Expect: 11 Matches: 4
initiation factor 5& 05=Pyrobaculum neut rophi lum (strain DSM 2338 /7 JCM 9278 / V245ta) Ox=
Mass: 22438 Score: 44 Expect: 20 Matches: 4

Mass: 23926 Score: 47 Expect: 39 Matches: 4

Mass: 52994 Score: 47 Expect: 39 Matches: &

Imuramate--L-alanine ligase 05=Idiomarina loihiensis (strain ATCC BAA-735 / DSM 15497 / L2-
Mace- 13377 Score- 41 Exvnoct- A1 Matches- 3

MZBRUER. ZOA7HAEN Y VI OBIC DWW TRRINE T . RHRAIZLLTOEY T,

Accession

Mass

Score

Expect

Matches

Description

: T—IR—=ZAD ID BFRREINEKT L N\AIN=D D218 TVWTOIYITDELY
FUWBHRHEEH SN TL\ S Protein View | DBEENFSE T, Protein View D
il 6-3 ZBLIZEL,

: IUNNVBEDBEET, T—IR—R(IEHF IN TV IEINERN SETE,

: MASCOT Score, I FDRRIAEEEZBI TVWEIEERLET . EVIFE
EREEEIENR KLU IV YFLTVWBRZEERUETD,

: Score EREREBEZ L EICERINZE, SV LANVYFEIZERICHRREUTE
T—IR=ZANSENKSVDI VI =R DN > TLEhZEFRI THIFEI T,
BIEEEZBZ TLVBE EN 0.05(F IAIMREDHZR) KWINELRUERT  BH
B EEAE(E LT Significance threshold p<|DEEEFHUE T, BIFEIZDLNTD

HAILT8-4.FEYVINVE:RYF I ERD7 . FEEEE. HFEI 28 TSI,

: NYFLIE—O#,

: TIR=RABIIVR) DAY T —TICEEHINTVND, Y VN IBDKAEEICRET S
EEES
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Search Parameters

Tvpe of search : Peptide Mass Fingerprint
Enzyme : Trvesin/P

Mass wvalues : Monoisotopic

Protein Mass : Unrestricted

Peptide Mass Tolerance : * 0.2 Da
Peptide Charge State 1+
Max Missed Cleavages : 2
Mumber of queries : 18

REBEFFICHEE U /NS A= —, FHlllE5-1. PMFARR/INTA—F— —B |1 Z2TSRIZTL,

Type of search : MASCOT 3 DDIRZREFED DL, ENH

Enzyme : YIS —2,

Fixed modification . WP BEEERT DEBEERTE ERERDH;. LEAIRICIEEENTLVRLY),

Variable modification : BEE# TS/ URVWT—RZBET DIEEMERTE
EREFFDH. LEFIICIEFEFENGLY),

Mass values . JEBEERICEDI T I /BDEBEEN T Monoisotopic | H\ Average | H'o

Protein Mass : IVNIBBED LRE

Peptide Mass Tolerance: X JFRDBEVYVF I (CHITDIREEH

Peptide Charge State : E—2J®M&ERHN MH+H Mr H M-H- H

Max Missed Cleavages : Enzyme EREICD VT, YIEFTE S3E SN2 BTz R UER U
RTIFREERTEIENTION AEXTTRRICEZEFRTINIC
DUWTORE

Number of queries : AT —IDE—O

6-3. Protein View
Summary BEHEORTY VINIBRADEMMNNAN=) DB D2TVWET . CDNAMIN— DD %

Vv ddERYFURYVINVBICDOVWTLYUFULWFRNE SN TS Protein View |DEHE &
RV FTCRER).
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SN MASCOT Search Results

Protein View: PML_HUMAN

Protein PML OS=Homo sapiens OX=9606 GN=PML PE=1 SV=3

Database: SwissProt
Score: 185

Expect: 1.8e-013
Monoisotopic mass (M,): 97489
Calculated pI: 5.88
Taxonomy: Homo sapigns

Sequence similarity is available as an NCBI BLAST search of PML HUMAM against nr.

Search parameters

Enzyme: Trypsin/P: cuts C-term side of KR.
Mass values searched: 18
Mass values matched: 16

Protein sequence coverage: 23%

Matched peptides shown in bold red.

[

MEPLFRRSPR FOUDPARFUE PTMFFFETPS EGROPSFSFS PTERAPASEE

51 EFQFLRCQQC QRERKCPKLL PBCLHTLCSGC LERSGMQOCPI CQRPWELGRAD
101 TPALDNVFFE SLOERLSVYR QIVDAQARVCT RCHEESADFWC FECEQLLCRE
151 CFERHQWFLE HEARPLAELR NQSVREFLDG TEKTHNIFCS NENHRTFTLT
201 SIYCRGCSKP LCCSCRALLDS SHSELKCDIS AEIQQRQEEL DAMTQALQEQ
251 DSAFGAVHRQ MHARVGOLGR ARRETEELIR ERVRQVVAHV RRQERELLER
301 VDARYQORDYE EMASRLGRLD AVLORIRTGS ALVQRMKCYZ SDOEVLIMHG
351 FLRQALCRLR QEEFQSLOAA VRTDGFDEFK VRLQDLSSCI
401 KRSPEARSTP RDPIDVDLPE ERERVERQWVD RLGLAERQPM AVVQSVEGRH
451 SPSYGEDVSN TTTRQERECS QTQCPREVIE MESEEGKEAR
501 LARSSPEQPR FSTSKAVSFP HLDGPPSFRS FVIGSEVFLF NSNHVASGAG
551 EAEERVVVIS SSEDSDAENS SSEELDDSSS ESSDLOLEGF STLEVLDENL
601 ADPQAEDRPL VEFFDLEIDNE TQHISQLRAV NRESHFRVVI QPERFFSIYS
651 KRVSLEVGLQ HFLSFLSSMR RPILACYKLW GPGLENFFRE LEDINELWEF
701 QEAISGFLAL LPLIREEVPG ASSFELENLR QTYLARNMSE RSAMAZVLIAM
751 RDLCRLLEVS PGPOLACHVY PFSSLOCFAS LOPLVQARVL PRREARLLAL
801 ENVSFMELLS AHRRDRQGGL KKYSRYLSLO TTTLPPRQPLR FNLQALGTYF
851 EGLLEGPALAR RAEGVSTELL GRGLAERRSQ QS

Unformatted sequence string: 882 residues (for pasting into other applications).
Sort by ® residue number ) increasing mass ) decreasing mass
Show ® matched peptides only O predicted peptides also
Start — End Observed Mr(expt) Mr(calc) Delta M Peptide
8 - 33 2882.5000 2881.4927 2881, 0.1150 2 E. SPRPOODPARPOEPTMPPPETPSEGR.Q
34 - 44 1152.4400 1181.4327 1181.3677 -0.134% 0 R. PSPTER.A
43 - 54 1423.5200 1422,5127 1422.677% -0.1632 0 R.APASEEEFOFLR.C
161 — 170 1191.5000 1190.4%27 11%0.6520 -0.15%2 1 K.HEARPLAELR.N
308 - 315 1 L3300 999,3227 999.3967 -0.0740 0 R.DYEEMASE.L
319 - 325 4300 ©13.4227 §13.4708 -0.0481 0 R.LDAVLOR.I
359 - 372 L7400 1623,7327 1623.8692 -0.13685 1 R.LEQEEPQSLOARVE.T
361 - 372 L3300 1554.3227 1354.6841 -0.1613 0 ER.
361 - 382 L3000 2549%.2%27 25459.2510 0.0417 Z R.QEEPQSLOAXVETDGFDEFEVE.L
373 - 380 L3500 937.3427 937.4080 -0.0633 0 R.TDGFDEFE.V
4%1 - 500 .3%00 1164.3827 1164.3081 -0.1253 1 E.MESEEGEEAR.L
- 515 4700 1299%.4627 1299.641% -0.175%2 1 R.SSPEQOPRPSTSE.A
518 — 529 1426.5700 1425.5627 1425.7365 -0.1737 0 K.AVSPPHLDGPPSPR.S
530 - 555 26533.3900 2652.3827 2632.2780 0.1048 0 R.SPVIGSEVFLPNSNHVASGAGEAEER.V
574 - 594 2265.1100 2264.1027 2264.0292 0.0735 0 R.ELDDSSSESSDLOLEGPSTLR.W
595 — 616 2544.4100 2543.4027 2543.2908 0.1120 1 R.VLDENLADPOAEDRPLVFFDLE. I
o match to: 1343.4100
T T U S Tttt =S ess F S sEsses
3 o |- O L
G 0 e .
& . e e
w - w - .
L R e T T P 400 Foaonenn T SOGLaCE R EE R R L ST R RERR RS
T T T T T T T T T T T 1 T T — T T T T T T T
500 1200 1600 2000 2400 2800 500 1200 1600 2000 2400 2800
RHS error 90 ppm Hazs (Dad  RHS error 90 ppm Hass (Dad
ID PMIL. HUMAN Reviewed; L.
LC  P235%0; ESPBRT; P29581; P29532; P225%3; Q1535%; Q3
LT 0%6541; QS9BEWZ:; QSEWPT; Q9BZE&:; QSBIXT; QS%BZX9; 09
L~ Sooosl

RELRE, HETHRONIZERTRRIRIC OV TIUFUEHRRLET .
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Protein View: PML_HUMAN

Protein PML OS=Homo sapiens OX=9606 GN=PML PE=1 5V=3

Database: SwissProt
Score: 185

Expect: 1.8e-013
Monoisotopic mass (M,.): 97489
Calculated pI: 5.88
Taxonomy: Homo sapiens

Sequence similarity is available as an NCBI BLAST search of PML HUMAN against nr.

R=IDRANZTVINDED Acession & Description NEAICFTRIINET, L\ TLLTDIFEERNE
TENET,

Database  FERULZT—9R—IE,
Score : MASCOT Score,
Expect : Score ERIEEEEEL EICEHINE, AIEEEEBA TL\ D,

Expect = 0.05 £78%, Expect N 0.05 KW/NEVRFFEE,
Monoisotopic mass (Mr): T—IXR—XDEFIHNSHEINZIVINIEDEE,
Calculated pI : TIR—ZADEHINSEHEINI=FTRFER,
Taxonomy . YR,

FEZHYVINIBEDES %, NCBI ) BLAST(ERSHEREIMARRTOT S L) EITTDRHDIIIN
RREINET,

Search parameters

Enzyme: Trypsin/P: cuts C-term side of KR.
Mass values searched: 18
Mass values matched: 16

Enzyme : YIR/INT—2,

Mass values searched : 9T —DE—I#, VI —ITEEFERNEENTLVDIES.
IT)—BYRERLRNI—VICHAEDETYYF I X7 ZIREE
LEIH, 7T DD R VHEASDENERAINIZIZR X ZEDRD
E—O8NRRINET,

Mass values matched : EFREE Y YFUIZE—IE,
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1
51
101
151
201
251
301
351
401
451
a01
551
601
651
701
751
BO1
B51

MEPRPARSFR
EFQFLRCQOC
TEFALONVEFE
CFERHOWELE
SIYCRGCSEP
D3AFGAVHRO
VDARYORDYE
FLRECALCELE
KLSPELLSTE
EVEVYLFSIK
LERSSPEOFR
EAEERVVVIS
ADPQAREDRPL
HRVSLEVGLO
QEAISGELAR
RDLCELLEWVS
HNVSFMELLS
EGLLEGEALR

FOODFPARFOE
QAELKCPELL
SLOQEELSVYR
HEARPLAELR
LCCSCRLLDS
MHRLVGOLGR
EMASRLGRLD
OEEPOSLOAR
RDPIDVDLEE
GPSYGEDVSH
PSTSERVSPP
3SEDSDRENS
VEFDLEIDKE
HFLSFLSSMR
LPFLIEEEVEG
PEPQLAQHVY
AHRRDRZGGL
FAEGVSTFLRE

Protein sequence coverage: 23%

Matched peptides shown in bold red.

FTMFFPETFS
BCLHTLCSGC
QIVDRQIVCT
HQSVREFLDG
SHSELKCDIS
LRRETEELIR
AVLORIRTGS
YETDGFDEFE
ELAERWVELOVO
TTTROKRECS
HLDGFPSFRS
JFSEELDDSES
TQKISQLLLV
RPILACYHELW
ASSFHLENLR
PFSSLOQCFLS
EKYSREYLSLO
GRGLAERASD

EGREOFPSFSFS
LERSGMQCEI
RCEKESADEWC
TREKETHNIFCS
BRETQQROEEL
EREVROVVAEV
ALVQBMECYL
VERLODL35CT
ALGLAELQPM
QTQCPREVIE
PVIGSEVELP
ESEDLOLEGF
HRESKFEVVI
GPSGLENFERA
QTYLARNMSE
LOQPLVQLAVL
TTTLEELQER
Qs

FTERAFPASEE
CQAPWELGRD
FECEQLLCLE
NENHRTPTLT
DAMTQRLOEQ
RAQERELLER
SDQEVLIMHEG
TOGHDAAVSE
LIVVOQSVEGRI
MESEEGEEAR
NENHVASGAG
STLEVLDENL
QPELAFFSIYS
LEDINELWEF
RSAMRIVILY
PEAELRLLAL
FHLOATLGTYF

BWTHYIUNIBELRICHULTIYYFURRTFRNEDERMLICHZDDH . £zZFDEIFICDLTH
BHRMFRTIINE T, Coverage LT 2RICHTBIVYFARTFREEBDEAESTI . YVFULE
RIFREBADFDARFTRIEAINTVET,

Unformatted sequence string: 882 residues (for pasting into other applications).
Sort by ® residue number ) increasing mass i) decreasing mass
Show ® matched peptides only O predicted peptides also
Start - End Observed  Mr(expt) Mr (calc) Delta M Peptide
8 - 33 2882.5000 28B1.45%27 288B1.3777 0.1150 E. R. SFRPOODPARPOEFTMPPFETPSEGR. O
34 — 44 1182.4400 1181.4327 1181.35&77 -0.134% 0 R.OPSPSPSPTER.A
45 - 5§ 1423.5200 1422.3127 1422.5779 -0.,1632 0 R.APASEEEFOFLE.C
161 - 170 1191.5000 1190.49%27 1190.6520 -0.1592 1 K.HEARPLAELR.N
308 - 315 1000.3300 999,3227 999, 3987 -0.0740 0 R.DYEEMASE.L
319 - 325 814.4300 513.4227 813.4708 -0.04581 0 R.LDAVLOR.I
359 - 372 1624.7400 1623.7327 1623.8692 -0.1385 1 ER.LEROEEPQSLOAAVE.T
el — 372 1335.5300 1354.3227 1354.5841 -0.,1613 0 R.CEEPOSLOAARVE.T
361 - 382 2550.3000 2549.2%27 2549.2510 0.0417 2 R.OEEPOSLOARVETDGFDEFEVE. L
373 - 380 958.3500 957 .3427 957.4080 -0.0653 0 R.TDGEDEFK.V
491 - 500 1165.3900 1164.3827 11s64.5081 -0.1253 1 K.MESEEGEEAR.L
504 - 515 1300.4700 1295.4627 1299.6419 -0.1792 1 R.SSPEQFRPSTSKE.A
516 - 529 1426.53700 1425.353627 1425.7363 -0.,1737 0 K.AVSPPHLDGPFSPR.S
530 - 555 2653.3%00 2652.3827 2652.2780 0.1048 0 ER.SPVIGSEVFLPRNSHHVASGAGEAEER .Y
574 - 594 2265.1100 2264.1027 2264.0292 0.0735 0 R.ELDDSSSESSDLOLEGPSTLR.V
585 - 6l6 2544.4100 2543.4027 2543.2%08 0.1120 1 ER.VLDENLADPOAEDEFPLVFFDLE.I
Ho match to: 1320.4000, 1343.4100

TOICZEDTICIFR RYFURRTFRATPI/BEREIE(T I IVNREDZE) ICHA T I NRR
INTUVET,
Unformatted sequence string : FREHEH(ICEIZIE—UPIT<RIR—IDESTET D
7T TS EFERUEVSRICERTY,
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Sort by : URARDAUNRZETEE, A EE S BEEDFIR/ B HHERA,

Show : ESREERREN VY FURRTFROAEIZMNIRTIER N YV FLBh ok
HERE—JER "I EINZERLET,

Start-End : FVINDBERICHITE 7 I/ BEEES.

Observed : E=OURNTPAILD m/zo

Mr(expt) : E— VU ZADENSEHEINERTFROEE,

Mr(calc) D BEAUNDSETBESNIERTFRDEE,

Delta : Mr(expt) — Mr(calc)

M : Missed cleavage,

Peptide : RTFREY BEEEFENDGRIIHETERRIINET,

S T PR m B0 e e paea e
3 I
w P S u D

P LI e S T —

_— ISOIOI I.: IZIOU I .1.6‘00 I 29:30 I 24I0'0 I IHZSISOO(DMI — ISU’OH 'ﬁ.l 12“00- I lﬁIOU I ZOIO'O I 24‘00 I H::‘;)OEDMI

R—=ITFEBCERRINTVBDI ST REEICE—DDYVF I DiaEZETRTI ST T AN Da. &GN
ppm CRIBENTVWET, EBICHEEHIIER T —IRIORTFREBE T MEANRETT . EFEN TS
BRI VINIBTIDIT ST ZERTDET. INTA—Y—THEE U FREEH (peptide tol.)D
REBNEY CHOIENE DN ZEHIRTDEFELTEET,

ID FML 'TFJdI Rewviewed; d82 RR.
LT ); ESPBER7T:; P28581; P295592; P259583; Q00735; Q1595%; Q59FP%; QBWUAD;
AC ; QSBEEWZ: QSBEWEPT: (Q9BIKe; QOSBEXT: Q9BZX3: QSBZIKS; QOBIZYO; QSBIYZ;

DT 3’ “PR 1953, integrated into UniProtEE/Swiss-Prot.
DT 25-NOW-2008, sequence version 3.
DT 02-JON-2021, entry wversion 243.
LE RecName: Full=Protein PML;
AltName: Full=E3 SUMO-protein ligase PML;
LE EC=2.3.2.- {ECO:000026%9|PubM=d:205872456, ECD:0000269 | PubM=d: 253250117} ;

DE AltName: Full=Promyelocytic leukemia protein;

DE LltName: Full=RING finger protein 71:

LE AltName: Full=RING-type E3 5UMC transferase PML {ECO:0000305};

LE AltName: Full=Tripartite motif-containing protein 19;

LE Short=TEIM1S;

GH Hame=PML; hyn““yn=—":l PP3E75, BHNF71, TRIM1S;

o5 Homo sapiens (Human).

oC Eukaryota,; Metazca: Chordata; Craniata; Vertebrata:; Eutelecstomi; Mammalia;

oC Eutheria; Euarchontoglires; Primates; Haplorrhini; Catarrhini; Hominidae;
cC Homo.

(44 HCBI_TaxID=924606;

EN [1]

EE NOCTEQTTNRE SEQUEMCE [MBME] (TSOFOBM PMT.—3) LMNT NMTSERSE

BEOR FERICIEY VNN OBEDFMRBERIRRINE T ZIZUT —IR—RAITHRHRFRICAHTS
B SERENHDFDHARTINET,
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6-4. BEODI71ILiEAH

BEBRZI7MIIVENTDIENTEFRY,, Format As DFEREL CIExport Search Results | Z#ER
LTHhSFormat As | Ry ZHUET,

Concise Protein Summary Report

|Export Search Results | Help
Significance threshold p< [0.05 Max. number of hits [AUTO

Preferred taxonomy [All entries ~ |

MATRIX
HEHDTFPAITA—T VPR, HAHEB SCIENCE

BEZEZIRL. BE FE DI Export Search

Results [N U ZBTE TPV HEANET
INEI,

Mzscot database search » Access Mascot Server = Export search results

Export search results

Export format
Significance threshold p<
Max. number of hits |AUTO

Min. number of sig. unique sequences

Include same-set protein hits
(additional proteins that span O
the same set of peptides)

Include sub-set protein hits
(additional proteins that span
a sub-set of peptides)

Preferred Taxonomy | All entries

* Dccasionally requires information to be retrieved from external utilities, which

Search Information

Header
Modification deltas
Search parameters
Format parameters

Residue masses [J

Protein Hit Information

Score
Significance threshold

Expectation value
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7. BRERFGRIEH:MIS
ZDETIE MASCOT MIS BRFRICHFDEREEICHVTEHALET,
7-1. JRBITERAULTVBSERERICDULT

MIS D#RFRFIE LT MASCOT Server RICTHET DU TDORFRERZFIALET,

[’Aﬁﬁ"j'—/ \‘—] https://www.matrixscience.com/cgi/master_results 2.pl?file=../data/F981142.msr
[I:I—jj)l/"j'—/\‘—] http:/ /localhost/mascot/master_results 2.pl?file=../data/F981142.msr

REEHE RERE
Enzyme Trypsin/P
Fixed Modification Carbamidomethyl (C)
Variable Modification Oxidation (M)
Peptide tol.* 20 ppm
Fragment mass tolerance = | 0.6 Da
Missed cleavage 2
Instrument Default
Refinement =it
DeepLC Full hc_unmod_fixed mods
MS2PIP CID
query 3% : 8,675

BRBEOFER. LLTDARINEY D INIBHRRIESNTULET,
BEANI NIVER : 3,437
RIEYVINOBH : 863 (820 J)L—2)

7-2. JRMHB DM : summary EE

7-2-1. BREUGLVRRE TOEEBIE

URL % WEB JoUH CIEEUVEREEZHAKEREDOLI O BRBEERMNEBENET . BEADKET
BEONER/N—YTIEHINTVIRBICDOWT, LIFIBEICERBELET,
CrEMEZRREHORBR T2 DOOEEZ 1 DICHASHhETUVWET,)
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https://www.matrixscience.com/cgi/master_results_2.pl?file=../data/F981142.msr
https://www.matrixscience.com/cgi/master_results_2.pl?file=../data/F981142.msr
http://localhost/mascot/master_results_2.pl?file=../data/F981142.msr
http://localhost/mascot/master_results_2.pl?file=../data/F981142.msr

uax MASCOT Search Results

Llimestamp o 12 Aug 2004 af 11.00:31 GMT

User : matrix

E-mail : support@matrixscience.com _
Search title : Yeast example (CPTAC study 6)

MS data file : klc_031308p_cptac_study6_6B011.mgf

Databases : 1: contaminants 20160129 (247 sequences; 128,130 residues)

2: Sigma_UPS 20240812 (50 sequences; 11,863 residues)
3: UP2311_S_cerevisiae 20240811 (6,091 sequences; 2,950,884 residfles)

® All O Non-significant O Unassigned ~ @lhelp] [ Expott | As [XML v

s

e oo 7-2-3 BIRREMRI 71T
Type of search : MS/MS Ton Search

Target FDR : 1%

Enzyme : Trypsin/P

Fixed modifications : #Carbamidomethyl (C)

Variable modifications : "Oxidation (M)

Mass values : Monoisotopic

Protein mass : Unrestricted

Peptide mass tolerance : + 20 ppm
Fragment mass tolerance : + 0.6 Da

Max missed cleavages 12
Instrument type : Default
Number of queries : 8,675

P Legend

P Score distribution
» Modification statistics for all protein families

Protein Family Summary (results refined wit

Significance threshold p< 0.01247 Max. number of families [help]
Target FDR (overrides sig. threshold) 1% ~ | FDR type
Display non-sig. matches O Min. number of sig. unique sequences
Dendrograms cut at
Preferred taxonomy [All entries
Refine results using machine learning (Percolator)#[help]
- Use features calculated by Mascot “[help]
- DeepLC model for retention times #[help] [full_hc_unmod_fixed_mods ~
- MS2PIP model for spectral similarity #[help] |CID v
Apply
‘¥Sensitivity and FDR (reversed protein sequences)

Protein family members 863 29 3.36%
Sequences v | above homology v~ 3437 34 0.99%

rarget becoy ror._| 7-2-9 Sensitivity and FDR

Details about ML model performance are available inf="the machine learning quality report

Decoy results are available in «"the decoy report.

J Proteins (863) H Report Builder || Unassigned (4848)7

Protein families 1-10 (out of 820)

[ perpage 1 [2][3] (2] [5][s]- 22] (e

[Accession ~ |[contains || | Find | Clear |
"1 3::P00549 652 Pyruvate kinase 1 0S=Saccharomyces cerevisiae (strain ATCC.
}2 1 3::P10592 557 Heat shock protein SSA2? OS=Saccharomyces cerevisiae (strai.
_|_|: 2 3::P10591 554 Heat shock protein SSA1 0S=Saccharomyces cerevisiae (strai..
3 3::P16474 147 Endoplasmic reticulum chaperone BiP OS=Saccharomyces cer...
L e R |
= 2 =3 = =
» 3 1 3::P07259 556 Multifunctional protein URA2 0S=Saccharomyces cerevisiae (5.
-| 2 3::P03965 135 carbamoyl phosphate synthase arginine-specific large chain O
LI Y O N B R B |
=] = F &
>4 1 3::P00359 rogenase 3 0S=Sacchar...
_l—: 2 3::P00358 453  Glyceraldehyde-3-phosphate deh 2 05=Saccharo...
3 3::P00360 161 Gly Idehyde-3-phosphate dehyd 1 05=5accharo...
L B
I T
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User
E-mail
Search title

Databases

Timestamp

MS data file :

: matrix
: support@matrixscience.com
: Yeast example (CPTAC study 6)
klc_031308p_cptac_study6_6B011.mgf
: 1: contaminants 20160129 (247 sequences; 128,130 residues)
2: Sigma_UPS 20240812 (50 sequences; 11,863 residues)
3: UP2311_5_cerevisiae 20240811 (6,091 sequences; 2,950,884 residues)

112 Aug 2024 at 11:09:31 GMT

[5-3 MIS #&%/\
User :
Email :
Search title
MS data file
Database(s)

Taxonomy

Timestamp

IX—Y— —BIHHETITEZET,
INTAX—%—[your name | CIEELZHA,
INTAX—%—[Email | C{EELIZHNA,

: I\ X—%—[Search title| CIEEL1ZRB.

: RERCERUEZERT —9D I 718,

: RBEFREU 2T —IR—REN—I 3, EEFMHELEHRREL,

: INGX—5—[Taxonomy | CH5EULZEYRE(ERALUEEEDH) . TDEMEE LT

BERINTLBIVN—HERTINET,

: WRFREAIAEE

on

| O Non-significant O Unassigned ~ “[help] [ Export | As [XML ~

[Re-search |[FEIRRZERMET DHDNY I TY, BIREFEZITD query DFEFEICL D TIAI(TART
D query). [Non-significant | (BAEEHEICHZGN DTz query). [Unassigned |(RIEY VNV BICIRE

LR\ query) D 3F&

REBIRITDIENTEEY,

[Export | [IRFERERTFREMATIPAINEANTDREODATIIAVTTHRARITA—T U |
BREXRTFR/IVNIVBEDOFRG . HHEEBZRELTCI7FAIENTEIENTETHT,, FMIE
[7-5.Export #EEIC K DR TFRR—ADBRRER I 71BN ETELIZ T,

wSearch parameters
Type of search : MS/MS Ton Search
Target FDR : 1%
Enzyme : Trypsin/P

Fixed modifications
Variable modifications
Mass values

Protein mass

Peptide mass tolerance
Fragment mass tolerance :

Max missed cleavages
Instrument type
Number of queries

: ZCarbamidomethyl (C)
: ZOxidation (M)

: Monoisotopic

: Unrestricted

: %+ 20 ppm

+ 0.6 Da

12

: Default

: 8,675
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NS A= —RBDFMIL, [5-3:MIS RFE/NTA—F— —EBEIZTEZTL,

Type of search : MASCOT 3 DDIRZREFED DL, ENH

Enzyme : YR/INT—2,

Fixed modification BRI IR TORRT7I/BROBEZIEEARABICANEZ S,

Variable modification : {Effi. WRT7I/BOBEZIEENSEANERIDT—XAEANEZ RN

T—ADMAZEET D,

Mass values . BEBEERICEDITI/BDEBEEN. Monoisotopiclh\l Average | H',

Protein Mass s IVNVBBED LIRE,

Peptide Mass Tolerance: RJFRDEBEEVYVF VI (CHITBR=EEH,

Fragment Mass Tolerance : JJJXVEDBEVYF VI ICHITDIREEH,

Peptide Charge State : RTSFRODffEX (precursor 14 LARIV),

#13C : RTFRICEFND 13C ZERUEME(BIRICIEFRTEL)o

Max Missed Cleavages : Enzyme SREIC DU\ T, YIEFTESRE SN2 BT Z R UERK U
RIFRZEERTDENTT DN AIEFTRAICEEZFETITDINIC

DVTDERE

Instrument type : BRI DA A V)= TSITA =V DERICET DI5HRNER
SNk,

Number of queries : ANT—YDRAET —5,

7-2-5. Score Distribution i

& 8.0
. K i7.0
P Score distribution 6.0

£
£ 5.0

g
B 4.0

[Score distribution | DERFZEV)vVITS
E2DDAATDERNT S LARRTIEINET,

— <~ 0 10 20 30 40 50 60
L& query. —F‘IHIH:EQ J/\Qg?jo Score
= \ \ ~, 4 Peptide score distribution. Ions score is —101og(P), where P is the
‘ta) query 2 7 =7 [j: N ﬁiﬂi b\ N 7‘ < 7 probability that the observed match is a random event.
PN — N There are 3,827 peptide matches above identity threshold and
E auL % 151‘%3_ Mascot Ions A77, :‘ﬁfﬁm M 3,827 matches above homology threshold for 8,675 queries. On

average, individual ions scores > 14 (beyond green shading)

ﬂﬁl %&Tj VAN 709: I\ 0] F_l ﬁggﬁ%{lﬁ [C EZ % 3_ 5 indicate identity or extensive homology (p<0.03859).
ZA7HMEDOREENT SO D—FRAIE RV R
ER

104

MNumber of Hits

TRAEYVNKIEORITZ(RTFROD
AAT7EIVINOBEICESULERIT) D% 5]
T Y VNVEICIFRAEREEZ 7 ERL, .
IS TICIFORBENFIFIBNE B Ao W E W AR e etein Scre

[Deprecated] Protein score distribution. Score distribution for
family members in the first 50 proteins. Protein scores are derived
from ions scores as a non-probabilistic basis for ranking protein
families.
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P Modification statistics for all protein families

[Modification statistics for all protein families | DEFTZ V')V 095 E . EE query DOE
EfZERATVWZABICOWT BERDEHN IO SN ANRREINE T,

¥ Modification statistics for all protein families

Modification Delta Type Site  Total.matches
Carbamidomethyl 57.021464 fixed C 327

Oxidation 15.994915 variable M 58

¥legend
_ Reie chtusns oo tovs
Dupes ExpectRankU 1 2 Peptide

0.037 b2 GAYSLSLR significant
I 3 GFFLFVEGGR top ranking
6.4e-05 b1 GSSIFGLAPGK significant and top ranking
1.3e-06 b1 B SSGTSYPDVLK peptide is found in all proteins in family member 1
’ 6.2e-07 :1 W VCNYVSWIK peptide Is found In some but not all proteins in family member 2

6.4e-05 b1 U GSSIFGLAPGK  unique

Lege“d b2 5.7e-05 b1 LNTLETEEWFFK peptide has two duplicates

0.18 b1 LNTLETEEWFFK  duplicate peptide

Right-facing triangle ( #) In the Dupes or Rank column indicates content that can be expanded by clicking on it. Down-
facing triangle (') indicates the content is expanded and can be collapsed. For more details about particular columns,

rLegendJ 0) %Fﬁ' E 7 IJ v 7 a- 5 t . see results format help.

Protein quantitation ratios

EREEDRAICETIREANRT |ammwmm S5 - 0 000

FHR2_HUMAN 1330 0.859 1.128

tnijo When gquantitation method is Reporter (e.g. iTRAQ) or Multiplex (e.g. IPTL), protein ratios are displayed when a family

is expanded. Ratios in italic indicate that the peptide log-ratios do not appear to come from a normal distribution.
Bold indicates that if you can assume peptide ratios are normally distributed, the protein ratio is significantly different
from 1.0 (at significance level 0.05).

Note that lack of bold or italic can also mean that significance or normality testing has not been performed (for
example, if protein ratio type does not support it).

Protein Family Summary (results refined with machine learning)

Significance threshold p< 0.01247 Max. number of families [ help]
Target FDR (overrides sig. threshold) 1% v| FDR type
Display non-sig. matches O Min. number of sig. unique sequences
Dendrograms cut at E]
Preferred taxonomy | All entries v
Refine results using machine learning (Percolator) #[help]
- Use features calculated by Mascot “[help]
- DeepLC model for retention times “#[help] |full_hc_unmod_fixed_mods v

- MS2PIP model for spectral similarity Alhelp]
Apply

KRNI DIVNIBORTFRICEHT2REZEEEL. RIABEEELE T,
Significance threshold p < :

BHEORE p DRETT . R/N—I3aVTIHIRTFROHFHETREEAEEEEINRINET,
FDR DB EM®IZ T L3 RMENBEMICERE -REINET,
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Max.number of families :
BREVTRRIDIVNIB(O7I)-)BOLRIE, T 74 IVNE Auto, TRDERIEREEBR D
FINIBEINTRRTDRECT .
Target FDR (overrides sig.threshold) :
FDR DX EE,
FDR type :
FDR DA VTR, PSM (& query Z8 % EIF2DIZX U, Sequence [FEIUARTFREFIICYYF TS
query Z1D[CXKESHTHIIMUET,
Display non-sig. matches :

BRIEREZBIDIRNTFROARRIINDDNT IAIVNRETIN FVNIBICTTAINTLD
RITIFRIRTEBRICRRSEZY RAO7P CRIEZRIT TRRS BV T DIENTEETT,

Min. number of sig. unique sequences :

BEIVINVBEDEEEUVT. PHAIINDIIZ—VRRTFREZVNKDETDINELDIRETT,
MASCOT DT I#)VNE 1 TYEREEZE 2 LLEICTDEREIVINVED ) RSDEBEEESIT LTS
ENTTSRA. AEYVINOBRIIKEISHEVET .

Dendrograms cut at :

TP VNVBEORUEERL TS T UROJSAICDVWT, ROATFDAYV A T EIBELET,
TIAFIETREAYIATERITUGEWN 0 TT AVEATDBERICE>TEHELUTZIZIV/INIBEMNTDIC
FEHONDBTENHYUFT,

Unigene index :

(BIEIC7R L. Unigene DEREZITD CLVDIBEMI T —IR—XATRERBEUVEERDH )T VINVEZE
B FARN—ZADIT7IN—ICOSRIIVITFTBEHICERTS UniGene 127 VIR ZEERUEREM
TERRULET,

Error tolerant matches : Error tolerant matches: Reliable +
Error tolerant BRFRZIT OB D A, 1RF |Preferraed taxonomy
RBICH TS EREICEITRRERDORT Al

RBZYVEZDENTETERT (BHD).
Preferred taxonomy :

BERTSEIEYRE IVINOED 1 DOIVN)—(CIFEHEYBI N ) —IRESNTLSEN
HYUET RTINS A—F—Ttaxonomy DR IAAF TR —ICEHFIN TV EHMEYEIANTIC
MR CED—A RS NIEMEET IAIVETEDONIZTREEDH TY . k. /\TX—F—THE
USROS HCERDIEYBBERERZITONDI IV —NBRICKRTINDCENRHVET,
Preferred taxonomy DEREZITOIECT.BELHRAIEIEYELZIELZEYREICTIVERD
BENTEFHT,

Refine results using machine learning (Percolator) :

Refinement £, Xt T 2B CRIERTFRENBEZFT,
Use features calculated by Mascot :

Percolator () core features ZEtE-FIATDNE DN IR/N\—I 3 TlE refinement ZEELZH
BT COEBICFIVINAVET,
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DeepLC model for retention times:

RTIFREIIT—Hh SRFFETRIDGTEDEREE . TDHER%E Percolator THATIHEDS D,
BRI ERFICED /INSA—F—CYRT. EDLDRMN—ZD T TF—F v b EFEIENCEDE
BIMDIFESNTNET,

model [CEAT DERBAIE LLTD help R—IZTELZEI L,

https://www.matrixscience.com/help/ms2rescore_help.html#DEEPLCMODELS

MS2PIP model for spectral similality :
RTFREHIT—IH D MS2 AIRI NV FRIDETEDEEE . ZDFER%Z Percolator [C5IEEITNE DD
BRI ERFICED /NSA—I—EYIT EDLDRN—ZD T TF—F v b EFEIENCEDE
BIMDIFESNTNET,

model [CEAT DERBAIE LATD help R—IZTELZEIL,
https:/ /www.matrixscience.com/help/ms2rescore_help.html#MS2PIPMODELS

protein FDR DfBE peptide(MASCOT Tld Sequences &3k50) F/zld PSM D FDR DIENFRR
INFEI(TE).

¥Sensitivity and FDR (reversed protein sequences)

Protein family members 363 29 3.36%

| Sequences v | above homology ~ 3437 34 0.99%

MMEE7 I T)XLICLDIEERERD refinement ICKDENSUIOHR. BROA7JICHESE
KIFUEEBRICDVWTHER T 3EN TIF I EEL I ST ESRRRIEDIENTETET,

Details about ML model performance are available in ='the machine learning quality report.

NAIN=D200&D)vITBELR—ENKRRIEINE T, LiIR—b[ETOverview], [ Target-Decoy
evaluation], [Rescoring features|(D3DNY T THEBINTLET,
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lOverview|¥ J Cl&. refinement BRAFIE TRENED KD ICEDDLNIET IEHRNFEHONT
W&ET,

General statistics Tl&. refinement BERARIE TCOREEANRT NVEL TTz[d Peptide MDZEILH
FEHONTVET,

Score comparison Cld. & query [CBAUT. refinement BHERMEOXI7(CEDWVNZTOVYNTT,
target(F)& decoy (FF)EADBRIVFERFICZENTLET,

False discovery rate comparison C(d.FDR DRXYIUZEZ{LTEHIZHBE. BEIRINVEN
EDLDICHBTINFEHONTLET,

Identification overlap Tld. refinement BRAFIERICELY query DFERNEDS1ZED, ENDSRL)
EORENETNEN<SBVHEDERULETD,

Overview  Target-decoyevaluation  Rescoring features

General statistics

PSMs Peptides

3459 (1000

3866 (11200

Identification charts
Score comparison

The score comparison scatter plot shows the score for both target (blue) and decoy (red) PSMs before rescoring [x-axis) and after rescoring (y-axis).
Dashed lines indicate the 1% FDR threshold for scores before and after rescoring. PSMs in the upper-left quadrant are only identified after rescoring

a

PSM type
target

[ 20 40 60 80 100 120

PSM score (before rescoring)

False discovery rate comparison

The FDR comparisen plot shows the number of identified target PSMs in function of the FDR threshold. The plot starts at the top-right corner with the
total number of PSMs in the dataset (no FDR filtering). As the FDR threshold becomes more stringent (towards the left of the x-axis), the number of
identified target PSMs goes down. The dashed line indicates the 1% FDR threshold.

L}

—— after rescoring

FDR threshold

Identification overlap

The identifications overlap plot shows the unique identified PSMs and peptides were remaved, retained and gained by rescoring.

B removed
W retained
B ganed
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[Target-decoy evaluation]¥ 7 Tl&, target 7—9R—2R & decoy T—INR—RIZHITDHERDEL)
[CDWTHREET D72p DT T TR EINFK T,

Score histogram Tld target & decoy DRIP4, FICEHEBDAHRNENISL\FBESN TV SN ZE
NI EIENTEET, AEEEEN SR TRINTVERT,

Percentile-percentile plot (PP plot) Cl& Decoy 7—9AN—2R& Target T—IN—XAENENIC
XU TITOTRERD AT HHIC DOV TRBEZLERULTVET,

Overview Target-decoy evaluation Rescoring features

Score histogram

The score histogram shows the score distribution for both target PSMs (blue) and decoy PSMs (red). The target score distribution is expected to show two
modes, corresponding to high-scoring (presumably correct) PSMs and low-scoring (presumably incorrect) PSMs. The decoy score distribution is expected
to show a single mode, which should approximate the low-scoring part of the target score distribution as closely as possible. This approximation can be

more easily assessed in the percentile-percentile plot (see below). The dashed line indicates the 1% FDR threshold.

Q
; color
250 1 M target
1 M decoy
1
200 1
1
1
150 1
1
1
100 I
1
[}
50 1
1
0 I .
-4 -3 -2 -1 0 1 2

score

Percentile-percentile plot

The percentile-percentile (PP) plot shows the empirical cumulative distribution function (ECDF) of the target distribution in function of the ECDF of the
decoy distribution. In the context of peptide identification, it can be used to assess the quality of decoy PSMs and their capacity to help in correctly
estimating the false discovery rate.

Ideally, the PP-plot should follow a straight diagonal line up until the end of the decoy distribution (right-hand side of the plot), where the line turns
vertically upwards. A straight diagonal line means that the decoy distribution perfectly aligns with the first part of the target distribution (the low-scoring

and presumably bad target PSMs) and therefore correctly models the bad target PSMs.

The red dashed line is the estimated fraction of incorrect PSMs. If the PP-plot is below this line, then there are fewer decoy matches than expected.

1

0.8

0.6
g
[

0.4

0.2

0

0 0.2 0.4 0.6 0.8 1

Fdp
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[Rescoring features|% 7 Cl&. Percolator WEFHADMRIZER U features ICRHT 2T 5 TMFRR
ITNERY,

Individual feature performance Tl&. BFHfli(DERE Percolator MFIKTICH T features NENLS
WREZRIFLIZDONERLTVET,

MS2PIP model performance Cl&. EAlfEE FRIEETY BEDERNT S LMNKREINET, Bedl
Mo FRINIEARINVEERT—5ED—EHEIL. feature D1DEULT refinement SHRICFAIN
&9,

Qverview Target-decoy evaluation Rescoring features

Individual feature performance

The individual feature performance plot shows the 'strength’ of individual features. For each feature, g-values are calculated as if that feature was
individually used for scoring PSMs without any other information. Then, the area under curve (AUC) is calculated for the empirical cumulative distribution
function (ECDF) of the g-values. The higher the AUC, the better the feature is at discriminating between target and decoy PSMs without any other
information.

@

predicted_retention_time_bes!

Feature generator
spec_spearma

iony_pearson_norm M Mascot
iony_abs_diff_Q3_norm B ms2pip
ionb_std_abs_diff_norm M deeplc

spec_pearsol
iony_pearsol

Feature

iony_min_abs_di
ionb_min_abs_di

meanAbsFragPPM
intMatchedTo!
varmodsCoun!
MI

0 1000 2000 3000 4000

Q-value ECDF AUC

MS2PIP model performance

MS?PIP model performance can be estimated by calculating the Pearson correlation coefficient between the predicted and observed fragment ion
intensities. Fragment intensities are first normalized to the total ion current and then log2-transformed.

The following histogram shows the distribution of Pearson correlation coefficients for all target PSMs that passed the 1% FDR threshold. The red dashed
line indicates the median correlation.

Median: 0.88"
250 !
1
200
- 150
c
F]
o
5]
100
50
0- - e
0 0.2 0.4 0.6

Pearson correlation
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DeepLC model Tl&. {%?%E% =[0) DeepLC model performance

DeeplLC model performance can be visualized by plotting the predicted retention times against the observed retention times (top chart), or by calculating

EABEEFABECONT RAHE |

The scatterplot shows the observed retention time compared to predicted retention time. Only target PSMs that passed the 1% FOR threshold are

WCETY JHEEDEZ RIS LN
— N . -~ The histogram shows the distribution of RMAE values of DeeplC predictions on 460 different benchmark datasets. The red line indicates the RMAE value
15,%7]7 t n i 3- (<] %;ﬁu + :F -\7 |J j I/ —_— y of the current data set, for all target PSMs that passed the 1% FDR threshold of the current dataset. A lower RMAE value indicates better performance.
a
IVINEREREEEAT -5 & -
D—HEIE. featue D1DELT gy

refinement STRICFHAINET,

Predicted vs. observed retention times

Predicted retention time

Observed retention time

Current DeeplLC performance compared to 460 datSie®

EEYVINVBICRET S/HmNEEHSNEFRTT,

J Proteins (863) H Report Builder H Unassigned (4848) | § permalink

Protein families 1-10 (out of 820)
0 <lerpoge  1(2)[3/[a] [3][a]-. [52] et
|Accession ~ |[contains v || || Find Clear

» 1 3::P00549 652 Pyruvate kinase 1 0S=Saccharomyces cerevisiae (strain ATCC..

} 2 1 3::P10592 557 Heat shock protein SSA2 0S=Saccharomyces cerevisiae (strai.
_|_|: 2 3::P10591 554 Heat shock protein SSA1 0S=Saccharomyces cerevisiae (strai_
3 3::P16474 147 Endoplasmic reticulum chaperone BiP OS=Saccharomyces cer...

LD 5 LAIDED ZHRL TRRUIZOMNLULTDRE T,

J Proteind (863) | | Report Builder || Unassigned (4848)

Protein families 1-10 (out o

IRCHEONEEDDOIE. BF 863 DEMIFUANPYITEINLREAETVINIBEDESE. = 820 D
HBREREYVINIETPI)—DH T I7I)—EEVITRTIFREFOIVNIBZFREDH
JI\V—T T, 5#l(L[9-6.Protein inference | %= _EI/ZTU),

LEERBEHRLUSIC, 1 R=IJICRRTDIVNIBT7I) D WEFRTIINTLVBIR—I & EFNLS
DR—=INDBEE), RTIABDEERH/2UHE. €U THBORFENER/INTLET,
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LW TEI7I)—DEHRNE S NIZERIC DLW TERALE Y,

p2]| BREKIVINIBI7IU—DEREICIEF=AY—IE rank ODEFNRRIINTVET ZAZHH
20w oddE RAEIVINVEICETDILVEUVWVER. 9V VBICTHAIEINTVBIRTFRD
RYF TR EDRRINET (FH).

| Proteins (863) || Report Builder || Unassignad (4848) |

Protein families 1-10 (out of 820)

10 vlperpace 1 [2] [2] [a] ] [e] - [a2] et

[Accession v |[contains || || Find [ clear |
b1 2:P00549 652 Pyruvate kinase 1 OS=Saccharamyces cerevisiae {strain ATCC 204
w2 1 3:P10592 557  Heal shock protein SSAZ OS=Saccharomyces cerevisiae (strain ATQ
_’_|: 2 3:P10591 554 Heat shock protein SSA1 DS=Saccharomyces cerevisiae (strain ATC
2 32:P16474 147  Endoplasmic reticulum chaperone BiP OS=Saccharomyces cerevisia

G
E = 5 8 =
4 »

Thrashald (0):

Score Mass Matches Sequences emPAL
2.1 =3::P10592 557 69599 41 (41) 26 (26) 4,15 Heat shock probein SSA2 OS5 =Saccharomyces cerevisiae {strain ATCC 20450f
2.2 =3::P10591 554 63786 41 (41) 2B (28) 4,44 Heat shock protein S5A1 OS=Saccharomyces cerevisiae (strain ATCC 20450)
2.3 =3::P16474 147 74479 10 (10) 9 (9) 0.67 Endoplasmic reticulum chaperone BiP 05 =Saccharomyces cerevisiae (strain

50 peptide matches (49 non-duplicate, 10 duplicate)

B ot o

Query Dupes Observed Mrlexpt] Mx{calc) ppm M Score  Expect Rank U 1 2 3 Peptide

a6 380.7134 T75%.4122  759.4127 -0.54 0 23 0.0047 Py EE R.NSTIPTE.K

a7z 389.1540 T776.3735  776.3738 -p.44 0 23 0.0048 Py EE K.MVAEREE.F

280 417.2091  B32.4037 32,4039 -0.4% 0 15 0.033 Py HE K.DLSTHOR.A

=101z 426.2002 B50.3857 850.3742 13.6 0 15 0.034 p3 i M R.MVEEREK.F + Oxidation (M)
=f1zz8 439.751%  B77.4B52  §77.4509 -1.84 0 23 0.0055 Py il W E.VAYPITSE.L

=300 4447366 B87.4585 857.4600 -1.64 0 21 0.0083 Py EE R.STLOPVEE.V

=f2222 450.7442 979.4738  979.4757 -1.7% 0 25 0.0034 Py U B R.ALSSOMSTR.I

fz2szz 334.8570 1001.5430 1001.5505 -1.51 1 19 0,012 Py H W K. TEDNHLLGE.F

BESNEZERICRTIINDIABTICONT, EROBETHODN SN —VBATLYUEFULWERZ
TVWET,

J Proteins (863) ‘ | Report Builder ‘ | Unassigned (4848) | § permalink
Protein families 1-10 (out of 820)

0 Joerpooe 1 (2] 3)[a] ] o). 2] [

| Accession ~ | contains_~ || || Find [ Clear |

» 1 3::P00549 652 Pyruvate kinase 1 OS=Saccharomyces cerevisiae (strain ATCC.

b2 1 3::P10592 557 Heat shock protein SSAZ OS=Saccharomyces cerevisiae (strai...
_|_|: 2 3::P10591 554 Heat shock protein SSA1 0S=5Saccharomyces cerevisiae (strai...
3 3::P16474 147 Endoplasmic reticulum chaperone BiP 0S=Saccharomyces cer. .

— T T T

TUROTSLNRREINTVSEMR ClE REY VN VBEDSSIHERTFRERF DYV INOBEDFEEL
EARRINTVET . FUERITHRELTVWSI VN IBRKIVENML TV EERUET HLEE
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FI 27 (EEH) NN —[CRO>TVW T . BEURIGEDERNI VIS IT 1 TICRTRIEINET,
(RAT7ZEEFEHFEANL Cut RYVEBIETEYIUEDYET, )

Score Mass Matches Sequences emPAI
2.1 3::P10592 557 £9599 41 (41) 26 (26) 4,15 Heat shock protein SSAZ 05 =Saccharon
2.2 =3:1:P10591 554 69786 41 (41) 28 (28) 4,44 Heal shock protein SSA1 OS5 =Saccharor
2.3 =3::P16474 147 74475 10 {10) 9 (9) 0.67 Endoplasmic reticulum chaperone BiP O
[Redisnlay | [ a1 [Hone |

T7IV—ICBI2RIVINVBDBBIAFRIIINTVWETHAIE rank 2 TIH. rank2 DT
ZAAT7IBICH TOESHDIFEN, ETNEFN 2.1, 2.2 REERIRINTVET, ZDENDIERFLLTD
BYTY,

Score

HIINDBDRAT I VINVBIZFHAIEINTVWBRTFRD lons Score ZHLEICEHTN, KEL)
FEEBEEODEVRTFRAZNZEERUEITN, IBIED MASCOT Tld Protein Score ZEE(ICEE
YUNIBZEHETDEHEIFLTVEEA,

Mass :
FUNNDBDEE, T—IR—R(CEHFINTL\DEIIERN SEHE,
Matches :

HUNDBIZTHA U ENTE query Blo ORDHZEIEZDHR TREREEZBI TVDIED BEDT I+
IVNERECIEREREEZEEZ TV\D query DAHEREEICTKTIINTVSTZH ORADEFENARLU TY,
Sequences :

query DOBREUARTFREFICYYFUTVWSREZE 1 DICKESHTHIVRLIZED, OICDVNTIE
Matches EFEIU<KEAEE#EZBI TV\DIEDDHFZENT U,
emPAI :

Spectral Counting M1DTdH2D emPAL ENATVIEFEENZVWE VWS HIMTOEEELRVET,
SOINDBICTPHAIINERTFRENBZEEICEHRUL. N DIVINIBDOARS T ZE EICIEEL
TNTVBZHRBRADERDIKRESDY VINIBE TELLBNEIEE, FHlllXLLT URL ZCEBL/ZTL,

https:/ /www.matrixscience.com/help/quant empai help.html

BOWT PHIIRTFRICEALTERTRUTVWED,

¥ 59 peptide matches (49 non-duplicate, 10 duplicate)
Auto-fit to window
Query Dupes Observe d  Mrlespt) Melcalc) ppm M Score Expect Rank U 1 2 3 Peptide
a1 380.7134 T59.4123 759.4127 -0.54 0 23 0.0047 P4 | B | R_RSTIFTK.K
=faTz 3§9.1540 776.3735 T76.3738 -0.44 0 23 3.0048 g [ B | E._MVAEREK.F
ae0 41T7.2091 B3Z.4037 §32.4039 -0.13 0 15 0.033 ’1 [ N | E_DLSTHQR.R
1012 426.2002 B50.3857 &50.3742 13. 6 0 15 0.03% ’3 u [ | R._}_‘!_VEKAEK.F + Dxidation (M)
1zz8 439_751%9 877.4632 877.4509 -1.94 0 23 0.0055 ’1 u B E.VAYFITSK.L
1200 444 7366 BB7.4585 887 .4600 -1.64 0 21 0.0083 ’1 [ N | R_ETLOFVEK.V
fazzz 4507442 973.4739 79.4757 -1.73 0 25 0.0034 ’]_ u B EB.ALSSOMSTR.I
f2azz 334.8570 1001.54%0 1001.35505 -1.51 1 19 o.o12 ’l [ B | K. TEDHHLLGE.F
.
=] —n - ° . = — s
Query : Query FHFS, MASCOT CTlEAAT—FICDVWT ARTFROBEICHRE UL
_ [ Y =~ = 4 g o » =400
INSVEICHESHEIVIRONE T, Query HESMNNEWTF—FIERTFROBEN
INEWEBZRUET,
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Dupes : AUARTFREFITH DEHCERERUBRICTYF UL query [& RO7PHRE
BVEDDHFFRRINENLIMNE Dupes ##ICHEINSNE T, Dups THRIRIND
BFIE query LD FREHONTLSIhERL. ZAHZIUYITIE
D query MERRINET,

Observed : BT —IAIDRTFRD m/z

Mr(expt) :m/z CEFISEHBEINGL ERT—IADORTFROESE

Mr(calc) : TIR—ZADEFIH SEEINC. ERERDODRTFROES

Delta : Mr(expt) — Mr(calc)

M . BERA T F RYERBFIC Missed cleavage R EMNEIRICERA T N7z[E1E

Score : Mascot Ions score CRERIED MS2 E— V& BREE DYV F UV IEEVERUEXT

Expect . FEEEEEE Score HSETRE I N HATHE,

Rank : TIR—ZABDBEERTFRERYF I EIT 1= RSN TVBIRTF RECI

EDIVF VI MREEDHRTRM TH O ERUET, [Rank I DEFRZE D)V
UCEBRT & TRDKSICYYF I ERTP I T ETOIMDRTFREFD
ZAO7ICDVNT rank [BICFRRINE T, /2 LEBICIEZED query TESH SN
2DODRIEEEEELHE THRRINET GHllIEN9-4.FAERTFRIECET I,

Loous:3. 6453
Score » 33 indicates identity
Score » 23 indicates homology
i 0.4100 O 63 6.2e-06 wy [ [ R.DFIDYYLIE.Q
-0.5313 0 7 2.5 2 DFPETHNILK
.3187 1 & 3.4 3 TPPIIHRDLK
-0.7080 1 5 3.5 4 KETMRLILK
.3816 D 5 4.1 5 DTLSIMATHIK
5308 1 5 4.1 6 + Oxidation (M)
5273 1 4 57
4108 0 3 6.7 B + Oxidation (M)
-0.5313 3 6.9 9 SLLOENFEPGE
-0.3703 2 7.4 10 MFPGCINGSDWE.  + Oxidation (M)
U : UN—2IDDVWTWBGE DI M) —EHBINTLVRL Unique RTFRT
HHDBEERHKRULET,
#F  BFEFTFIV—ICBIT DY VN OBEERLTVET BEIN S 29 VN VBICES

RTIFRRTPHAINTVWBREEZRUET AU T 7I)—RTRANT DOHFERT
SNTUVWBARTFRNIAZ—IORTFREVWDEICRVET,
Peptide : BEYRURARTFRES, BE0RIE D7 I /EEREREEHE TRRIINE T,
7-2-12. Report Builder 7 (9VINOBR—IADRFRZRI71IVHED)

7-2-10 CCREANUERIEY VINVBORRIMEFRICDWT  RRfEESENY TERICR>TVET,
7-2-10 CCEALEDIEProteins |9 T TURM, TNLSIC 2 DDIYTHHUET,
[Report Builder] () (. REYVINVBR—ZADZANE(ERR T DDIENRXNR—ITY,
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J Proteins (863) Report Builder |] Unassigned (4848)

Protein families 1-10 (out of 820)

Report Builder 9 7&0')v09§5E RADTREDL D ICTVEDYET,

Proteins (863), Report Builder ‘ ‘ Unassigned (4848) ‘
)

» Columns: Standard (12 out of 16)
} Filters: (none
Export as CSV
7Family | M | DB Accession Score | Mass | Matches | Match(sig) es | Seq(sig) | emPAI | Description
1 UP2311_S_cerevisiae | "3::P00549 652 | 54909 54 54 34 34 13.67 | Pyruvate kinase 1 0S=Saccharomyces cerevisiag
2 1 | UP2311_S_cerevisiae | ££3::P10592 557 | 69599 41 41 26 26 4.15 | Heat shock protein SSA2 0S=Saccharomyces cel
2 2 | UP2311_S_cerevisiae | #'3::P10591 554 | 69786 41 41 28 28 4.44 | Heat shock protein SSA1 QS=Saccharomyces cel
2 3 | UP2311_S_cerevisiae | 3::P16474 147 | 74479 10 10 9 9 0.67 | Endoplasmic reticulum chaperone BiP OS=Sacch:
3 1 | UP2311_S_cerevisiae | =£3::P07259 556 | 246198 40 40 39 39 0.96 | Multifunctional protein URA2 0S=Saccharomyced
3 2 | UP2311_S_cerevisiae | £'3::P03965 135 | 124465 11 11 11 11 0.45 | Carbamoyl phosphate synthase arginine-specific
4 1 | UP2311_S_cerevisiae | £3::P00359 508 | 35838 35 35 20 20| 12.15| Glyceraldehyde-3-phosphate dehydrogenase 3 O
4 2 | UP2311_S_cerevisiae | =f3::P00358 453 | 35938 33 33 18 18 9.33 | Glyceraldehyde-3-phosphate dehydrogenase 2 O
4 3 | UP2311_S_cerevisiae | ££3::P00360 161 | 35842 12 12 10 10 2.23 | Glyceraldehyde-3-phosphate dehydrogenase 1 O
5 1 | UP2311_S_cerevisiae | /3::P16521 477 | 116727 35 35 24 24 1.66 | Elongation factor 3A OS=Saccharomyces cerevis|
6 1 | UP2311 S cerevisiae | «/3::P19097 463 | 207388 37 37 34 34 1.00 [ Fatty acid synthase subunit alpha 0S=Saccharo

RIS BIISPMER I N RTABE CSV JPMIVTHATEIENTEXRT . ISIC.HRTFITD
IHEHZRET B Columns |, RNT DY V/INVBICHUTROAPRTPHA IR T FRERETRY AH
FME5Z2BFilters /REE VO HBEZEER T 2FEHRET (TH),

Proteins (480) Report Builder ‘ ‘ Unassigned (30379) ‘

Protein family members (271 proteins)

¥ Columns: Standard (12 out of 16)

—_— )
Arrangementl <custom> I A

Enabled Available
Family Protein family members
Member Num. of unique sequences
Database Num. of significant unique sequences
Accession Sequence coverage
Score pl

Mass

Num. of matches

Num. of significant matches
Num. of sequences

Num. of significant sequences
emPAlI

Description

[1] Apply
¥Filters: "Num. of significant matches" >= 2

Num. of significant matches z +| |2 Remove [J
| sequence coverage v| S
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[Unassigned |19 T CIXF.BAEYVNVBICPTAIINTVWRWARTFRO—EBENRRIINE T,
FREBICDWTIE, 7-2-10 TRULRSYVNDBICPHA U ENTVWBIRTFREIFEAERU TIDT,
HEDOABICOWVWTIEZEESZISRETL,

J Proteins (863) ‘ ‘ Report Builder I | Unassigned (4848) I §_permalink

Protein families 1-10 (out of 820)

[0 viperpage  1[2](3][a] 3] 5] 52| et

| Accession ~ |[contains ]| | Find Clear

31 3::P00549 652 Pyruvate kinase 1 OS=Saccharomyces cerevisiae (strain ATCC.

b2 '7 1 3::P10592 557 Heat shock protein SSA2 OS=Saccharomyces cerevisiae (strai.
2 _2=-DINSO1 554 Heat shock protein §5A1 OS=Saccharomvces ¢ isiae [strai

|

‘ Proteins (863) H Report Builder H Unassigned (4848) ‘

Unassigned peptides, 1-100 (out of 4848)

(100 + |per page 1 Sort by|Decreasing score v

Quey v [[Fiter | [ Clear

Peptide matches not assigned to protein families (no details means no match)
Query Observed Mr (expt) Mr (calc) ppm M Score Expect Rank Peptide
#6795 525.2460 1572.7162 1572.7168 -0.39 0 14 0.039 p1 ITPAHDONDYNTGK
#8256 679.0183 2034.0332 2034.0357 -1.24 0 14 0.039 p1 STAPAYGIPVVLHSDHCAK
#2557 509.2711 1016.5277 1016.5291 -1.32 0 14 0.039 p1 EYTINLHK
#4909 428.5814 1282.7225 1282.7245 -1.54 1 14 0.039 p1 TILKPGVEANNK
#1875 473.7638 945.5131 945.5131 0.00111 14 0.039 p1 ETDVTGGKK
#3707 571.3170 1140.6195 1140.6213 -1.52 0 14 0.039 p1 NMPVPILETK
#4254 402.1887 1203.5443 1203.5455 -0.96 0 14 0.039 p1 SHAVONMDFR
#2538 508.2740 1014.5335 1014.5346 -1.01 0 14 0.039 p1 STOGPIVADK
#1251 440.7422 879.4699 879.4702 -0.26 0 14 0.039 p1 YIESLOK
#2278 493.7787 985.5428 985.5444 -1.58 1 14 0.04 p1 LKGVTDPEK
#2677 515.2882 1028.5618 1028.5614 0.370 14 0.04 p1 QVONATL.OK
#5413 452.2482 1353.7227 1353.7252 -1.87 1 14 0.04 p1 ENPTLRPAEISK
#746 408.2457 814.47638  814.4800 -3.%96 0 14 0.04 p1 LLVVDER
#1706 465.7350 9295.4554  92%.4566 -1.38 0 14 0.04 pq SDTPANIGR
AnEan Cga o3E7 11734 Acteo 1134 4£818 o o£3 0 14 0 N4 ko TovVEYETELD

7-3. Protein View

EREE CIFERARNAN—U DI INBUET, ¥V INDER(Accession)DINAIN—=D D& D)V D
THENVYFURIVINIBIIDOVWTLYEFUWMERNEES N TL\ S Protein View | DEEE G XY
Cr&EM),

RRELRE CREROB CEONZERREIHIC DOV TIUFUSEHRALET,
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N MASCOT Search Results

Protein View: P10592

Heat shock protein SSA2 OS=Saccharomyces cerevisiae (strain ATCC 204508 / S288c) 0)‘:559292 GN=SSA2 PE=1 SV=3

Detailed information about this protein hit is shown below. (help)

Database: UP2311_S_cerevisiae
Score: 557

Monoisotopic mass (M;): 69599

Calculated pI: 4.95

Sequence similarity is available as an NCBI BLAST search of P10592 against nr.
Bearch paramefers

MS data file: klc_031308p_cptac_studyé 6B011.mgf

Enzyme: Trypsin/P: cuts C-term side of KR.
Fixed modifications: Carbamidomethyl (C)
Variable modifications: Oxidation (M)

FI'D!EII'I sequence coverage: zz%

Matched peptides shown in bold red.

1 MSEAVGIDLG TTYSCVAHFS NDRVDIIAND QGNRTTPSFV GFTDTERLIG
51 DARKNQAAMN PANTVFDAKR LIGRNFNDPE VQGDMKHFPF ELIDVDGEPQ
101 IQVEFKGETE NFTPEQISSM VLGKMKETAE SYLGAKVNDA VVTVPAYFND
151 SQROATEDAG TIAGLNVLRI INEPTAAATA YCLDKKGKEE HVLIFDLGGG
201 TFDVSLLSIE DGIFEVKATA GDTHLGGEDF DNRLVNHFIQ EFKRENKEDL
251 STNQRALRRL RTACERAKRT LSSSAQTSVE IDSLFEGIDF YTSITRARFE
301 ELCADLFRST LDPVEKVLRD AKLDKSQVDE IVLVGGSTRI PEVQELVTDY
351 FNGKEPNRSI NPDEAVAYGA AVQAAILTGD ESSKTQODLLL LDVAPLSLGI
401 ETAGGVMTKL IPRNSTIPTK KSEVFSTYAD NQPGVLIQVEF EGERAETKDN
451 NLLGKFELSG IPPAPRGVPQ IEVTFDVDSN GILNVSAVER GTGESNKITI
501 TNDEGRLSKE DIEFMVAEAE KFKEEDEKES QRIASENQLE SIAYSLKNTI
551 SEAGDKLEQA DKDAVTKKAE ETTAWLDSNT TATKEEFDDQ LEELQEVANP
601 IMSKLYQAGG APEGAAPGGF PGGAPPAPEA EGPTVEEVD

Unformatted sequence string: 639 residues (for pasting into other applications)

Sort by ® residue number O increasing mass O decreasing mass
Show @ matched peptides only O predicted peptides also

Query Start — End Observed Mr(expt) Mr (calc) ppm M Score Expect Rank U Peptide

#4341 24 — 34 607.8089 1213.6033 1213.6051 -1.46 0 39 0.00013 1 R.VDIIANDQGNR.T

#6135 35 — 47 729.3478 1456.6810 1456.6835 -1.71L 0 29 0.0013 1 U R.TTPSFVGFTDTER.L

#6879 55 — 69 796.3790 1590.7434 1590.7460 -1.64 0 32 0.00068 1 U K.NQAAMNPANTVFDAK.R

#6880 55 — 69 531.2552 1590.7438 1590.7460 -1.39 0 19 0.013 1 U K.NQAAMNPANTVFDAK.R

#6962 b5 — 69 804.3763 1606.7380 1606.7409 -1.83 0 37 0.00019 1 U K.NQAAMNPANTVFDAK.R + Oxidation (M)
#6963 55 — 69 804.3763 1606.7381 1606.7409 -1.77 0 20 0.0093 2 U K.NQAAMNPANTVFDAK.R + Oxidation (M)
#5634 75 - 86 697.3038 1392.5930 1392.5980 -3.58 0 25 0.0023 1 U R.NFNDPEVQGDMK.H

#6686 111 — 124 775.8977 1549.7809 1549.7810 -0.099 0 22 0.006 1 K.NFTPEQISSMVLGK .M

#5251 125 — 136 664.3303 1326.6461 1326.6489 -2.13 1 30 0.0011 1 K.MKETAESYLGAK.V

4751 537 - 547 422 5625 1264.6656 1264.6663 -0.52 0 26 0.0025 1 K.NQLESIAYSLK.N
#7936 568 — 584 626.9852 1877.9339 1877.9370 -1.69 1 30 0.00095 1 U K.KAEETIAWLDSNTTATK.E
5444 593 - 604 679.85156 1357.6884 1357.6911 -1.99 0 20 0.0092 2 U K.ELQEVANPIMSK.L
#5445 593 — 604 679.8521 1357.6896 1357.6911 -1.10 0 23 0.0053 1 U K.ELQEVANPIMSK.L
E o
5 -1
£ -2
[
-3
-4 T T T T T T T T T T T
800 1000 1200 1400 1600 1600
RIS error 1 ppm Mass (Da)
ID  HSP7Z_YEAST Reviewed; 639 RA.

AC P10592; DEVXYO0;

DT 01-JUL-1989, integrated into UniProtKB/Swiss-Prot.

DT 23-JA2N-2007, seqguence version 3.

DT 05-FEB-2025, entry version 242.

DE RecName: Full=Heat shock protein S8A2;

GN Name=8S8A2; OrdersdLocusNames=YLLO24C; ORFNames=L0931;

0s Saccharomyces cersvisiae (strain ATCC 204508 / 5288c) (Baker's yeast).
oc Eukaryota; Fungi; Dikarya; Ascomycota; Saccharcmycotina; Saccharomycetes;

oc Saccharomycetales; Saccharomycetaceae; Saccharomyces.
[0).4 NCBI_TaxID=555282;
RN [11

RP NUCLECTIDE SEQUENCE [GENOMIC DNA] .
RC STRAIN=ATCC 204508 / S288c;
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Protein View: P10592

Heat shock protein SSA2 0S=Saccharomyces cerevisiae (strain ATCC 204508 / S288c) 0X=559292 GN=SSA2 PE=1 SV=3

Detailed information about this protein hit is shown below. (help).

Database: UP2311_5_cerevisiae
Score: 557

Monoisotopic mass (M,): 69599

Calculated pI: 4.95

Sequence similarity is available as an NCBI BLAST search of P10592 against nr.

R—=IDRNNIVINOED Acession & Description NFRRNINFT (LK) HWTUTDLS R
BHRNFRRIINET,
Database : BRAULET—IRN—RHZ

Score : FVINOBORAT7
Monoisotopic mass (Mr) : T—IRN—XDEFIHNSEHEINLZIVINIBDEE
Calculated pI : TIR—ZADEFINSHETNIETREFER

Taxonomy : EYiE (LEETIIRFRINTVEEA)

FRHEIVINOEDEFIZE NCBI (0 BLAST(ELFHERMRRTOT S L)RITITDHDIIM
RREINET,

Search parameters

MS data file: klc 031308p cptac studyé 6BO11.mgf
Enzyme: Trypsin/P: cuts C-term side of KR.
Fixed modifications: Carbamidomethyl (C)

Variable modifications: Oxidation (M)

MS data file : AHNT—IT71ILDEAFR
Enzyme : YN —2
FOM, RRTHERAUE/INSA—Y—ICFET IIFEHRNRRIINET,

Protein sequence coverage: 44%
Matched peptides shown in bold red.

1 MSKAVGIDLG TTYSCVAHFS NDRVDIIAND QGNRTTPSFV GFTDTERLIG
51 DRAKNQAARMN PANTVFDAKR LIGRNFNDPE VQGDMKHFPF KLIDVDGKPQ
101 IQVEFEGETE NFTPEQISSM VLGKMKETAE SYLGAKVNDA VVTVPAYFND
151 SQROATFDAG TIAGLNVLRI INEPTARATA YGLDKKGREE HVLIFDLGGG
201 TFDVSLLSIE DGIFEVEATA GDTHLGGEDF DNRLVNHFIQ EFKRENKKDL
251 STNQRALRRL RTACERAKRT LSSSAQTSVE IDSLFEGIDF YTSITRARFE
301 ELCADLFRST LDPVEKVLRD AERLDESQVDE IVLVGGSTRI PRVORLVIDY
351 FNGKEPNRSI NPDEAVAYGA AVOAATLTGD ESSKTCDLLL LDVAPLSLGI
401 ETAGGVMTEL IPRNSTIPTK RSEVFSTYAD NOPGVLIOVE EGERAKTKDN
451 NLLGKFELSG IPPAPRGVPC IEVTFDVDSN GILNVSAVEK GTGESNEITI
501 TNDKCGRLSKE DIEFMVAEAE KFKEEDEKES QRIASKNQLE SIAYSLKNTI
551 SEAGDEKLEQA DKDAVTEKAE ETIAWLDSNT TATKEEFDDC LEELQEVANP
601 IMSKLYQAGG APEGAARPGGF PGGAPPAPEA EGPTIVEEVD
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BWTYINIERRICHUTIYFURRTFRNREDEALICHZ2DH . ZDEIEICDOLNTD
BHRMNTRTIINE T, Coverage EIF. 2RICHTBIVYFARTFREEBDEAESTI . YVFULE
RIFREBADBFDOARFTRAINTVET,

Show ® matched peptides only O predicted peptides also

Query Start — End

Unformatted sequence string: 639 residues (for pasting into other applications).
Sort by @ residue number O increasing mass O decreasing mass
Observed Mr (expt) Mr (calc) PPM M Score Expect Rank U Peptide
#4341 24 - 34 607.8089 1213.6033 1213.6051 -1.46 0 39  0.00013 1 R.VDITANDQGNR.T
#6135 35 — 47 729.3478 1456.6810 1456.6835 “1.710 29 0.0013 1 U R.TTPSFVGFTDTER.L
#6379 55 — 69 796.3790 1590.7434 1590.7460 -1.64 0 32 0.00068 1 U K.NQAAMNPANTVFDAK.R
#8850 55 — 69 531.2552 1590.7438 1590.7460 -1.39 0 19 0.013 1 U K.NQAAMNEANTVFDEK.R
AE962 55 — 69 804.3763 1606.7380 1606.7409 -1.830 37 0.00019 1 U K.NQAAMNPANTVFDAK.R + Oxidation (M)
#6963 55 — 69 804.3763 1606.7381 1606.7409 1.770 20 0.0093 5 U K.NQAAMNPANTVFDAK.R + Oxidation (M)
#5694 75 — 86 697.3038 1392.5930 1392.5980 -3.58 0 25 0.0028 1 U R.NFNDEEVQOGDMK.H
#6636 111 — 124 775.8977 1549.7809 1549.7810 -0.099 0 22 0.006 1 K.NFTPEQISSMVLCK .M
#5251 125 — 136 664.3303 1326.6461 1326.6489 —2.131 30 0.0011 1 K.MKETAESYLGAK.V
#5253 125 - 136 443.2230 1326.6473 1326.6489 “1.201 27 0.0018 1 K.MKETAESYLCGAK.V
#3052 127 - 136 534.7619 1067.5093 1067.5135 -3.88 0 26 0.0027 1 K.ETAESYLGAK.V

SONIBEROTFICKYYFURRTFRN, PI/BEREIR(TI4IVNREDHE) ICHA TR
FRSNTVET (ER) . RRINTLVSIBIRIZLLTDEY T,

Unformatted sequence string :

Sort by
Show

Query
Start-End
Observed
Mr(expt)
Mr(calc)
Delta

M

Score
Expect
Rank

U

Peptide

BREMEHICEIZIE— U <BRIR—IDEST T MD7 TV —23 0T
Byl =AU VESICERNTY,

: DARDAEVIRZIEELE T REES. BEDHIE/FIE HEIRTEET,

NYFURRTFROAZEZANIRRISE DN, VY FUGh o IZ3EmE— 7%
RNTEDINZEZBERLET,

: Query HS o ANT—FICDVWTRTFREBEDINT VEICHITONLZES,

: FVINOBERICHITET7I/BEEES,

: E=OURNTPAILD m/zo

: E=OUZXDENSEHEINIERTFROEE,

: BEAUN SRR INIERTFRDEE,

: Mr(expt) — Mr(calc)

: Missed cleavage,

: Mascot Ions score, EERIED MS2 E— 0 EBRIEEDYYF I ITESVERULETD,

: query BICETRINSHARHE. RO7 RAEEEEN SE L.

: TIR—ZAHDEFR T FREYYF I ZTBE RTFREFEDYYF T
NEEDHFTORAI TH N ZERLET,

:UN—IHDVTVWBIGE MOIU M) —EHBFEINTUVRL Unique RTFRT
HDBEERHRULET,

: EYRUTERTF RECS B ORI D7 I/ BRARE S EEHETRRINET,
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Error (ppm)

— 1 T T
§OO 1000 1200 1400 1600 1800
RMS error 1 ppm Mass (Da)

R—=ITFEBTCRRINTVND IS TRELICE—DIDIYYF I DEEERT T TTTI (LK), 1
[FEBRT —FRIDRTFREECTHENRECTT . AFNTVEIENERRIVNIBTINDIST%
W29 2FE T, INTA—Y—TIEEUIEZ=EH (peptide tol.)DEREENEYI TH N E DN EHER
DENTEXY,

ID  HSPT7Z YEAST Reviewsd; 639 RA.

AC P10592; DEVEYOD;

DT 01-JUL-15%8%9, integrated into UniProtKR/Swiss-Prot.

DT 23-JAN-2007, seguence version 3.

DT 05-FEB-2025, entry version 242.

DE RecName: Full=Heat shock protein SS2Z;

GN Name=SSAZ; OrdersdLocusNames=YLL024C; CRFNames=L0%931;

08 Saccharomyces cerevisiae {(strain ATCC 204508 / s8288c) (Baker's yeast).
oc Eukaryota; Fungi; Dikarya; Ascomycota; Saccharomycotina; Saccharomycetes;
oc Saccharomycetales; Saccharomycetaceas; Saccharcocmyces.

ox NCBI_TaXID=559292:

EN [1]

RF NUCLEQOTIDE SEQUENCE [GENOMIC DNA]J .

RC  STRAIN=ATCC 204508 / S5288c;

RX PubMed=2644626; DOI=10.109%3/nar/17.2.805;

RA Slater M.R., Craig E.A.;

ET "The 5821 and SS2AZ2 genes of the veast Saccharomyces cerevisiae.™;

BEOR FERICIEY VINOBDFMIBEERNARRINET (LR, 2 LT—IR—=XIIH U T, [BHRE
RICRET 2BEUREREN MASCOT ITITHON TLVBEDARRINET,

7-4. Peptide View
Summary EH. &»3\\I& Protein view EHE C Query HFED/N\AIN—U0ZD)vITDE,

MS/MS 7—YEBRITIAINE—DEDIYYF IITEBVWVREZEIRTED Peptide View D
BEEMNENETCREM),
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MATRIX
SCIENCE

Peptide View

Mascot Search Results

MS/MS Fragmentation of IINEPTAAAIAYGLDK

GN=55A2 PE=1 SV=3

index(6805)

Data file klc_031308p_cptac_study6_6B011.mgf

Title: 6806: Scan 9314 (rt=4381.28) [C:¥Downloads¥klc_031308p_cptac_study6_6B011.RAW]

Found in P10592 in UP2311_S_cerevisiae, Heat shock protein SSA2 OS=Saccharomyces cerevisiae (strain ATCC 204508 / S288c) OX=559292

Match to Query 7200: 1658.885668 from(830.450110,2+) intensity(29102.746) scans(9314) rawscans(sn9314) rtinseconds(4381.2834)

NCBI BLAST search of [INEPTAAAIAYGLDK
(Parameters: blastp, nr protein database, expect=20000,
Other BLAST web gateways

no filter, PAM30)

All matches to this query

Delta
-0.0022

Mr(calc)
1658.8879

Score

45.0

Sequence
IINEPTAAAIAYGLDK

DD,
R EIICE
Iﬂﬁ\l E(P|T|A[A|A]1|ALY,
VIO O OO OO 5]
100 — - -
] :—sam
0] F
4 |— 4000
~ E
g E 5
S o] F-s000 5
& E s
2 E 3
s w—_ |- 2000 ::_!B_
=] s 3 i
20+ "o = o {1000
1 = S
] 5 5 hop=1
o T I> L IlI T T T = T L o
1500 observed
@ ®, @ @ B 1w to[iesss | @
Tono1s0t0p1C Mass of neutral peptide Mricalc): 1000, B0T0
Fixed modifications: Carbamidomethyl (C) (apply to specified residues or termini only)
Tons Score: 45 Expect: 3.2e-05
Peak matches: 31/172 fragment ions using 42 most intense peaks
Annotated fragments: 87/172  (help)

# a at+ a* ax++ b b+ b* p*++ [Seq. y y+t y* yr+E | #
1| 86.0964| 43.5519 114.0913| 57.5493 I 16
2| 199.1805|100.0939 227.1754({114.0913 I 1546.8112(773.9092|1529.7846|765.3959(15
3| 313.2234(157.1153| 296.1969(148.6021| 341.2183(171.1128| 324.1918|162.5995| N [1433.7271(717.3672|1416.7005|708.8539|14
4| 442.2660(221.6366| 425.2395|213.1234| 470.2609|235.6341| 453.2344|227.1208| E |1319.6842| 660.3457|1302.6576|651.8324(13
5| 539.3188(270.1630| 522.2922(261.6498| 567.3137(284.1605| 550.2871|275.6472| P |1190.6416(595.8244|1173.6150|587.3111|12
6| 640.3665(320.6869| 623.3399(312.1736| 668.3614(334.6843| 651.3348|326.1710| T |1093.5888| 547.2980|1076.5623|538.7848(11
7| 711.4036(356.2054| 694.3770|347.6921| 739.3985(370.2029| 722.3719|361.6896| A 992.5411| 496.7742| 975.5146|488.2609(10
8| 782.4407(391.7240| 765.4141(383.2107| 810.4356|405.7214| 793.4090|397.2082| A | 921.5040( 461.2556| 904.4775|452.7424| 9
9| 853.4778|427.2425| 836.4512|418.7293| 881.4727|441.2400| 864.4462|432.7267| A | 850.4669| 425.7371| 833.4403|417.2238( 8

10| 966.5619(483.7846| 949.5353(475.2713| 994.5568|497.7820| 977.5302|489.2687| 1 779.4298| 390.2185| 762.4032|381.7053| 7

11|1037.5990(519.3031(1020.5724|510.7898|1065.5939|533.3006/1048.5673|524.7873| A | 666.3457| 333.6765| 649.3192|325.1632| 6

12(1200.6623(600.8348(1183.6358(592.3215(1228.6572|614.8322|1211.6307|606.3190| Y | 595.3086| 298.1579| 578.2821|289.6447| 5

13|1257.6838(629.3455(1240.6572(620.8322|1285.6787|643.3430{1268.6521|634.8297| G 432.2453| 216.6263| 415.2187|208.1130| 4

14(1370.7678(685.8876(1353.7413(677.3743|1398.7627|699.8850{1381.7362|691.3717| L 375.2238( 188.1155| 358.1973|179.6023| 3

15(1485.7948(743.4010(1468.7682(734.8877|1513.7897|757.3985|1496.7631|748.8852| D | 262.1397| 131.5735| 245.1132|123.0602| 2

16 K 147.1128( 74.0600| 130.0863| 65.5468| 1

L o5 3 e

g -0 g

Il I
-0.5 ent

s ' 1000 "m0
RIS error 440 ppm Mass (Da)  RMS error 440 ppn Mass (Da)

” Mascot: http://www.matrixscience.com/
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LI, BIEDE & CERNNIZSRREEIC OV TEFUERBALE T,

MS/MS Fragmentation of IINEPTAAAIAYGLDK
Found in P10592 in UP2311_S_cerevisiae, Heat shock protein SSA2 0S=Saccharomyces cerevisiae (strain ATCC 204508 / $288c) 0X=559292

GN=SS5SA2 PE=1 SV=3

Match to Query 7200: 1658.885668 from(830.450110,2+) intensity(29102.746) scans(9314) rawscans(sn9314) rtinseconds(4381.2834)
index(6805)

Title: 6806: Scan 9314 (rt=4381.28) [C:¥Downloads¥klc_031308p_cptac_study6_6B011.RAW]

Data file klc_031308p_cptac_study6_6B011.mgf

RIFREFIEIZE DR TFRRTHA I NZY VN BOBENARRINET (L),
£ AHNTF—IRIDERE LT, query BEYP title 1TDIEIR. ELUTTD I 7AILD/SZPEZFFCEETS
BIRERTINET,

NN
A”A\'A“’A/A\’A\?\qﬁ(‘ LO&0Y
I |ﬁ| Elr|T(alala] 1]ady D,
é%é&&;¥£¥££5 _
IQONONQNOIOIONONONONONY g
100 — *1190.5529 | 74.5 ppm _
] [ s000
80 — L
T — 4000
a2 E -
& 7 - s
50 — L
3 4 |- 3000 g
W - o =
3 s . s
= a0 . :'q—; N o
=) ] T 3 2000 3
] = == = i
20] + ?i i 2 Y L;'-‘E" e § [pery - Fn: = i
- o _— — | 00 = — = = —_ -
] ~sE_ > 50=| _[F|87F38 7552 =2 S 8% §7 &m 0%
| zoziielshb I I5ET L8151 |
e I st 510 O O Y Y KV G Y I = F
500 1000 1500 observed
m/z

HWCTANT—IDARINVR—=RATREYYF I DERER (ER)MNFRRINET, EBimES
RYFURBANRTRRIINE T FLRTBEDREY. VVFIIHDT7AIVEANICET S
PAAVEHB TR IRIINTLVERT . BDREREEEEFARETIT BB THERAIN TV S (X
Spectrum Viewer |&, T /NS KZE0 Rappsilber fAFRZEIC KD THIFE S, Artistic License 2.0 T
NEINTVWET XZEET DIV DHADT7AI VL, Farm-fresh web icons, released under the
Creative Commons Attribution 3.0 License. S5 TNTLET,

_DYJZTTI&, peptide molecular ion EIDE—IMARISIVHSEHREINTLET , MASCOT

DRRFETRHCDE—IZFEDRVDTEZNDEERRIEDLHTIN JIDGZATRRSELTD
ARIRIVEREBNENDDENH DD TITERSET L,
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Monoisotopic mass of neutral peptide Mr{calc): 1658.8879 ) .
Fixed modifications: Carbamidomethyl (C) (apply to specified residues or termini only)
Ions Score: 45 Expect: 3.2e-05 . i

Peak matches: 31/172 fragment ions using 42 most intense peaks

Annotated fragments: 87/172  (help)

# a att a¥* axt+ b pt+ b* p*t+

7
®
i
<

y+t y* yrtt | #

1| 86.0964| 43.5519 114.0913| 57.5493

2| 199.1805/100.0939 227.1754|114.0913

3| 313.2234(157.1153| 296.1969(148.6021| 341.2183|171.1128| 324.1918|162.5995
4| 442.2660(221.6366| 425.2395|213.1234| 470.2609|235.6341| 453.2344|227.1208
5| 539.3188|270.1630| 522.2922|261.6498| 567.3137|284.1605| 550.2871|275.6472
6
7
8
9

1546.8112|773.9092|1529.7846(765.3959(15
1433.7271(717.3672|1416.7005|708.8539|14
1319.6842| 660.3457|1302.6576|651.8324|13
1190.6416(595.8244|1173.6150|587.3111|12
1093.5888( 547.2980|1076.5623|538.7848|11

992.5411| 496.7742| 975.5146|488.2609(10
921.5040( 461.2556| 904.4775|452.7424
850.4669| 425.7371| 833.4403|417.2238
779.4298( 390.2185| 762.4032|381.7053
666.3457| 333.6765| 649.3192|325.1632
595.3086| 298.1579| 578.2821|289.6447
432.2453| 216.6263| 415.2187|208.1130

375.2238( 188.1155| 358.1973|179.6023
262.1397| 131.5735| 245.1132|123.0602

147.1128| 74.0600| 130.0863| 65.5468

640.3665(320.6869| 623.3399(312.1736| 668.3614|334.6843| ©651.3348|326.1710
711.4036(356.2054| ©694.3770(347.6921| 739.3985|370.2029| 722.3719|361.6896
782.4407(391.7240| 765.4141(383.2107| 810.4356|405.7214| 793.4090|397.2082
853.4778(427.2425| 836.4512(418.7293| 881.4727)|441.2400| 864.4462|432.7267
10| 966.5619(483.7846| 949.5353(475.2713| 994.5568|497.7820| 977.5302|489.2687
11/1037.5990(519.3031|1020.5724(510.7898|1065.5939|533.3006|1048.5673|524.7873
12/1200.6623|600.8348(1183.6358(592.3215|1228.6572|614.8322|1211.6307|606.3190
13[1257.6838(629.3455(1240.6572(620.8322|1285.6787|643.3430|1268.6521|634.8297
14(1370.7678|685.8876(1353.7413|677.3743|1398.7627|699.8850|1381.7362(691.3717
15(1485.7948|743.4010(1468.7682(734.8877|1513.7897|757.3985|1496.7631|748.8852

RO|IrO<|plHl> B> O\ M Z2(H|H~

HIN| WA |[N|®|WO

FEOWTHERBED—EBERER—IEUYYF I OERBEEmMNIRNET (ER) . RO LEIZIIRTFRD
BEEL. RI7 EHIFHEDBERIRTIINE T, [Matches |DITICDOWTIFDURRHIAELE T,

Peak matches: 31/172 fragment ions using 42 most intense peaks
Annotated fragments: 87/172  (help)

MASCOT CTlIEANT—FIIDOVWTE— U BEFERICEBREITVE T AT —9 (mgf REE—D
DZARI71IVICHDINRTOE—IONRYYF T - ZA7IV I TIEODNDIDITTIESHY EE AL

172 [FROFPDHEFINT, EORTHERESEAMEN Y YFUIZDON 31 (EROAPDIRVFDE
IARTC)THOREEEZEHKRUE T, 42 most intense peaks [ AHNT—FDDE 42 DE—IOMNAS
T—IRIDHARE—JELTEDNTVWESZEZRLUTUVWET, "Annotated fragments” DR TH D
172 [FEIFEFRKR BRI I A V=02 T, 87 [FRATV IV TICERI NGNS 2ERT—5RID
E—0&IRTHIVRUEEEDEIETT,

ROBPTHERINTVWBAINFOE -FEIC DLW TEHESBAZLE T . s BEHYET,
7 XFRME AV =ZXBATEREHESN, RA7IUTICKRELE0

nKF c AF V) =ZXBATRIRTUSTVEREHE RO7 )T ADREL

TAF TR NYFIRRUEDMZ D) =B TET T LYY FOIBZEBR RN E WD IR T,
27U TITIEAMERA

= : YVF VT DE—DZBEDEIGEIEINGEN o7z m/z TROAPIIIICEFERINT

WRULWA, #EE U TIFIEmE S —EK
" : NYFL TV, mef flICEE—IDRN
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REDHFTEANINERAIMIAA VI -ZAEATRTIYYFUEHNSZVWHNESINT VI A
VYFEBATVWBEEABRFEDHNYYFLTVBHESINTT,

N T e E e
L] . @
[=] - =N
~ ., . I L T T e
[ - & .
E Q0 TR *.rir:- ”””””””” he i e E % ".
& Y a5 0 ~ - S wr g -t =
- - - L
0.5 po-mmmmoo gt e (e e’ et
Ll T T 1 L I 1 1 I 1 L I 1 T T 1 1 T T I 1 1 I T U 1
500 1000 1500 500 1000 1500
RMS error d40 ppm Mass (Da) RMS error 440 ppm Mass (Da)

NYFITRDTICRRINBDISTIIEEICE—DTODIYYVF I DEEERIT T ST T AN Dal
BN ppm TRIINTVWET (LX), EBICHEEHIIERT —IRIDT ST XA VEDEE T, MEINRE
T AFNTVIENERBRTFRTINIT T TEHERT DE T, SR=EFH (MS/MS tol.) DREMEH
WU CHOIENEDINZEHERTDEFEELTTXT,

NCBI BLAST search of IINEPTAAATIAYGI DK
(Parameters: blastp, nr protein database, expect=20000, no filter, PAM30)
QOther BLAST web gateways

HULWT, EYRUIARTFREZSZE NCBI () BLAST THRZERT D7=pD) 0, i IC BLAST % EL T
WBZDMOANERT A SAD) D IONRTRINTVWET (LX),

All matches to this query

Score| Mr(calc) | Delta Sequence
45.0 [1658.8879(-0.0022 |IINEPTAAATAYGL DK

BREIC. ZH query [CBVWTT —IR—IABRFBTYYF I ERAT) VT EIT 22 IFNDFERICDN T,
rank [BICFRRUET (LX), SEIDAZE refinement ZEELIZZEEHY topl DAFRKIINTUVET,

Score | Mr(calc) | Delta Sequence Site Analysis

83.4 1846.7179 | 0.1889 | DIGSESTEDQAMEDIK | Phospho 54 84.56%

75.8 1846.7179 | 0.1889 | DIGSESTEDQAMEDIK | Phospho S6 14.73%

62.7 1846.7179 | 0.1889 | DIGSESTEDQAMEDIK | Phospho T7 0.72%

26.9 1846.7808 | 0.1261 | KLNSNPENYCESELK

22.8 1846.7729 | 0.1339 | KMEDSVGCLETAEEVK

Refinement ZEHELRVVFERE T, 3% query E T —IRN—IARNITTFET MDA TFRELFI & DR
[CHTFBIVYFUIBRICOVNT, ENETNDESIE RATHRFRRINEK T, KLEHDEFHEN 1 DDIEED
DR TFRATEROERMIC DO AIREMENHDHE Sequence FIDERICT I /ERREMNBERFEDHER
BRRINET, LEEHITIE 4 FED S [CUVEBEREN T <HERN 84.56%.6 HED S [ <HEN
14.73% CHDFERLTNET,
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7-5. Export #REIC K DR T FRR—ZADRFRFER I 71V E A

BERRE I 7IIVENTBIENTEET, 7-2-11 THBNUTE Report builder TlXREIESY /Y EIC
HBUEIPAMIVEHEATUEN AERTFRIBHRERN—ZELTEEH T 7TV, ZOMEBITIERIC
BEETDI71ILDENZET BICIE, 7-2-3 THBNUTE Export #ae=FIBLE T,

Export DiFRFX CHETD I 7ML I A=Y Z:EIRUExport /NI EHULET,

® All O Non-significant O Unassigned  [help] | Export | As [XML v|

SINUTCWBR I PV TA =Y NIAERDEY TT, M
BEXRTFRIEHRE EXCEL T A CRRAIRERER ThHhBDICSV], | |CsV
BRIZFAIINVOHBIA—TYEEUTREHINTL S mzldentML | X fnez’fﬂ%m

MASCOT D#ER T 71 )L T D Mascot DAT File|. MASCOT DANT—4 | |mzTab

S e L DTASelect
J#—<X Y THSMGF Peak List | RENLEBHNFEAINDIEDSL | (pasTa
ERR T, Mascot DAT File
MGF Peak List
MATRIX
SCIENCE

Export MY I EBEENEBERLEZT (AH).

m Access Mascot Server [N
H:II jj Eﬁtzég' 5 / \"5 )( _9 —_ E ig?R LJ 7—: 5 ZT\\ . EE Mascot database search > Access Mascot Server » Export search results

B FEBIC 3> D Export search results|/R%Y % | Beortsserchresls "
Export format
U, iWTIHENSEHR CIDownload | N5 % S e m::ii;; B85 Jat Oidantity @homology
overrides significance [<not set> v
hold if set)

WIET U —N—BITOTPNINERETD T 71 s
WDISATIADT I O—-RHREERY E T, 2

HATNB I 7 ALOBERED S5 XML T 71 e
II:I:II jj [': Faga_é §¥5%H] ": 2 L\ T [EJZLLL-F 2 ] O) URL 7& preferred Taxonomy” [All eniries -
CHE <R, e

https://www.matrixscience.com/xmlns/schema/mas

cot_search_results_2/mascot_search_results_2.xsd

Query Level Information o

https:/ /www.matrixscience.com/xmlns/schema/mas Qe e

seq(), comp(), tag(), etc.

Query level

cot_search_results_2/index.html search parameters

MS/MS Peak lists

Raw peptide match data

Show command line arguments ‘ | Export search results
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https://www.matrixscience.com/xmlns/schema/mascot_search_results_2/mascot_search_results_2.xsd
https://www.matrixscience.com/xmlns/schema/mascot_search_results_2/mascot_search_results_2.xsd
https://www.matrixscience.com/xmlns/schema/mascot_search_results_2/index.html
https://www.matrixscience.com/xmlns/schema/mascot_search_results_2/index.html

export T CSV ELTHEATNEZT PAILDFRAFFICDOWT O ORELRETERAALET,

prot_hit num

BEYVINIET 73 )—DIRAL

prot_family member

BEYVINOBN T 7 )—DHRTEIVIRGNEY TDES

prot_acc

ZINOBED Accession

prot_desc

2 INDBED Description

prot_score

FUINDBDRAAT (PHAIURTFRORATEEEICEH)

prot_thresh

BIEELEE (5 /INOE. PMF DRFDH)

prot_expect

HAFFE(Y VIV &, PMF D)

prot_mass

YONOBDERIINSFHESNLZESE

prot_matches

FINDBICTHA U ENTZ query 8

prot_matches_sig

GONVBICPHA SN BREEEBZD query ¥

prot_sequences

FUNDBICTHAIEINIZRTFRE

prot_sequences_sig

SUNVBICTHA VN BEEEEBI BN TT R

prot_cover

S~ URANL—T

prot_len YONIBDERER

prot_pi FUNOBEDEIDSFHESNIZFAFER
prot_tax_str EYiEER

prot_tax id NCBI () Taxonomy ID

prot_seq 2 INOBEDET

prot_empai emPAI

prot_acc_alpha

ORIV IIRTFROBERICHITD. 1D2HDY 2 INIED Accession

prot_acc_beta

ODORVIIORTFROFERIZCBITD. 2 DHDYVINIED Accession

pep_query RTIFRD query BHS
pep_rank RTFRED rank(¥ v F U JEAL)
pep_isbold 1..BREEZBZ TS, 0-BEEEZBA TRV

pep_isunique

AZ—IORTFREVNIETIIT7EINTVWRLN)DNE SN 1-- 12— 0

d=—27TRL

pep_exp_mz

NRTFR-RBRERID O m/z

pep_exp_mr

RTFR-EREAINOEE

pep_exp_z

RTFR-ERERID B

pep_calc_mr

RTFR-EREROES

pep_delta RITFROEERE. ERIE - EimlE

pep_start FUINDBICHBIFDIRTFREEDALE. A=
pep_end DOINDBILHBIFTIRTFREEDME. TR
pep_miss FZURTFRIZHTSD misssed clavage DL
pep_score Mascot Ions Score(query DY YF T A7)
pep_homol query O homology treshold(homology [EFEEZE(E)
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pep_ident query O identity threshold(identity FFEE4E(E)
pep_expect query DHAFFHE

pep_res_before FUNDEIZHWTHERTFRDI DRIICIFET 273 /ERRE
pep_seq RTIFRDEF

pep_res_after

FUINDBIZEVWTEHRURTFRDI DBBICIFET D7 I/ BRE

pep_frame

FERD T — LES(BEES DIRFREFFD )

pep_var_mod

Variable DEER

pep_var_mod_pos

Variable DIEEINAR T F RN THEET BABEHFDXFINTRLTVET,
[ITEENZODIRTFRTRIERTFREEREBL . RO IDHID N K
I, REDIDHEID C KIF T, 0 [MEEFH RN & & FFIFZMERICEIY
TONRESHDES (T71IVLEERICERR) ZRKUET,

pep_summed_mod_pos

lpep_var_mod DR T, BRFICTI DDT7 I /EREREICEBEMN DTS T —2X
[CXHIHY BDTeHDEETY,

pep_local_mod_pos

Query LRIV TDIpep_var_mod_pos ] & EERDIEER

pep_var_mod_conf

BEOEMEFRENE—RTFRRICH DG, FUBICHTDREHEE

pep_num_match

RAFPIERINE IS T ARV F O

pep_scan_title

E—2 X DT title JATICEE I NTZIEIR

pep_source

T—IR—ZADIEFE (AA, NA, XA, SL)

pep_linked_sites

20XV IDINRZERT | 3 BF x 2 THEESNEXFT,

f5ll: 1:0:6,2:5:7.

FIVITFPRTFR (= 1) DRTFRLEDAIE 0 (N-term) TU 2 H—D#IREEN
6 (VU H—E&BESDFEU DT L Linkers table|[CHYET) . —AR—IRTF
R (= 2)ORTFREDMEIE 5%EB. JAH—DFRERIE 7,

pep_res_before_beta

ORVIORTFRNR=IRTFRD pep_res_before

pep_seq beta

ARV IRTFRAR=IRTFRD pep_seq

pep_res_after beta

ORI IORTFRR=IRTFRD pep_res_after

pep_frame_beta

ORI IRTFRAR=IRTFRD pep_frame

pep_var_mod_beta

DORVIIORTFRR—=IRTFRD pep_var_mod

pep_var_mod_pos_beta

ORI IRTFRAR=IRTFRD pep_var_mod_pos

pep_summed_mod_pos_beta

ORI IORTFRAR=IRTFRD pep_summed_mod_pos

pep_local mod_pos_beta

ORI IRTFRAR—=IRTFRD pep_local_mod_pos

pep_monolink mod_pos

JORVIIRTFRDIEE/ VI IORTFRIZOT—ATOEMMN T
T BBEEDIE

pep_monolink mod_pos_beta

IOZRUIIRTFRAR=IRTFFRIZHTSpep_monolink_mod_pos ]

pep_looplink pos

IORUDIIRTFRIV—TUIORTFRES12T—ITH, I —THED

&

pep_looplink_pos_beta

OORVDORTFRAR=IRTFRIZHTSpep_looplink_pos |
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8. PMF : ¥V /\VE[RE

8-1. PMF Y VNV BRIEDNDEX ES

CDETIE PMF TOYVINIBRIEICEWTEHBAWZUET . BEELRSZETDIELLTOEYTY,

« PMF Cl3 1 EORRTEARNIC 1 BEDYV/N\UBENBESIND [8-4]

s ADT—=9ty FRIE—DEIFESY Y F U IRD 2 ERETRR « #AHRZ
a=Nd [8-2]

« AP EBERBEBERAEDVYFVIES\ZTHHLEEET. SL\IEEKL
VYYFLUTLNSB [8-4]

c RFAROIY L —BEEEICREREBEDFESND. RIPHREEERE
ZEBACKBYYNDBZEREEHET (T2 HEDBEIERE 95%) [8-4]

c HINDEBETYIPSNTNBIRTFRBRICTHDIRVRUTHERZHBR
I IUENHD [8-5]

 TREARDT —HIN—ADBIR] BRBRICKESIFTEITD [8-3]

LARE. IEICE2BAVLVZLE TS
8-2. AhWT—DFE

ANT—IE 2 BETHREINE T, 3-1-1 THAALIZELDIC. MASCOT Server TIEARIMLT—F
ZEZDEFERZFMITTHELOITRRDARBE TR TFROE—IZMBEL/ A1 X2y UIZEDZ AN
T—YELTEFIMIFTVWT. INA 1 BRIEEDIRZEICH 2V ET ANT—FIC m/z [CHIREERERE
ESFENTVBIBA. MASCOT Server DRZRTOT S LAIFAAT—HINSEEBRICEILNT 10 FEED
ANT=IDHTEYREER L. ENEFNOT TV MR U TERE—IEDIYF T ET2TRE
AA7NRELBRORHRERALET, CDELSIC MASCOT Server I THERBREF>TT—YD
BERETOON 2 BREEDHREETT,

MASCOT Server 7OJ S AL 2 BREEDUIBZITOBNTITXIN H<ETEE—IHEEND 1B
FEEORILERITONTVDCEEZFIHIRELTVWET, iz, BROKLSICH T ORISR IER
ZEOD>TVWEITHR. IVFIIDFMZENEDICALTIIE—IREDFREZFIALTVEEAEED
BLE—IICRUTIYYFITRELNRATHELRD, EWVD KO BRERIESH) FE A,
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8-3. ERSINSHE TN ERE—VE

ANT=IERYF I ETIBRAIL BRI SEHESNZI VN VEDERNLE—I ) XNTT,
BRERFFICIEEL T —IN—RICEBHINTVBIV/NIBETIDIDICHUT INSA—I—ZE EITHR
RIFRZEEHRUVEDEEZHELE T IV NIBBOERNRTFREYREERLT.ANT—5ED
VYF VT ETVWET CORRAETRHIBENEZENTVET —IR-R I TREZULRTNILERE
TERBA T —IR—RICEENBRVIINIBEEZEVCUIR—FT2HEF < AEIVINIED
REBITONEE A UNU 8-4 THIAT DL SIS BRI VNI —HHZNT —IR-ATIRRETDE
EEEEENS<RYBIEICIEFFTY . T—IR—ZADBRIIBREVNRZHINESTETREITERL,
BETRRBRIVNI—DHEENDT—IN—ZATHIVENHIET,

>ep | ADAOCADOHZT | TRGYS_HUMAN T cell receptor gamma variable 8
MLLALALLLAFLPPASOKSSNLEGRTKSYTRPTGSSAY [ TCOLPYENAYY THRYLHOEGKAPCRL
LYYDSYMSRYYLESGT SREKYHT YASTGRSLKF TLEML [ERDSGYYYCATWOR

.

2 -18 1778.1070 0 LLALALLLAFLPPASQK
2-25 2521.4¢€32 1 LIATLALLLAFLPPASQKSSNLEGR
2-27 2750.86058 2 LLATALLLAFLPPASQKSSNLEGRTE
19 - 25 761.3668 0 SSNLEGR
19 - 27 990.5094 1 SSNLEGRTK
19 - 31 1433.7587 2 SSNLEGRTKSVTR
26 - 27 247,1532 0 TK
26 — 31 690.4024 1 TKSVTR
26 — 60 3886.9312 2 TKSVTRPTGSSAVITCDLEVENAVYTHWYLHQE
28 - 31 461.2598 0 SVTR
28 — 80 3657.788¢6 1 SVTRPTGSSAVITCDLPVENAVY THWYLHQEGE
28 - o4 4110.0382 2 SVTRPTGSSAVITCDLPVENAVYTHWYLHQEGE
32 - 60 3214.5394 0 PTGSSAVITCDLPVENAVYTHWYLHQEGK
32 - 64 3666.7889 1 PTGSSAVITCDLPVENAVYTHWYLHQEGKAPQF
32 - 74 4941.3821 2 PTGSSAVITCDLPVENAVYTHWYLHQEGKAPQF
6l - 04 470.2601 0 APQR
6l - 74 1744.8533 1 APQRLLYYDSYNSR
6l - 83 2€685.3875 2 APQRLLYYDSYNSRVVLESGISR
65 — 74 1292.6037 0 LLYYDSYNSR
65 — 83 2233.1379 1 LLYYDSYNSRVVLESGISR
65 - 85 2490.2758 2 LLYYDSYNSRVVLESGISREK
75 - 83 958.5447 0 VVLESGISR
75 - 85 1215.6823 1 VVLESGISREK
75 - 94 2224.1488 2 VVLESGISREKYHTYASTGK
84 - 85 275.1481 0 EK
84 - 894 1283.614¢6 1 EKYHTYASTGK
84 - 87 1611.8257 2 ERKYHTYASTGKSLK
86 — g4 1026.4771 0 YHTYASTGK

ANAT—=4

0.8 Int

0.6 o

, RYFUT | s LJL

o “Jhﬂ ~liﬂ 't |

1000

0 1000 2000 3000 4000 5000 6000
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8-4. ABRYVINOE : ¥WFIJERT7 . FREHEE, HRFE

PIVTVZXLISIERRATIN ERNQREZBICOVWTITHRBLELET,

Mascot Score Histogram BEEHEE
, Protein score is -10*Log(P, jere P is the probability that t
A7 ,HHT%{E Protein scores greater thi @ e significant (p<0.05).

EML HMAN — Mass: 97483 QScore: 185

Protein PML 03=Homo sapiens UR=o0oemGN-CML PE=T"o%
BECA ROSCS Mass: 37935 Score: 49 Expect: 6.7 Matches: &
Protein Rech 05=Roseif lexus casterholzii (strain DSM 13941 / HLO8) 0x=383372

L Ed i O AR W] 14 o iz =

0

T T T T T T T T
0 40 80 120 160 200
Protein Score

Z37 (S)

FRZARINVEBRARINVEDNY Y F U ITEBWERULE T AAT7HREVEEBARIEIVAERL
VYFUTWBEEFRLTLET, MASCOT |& Probability based scoring, HEERRN—ADRI7 T
TY BRRRINVEERARINIVDRYF IS LSER THDHEE Pro EUHBE. RO7
[F-10Log1o(Pro) &R I EMTEET,

EIEEE(E(St)

REBICFHECNIACEE AEREEIIRFIVI VHNEHUEEE 95%%Hi=dAI7TY,
PMF D& AEEEEIRRTRELR DT —IR—ZADI VN —HEEICEHINFT (F—%
R=ZADIVE—HHIERBICVRVEERE—EFNDT—ZXEHVET) AOAPTAUDFERTERE
BHEEZBIRVRUZDIVINIBARAREIN ZEIEHRUEFE A,

HAfFiE (Expect)
BREBENEDT —IR—ABZ FARDS VI LYY FETIENRFINDIYVINIBDE. T4V
SRETIE. HAFFEM 0.05 KUINSVEFRIEELTWLWETD,

A7 ERIEE#E(E, HIFFHEDRR

-(S-St)/10

Expect = 0.05 - 10

MASCOT OBZBEFZIVIVZILDEER>TWVDIDIE Mowse TH, FMITLLTOR—IHS
BT,

https://www.matrixscience.com/help/history.html

https://www.matrixscience.com/help/scoring help.html
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8-5. protein inference : 1=—2/917 RITFR. YVINVEBEDT IV —T1ME

T—=HIR=RICBHFINTVWDRIVNVEEVICELUDENEZRF >TVWSIENRHY ., IR TFR
B THTERURTFRES. AUBEDHEAESHEZE DI VNIBEREFETIENRHUET BRR
BRIIRTFREEC—VDHEAEDENSEEDHEZTVWFIN  BEESHEEDT—FIEITTIE
CNSEUESNDY VINOBERRTZENHUN 1Y FARETH VT DI T—IARBYUET,

FEREFRDER MASCOT Server RCNSDT—HEEDLSICH/RHOTVDDH, I—F—HINFET S
REZFETH ITDVWTTBNLETD,

% PMF BRERDERICDOWVT, 13 DE—I(AAT—FRANMNT—IR—RIZEFINTLDEEHD
FIONDBERYFURT—RAZEBEVERT . EDOIEADDIVINIEICTA—HARZHT. EDKDIC
RTIFRE—INMIYVFLTVEINZERUZDNUTDORTYT . TRINTYYFLTNDEZERL. TRIF
EYOTY U4 DDIVINVBEDSBIRBEDY VINIVBTUNYYFLTWRWEEZRULET . CD
FOBRTFRIEELLS TAZ—IORTFRIERBUET . —HFERDY VNN VEBICXYFLTNDIER.
TNEIDITPRIFRIERKRUET,

E—o opsp_HUMANQ)| oPsD_PHOVI ) | oPSD_MACFA(Q)| oPsD_CRIGR()
832.662 | | | |
903.342 | | | u
1186.439 u | u
1403.722 | ]

1617.857 u | u
1727.916 | u

1743.951 L

1759.966 L
1788.721

1818.963 u u u
2159.143 u u

2174.812 L

2256.871 u | u

CDADNDY VNV BESURREREENIVRER T,

77




ass: 38866 Score: 105 Expect: 1.6e-05 Matches: 9
et OS=Homo sapiens GN=RHO PE=1 SV=1

@ Mass: 38947 Score: 45 Expect: 16 Matches: 5
—— OS5=Phoca wvitulina GN=RHO PE=1 SV=1
OPSD MOUSE Mass: 38002 Score: 43 Expect: 28 Matches: 5
Rhodopsin 0S5=Mus musculus GN=Rho PE=1 SV=1
OPSD SHEEP Mass: 38866 Score: 43 Expect: 28 Matches: 5

Rhodopsin 0S=0vis aries GN=RHO PE=1 5V=2

2-33: 39036 Score: 88 Expect: 0.00075 Matches: 8
RNoQops n OS=Macaca fascicularis GN=RHO PE=2 S5V=1

LUXS2 LACDB Mass: 17500 Score: 45 Expect: 17 Matches: 4
S-ribosylhomocysteine lyase 2 OS=Lactobacillus delbrueckii subsp. bulgari

3. @ ass: 39071 Score: 73 Expect: 0.027 Matches: 7
KIouerse vo=Cricetulus griseus GN=RHO PE=1 S5V=1 10
OPSD_CRNFZA Mass: 38936 Score: 56 Expect|z
Rhodopsin OS=Canis familiaris GN=RHO PE=1 S5V=1 2
OPSD FELCA Mass: 39023 Score: 56 Expect E 5
Rhodopsin 0S=Felis catus GN=RHO PE=1 SV=1
OPSD RABIT Mass: 38968 Score: 56 Expect I
Rhodopsin 0S=Oryctolagus cuniculus GN=RHO PE=1 SV§ ° iR e e L g - '}1‘0'0%
OPSD SMICR Mass: 33037 Score: 56 Expect: 1.2 Matches: & |

OT#»% OPSD_HUMAN & O® OPSD_PHOVI (& 1 iDL —FELTEREHOSNTVET . —H
OO OPSD_MACFA & OPSD_CRISR &2, 3i1& L THIICHRESNTLET,

AHDERE LEINFERERUANDE. FEHONADEBANIZ—IXRTFROFETHIEHNDMY
F£9,0OPSD_PHOVI & OPSD_HUMAN HW#HF> TLWRWARTFRMEFEELEE A OPSD_PHOVI MY
[FoTY EFETIERNRVZ8H, OPSD_HUMAN DT I —TFICBL TERRINET, MASCOT Tl
IYFURERTFROBAEDENRE<KEILEDND% same-set, AEZFERICHDEN%E sub-set &
FEU'E T, same-set ¥ sub-set DY V/INVBIET IV —TEULTEESHOSN BEARXNICIET I —TDHRT
ROEADATHIEVN. HDVET—IR—RICEEN TV IIEFEORERTRENZARIVNIEDHN
ZEDOMERERYET, OPSD_PHOVI & OPSD_HUMAN O subset EE3EINTLET,
—HOMDHINUE OPSD_MACFA & OPSD_CRISR [&. RDTMINRILIIC.ODYVINVE
OPSD_HUMAN [ZIEXYFULTWEN2/1zE—0&YYFUTVWET,, PMF BRETIEZDLOIRIHE.
BRBIIVNIBNENETNEFIN TV IAREEZEZERL. EGD TN —TEUTEHINIBRIERIC
UTRREINET, EFFIC. OPSD_HUMAN DfthlC OPSD_MACFA X° OPSD_CRIGR WA (ZHIIC
BENTVENMIODVWTRET—RNAT—RA T EREHFVE<BVWEEATT . [RIOE—IDFS
NS F LYY F THDIARMEIFMESRL BECTRVEHTYT  AZ—IIIRTFRIYVFIE MIS B8R
DFE DI DDRTIFRICDVNTTOYIMMAINRAZARINVEDRYF T ETVHENS U T
L TVBTHRHREVWNEIVEKRYET . AEEEEZBZI TLDSLTVD I —IBRTFROEFREIR.
INENDIVNIENRE TS LEEZDIHDIRMERYET,

CDEKSICPMF CTIHEMSVNNVEDRE(KFHDICDOVWTHULWRZZATHY ., TNZLEEET D
7z®ICIE MALDI DAIE CHEBZR CEIAFERBIRTFRZERYELT MS2 T—9ERIEL MIS Z1T
SV RAOH STV UIRE MIS RERZERT DUNENHVET,
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9. MIS : RNOFREEEYVINVERIE

CDETIE MIS TORTFREEEYVNIVEREICDWTCEHRIBWEUVLET . EERREIETDE
LIFD@&Y T,

LARE, IBICERBALE T o

PMF TlIAAT—FEUVLTIDDARIIT—FEZIFHIFTTVWELE.—F MIS Tl 3-1-3 T
CHBAULTUVWSELSIZ, BEGIN IONS A5 (EUEY END IONS TN Z5E1HZE 1 DD query EUETH,
1771 IVDHRICEED query ZEZHTENSZRARFICIREITDENTEXT,

ANT—IDE query T—F &, 2 EBRIETER -#AHDITENZET . 3-1-2, 3-1-3 TIEKALELDIC,
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MIS DT —HFTld ARV T—IEZDFEFRZITMITTEOTRREDARE CITIAVNDEEZ
RBUZE—OZMEU/ A A ENYEUEEDEAANT—FELTZFMFTHSY. NN 1 BEED
A% TY, MASCOT Server I CIFZFE 727 —PICH U TCEBICHREFERICEDWVWTA AT IS
IV T =Y ZER L. FNENOT TV MNIRUTEREBEEDVYF I EZTO>TRERAITMN
BL<BOERHREERALTHY. NN 2 BEEDORERICHLZVET, ZDLDIC MASCOT Server
TOJSLAITE 2 BEEDOUEBEZITO>TLERTN, CNIEH<KETE 1 BEEDRINEELTE—D
HBERITONTVRCEEZFIRELVLTVWET . F. T T Y rOENICEEBREFED> TLETH.
NYFITDFHZDNEDICEALTIIE—IEEDBREFIALTVEFEABEDEVE—IICHULT
VYFFTBREXYRATHEELRD EVWD K DGHIETIEHY FE A

9-3. RTFREHINSITIEREAR. KTFROT WS- T

e s =4 e — B
~TFF NRIFROBEE%T PG Query LIB5E
DBAD [ | (5l 1632.866 % 0.2 Da) — P A EE ARG BILED
G IE P, — (CEDRTFEDH  — stes NwF,
== B JII—D T ° 27T
b ¥
— v —
229118 E  1533.302
. MGLSDGEWQLVLNVWGK 300.155 A 1404.759
myoglobin 193197 415182 D 1333722
MGLSDGEWQLVLNVWGK ‘ 328200 1 1865
VEADIPGHGOEVLIR
VEADIPGHGOEVLIR LFK 625315 P 1105611
GHPETLEK FDK FK HLK » @ £682.341 G 1008.559
SEDEMK ASEDLK K GHPETLEK 819.399 H 951.537
HGATVLTALGGILK KK — B 876.421 G £14.478
1004.478 Q  757.457
1133522 E 629.398 \
1232.591 V 500.356 ] .
1345.675 L 401.287 . o
1458759 | 288.203 | |
- R 175.118 : i
b v |
; NSQWVVSAAHCYSGIQVR - M - i ! )
ProteinB 243307 246,09 N 1501747 , H‘ H ‘ o
MATR. I ISSCIENK 343.144 P 1387.704 1 LI
MNPEQMPEFIQLR ISSCIENK 472.19 E 1290.651
NSQWVVSAAHCYKSGIQVR » —102453— ‘ §00.245 O 1161.609
LGEDNINVWVEGNEQFISASK o 731.285 M 1033.550
M MNFEQ EFIQLR 828.338 P 902.509
@ 957.381 E 805.457
1104.450 F 676.414
. 1217.533 | 520.346
ProteinC 1345502 @ 416.262
1458.676 L 288.203
— R 175.119

TAIVI—U T EBREER ANT—IEDIVF T ETCOFENERLEZONRIERTY ., AN
T—HEXYVF T ETISRAIIRTF RERIINSHEINLZTSITA Y COERNBE—I)ANTY
(T—IR—ZDECFNT1 TN AANA DIFE) RREFICIBE U T —IR—RICEH IN TSIV INDE
1D1DICHUT NSIX—I—ZE & ([CEBRTFREERUENBEZSTEULE T ERUIERTFRIC
DWTEBE%EEL., query EIEEBREHBATIYYFURERTFROAERIEEZRDICITVET
(TAII=DD)FEOTERTFROH BRI ST A IDE—DZEER L. ANT—F MS2 DE—2
DANRRERYF T ZITOTCEDRRERAIAT7IIIUET,
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9-4. RENTFF : ¥yFUJERT7 . FIREHE(E, HAFHE. SHERILETE

LITORO7 - EIEEXE(E - HAE - MBS, (CDWTIEIRTFRICTHUTDED T h DIRZREFIC
refinement ZEBURVWBEE T Y/ IBDFHIEIC DLW TIL 9-5 ZZEBLIZTL),

Lecus:3.645.3 [AEEE(E

Score indicatea identity
Score indicatea homology

: 0.410070 1 - B R.DFIDYYLIK.O

-0.58 i — e DFFETHMNILE

.5813 0 45 HRfSE DEESINECL:

0.3187 1 o T TPPITHEDLE

-0.7080 1 5 3.5 4 KETMALILE
237 (S)

FRZARIPIVEBRARIMNEDY Y F IITEEVWERLE T AO7HREVIEEBANRT LA
B<YYFUTWETMASCOT DRAOAT7I VT IFERRBICE DV TVET . ERRARINVEER
ARIBIVDRYFIITNT VT LIRERTHDHEERE Pro EUREE. A7 [E-10Logio(Pro) &Y
EMNTEFET,

[EIREEAE(E(St)

query BICSHEINIRAEEXETT . 2EEH Y. TN T 1 Identity threshold &
Homology threshold &U\DRZFFTIH, B DE—MEPLEUERE ZRIMEERNHYFEA,
& (XEIC Identity threshold X177 = Homology threshold X217 &U\SERMEMNHY . £z
Homology threshold [FFFEUGWVWENSHY X T, HED MASCOT DIFEREME CIFERMBIC
Homology threshold ZREEREBEE L. L TICEHAT SHFEDSTEREICEFALTVWET,
Homology threshold N7V \5E(d Identity threshold NEIEEEBEERYET AAPMNTAD
BERTH. AEEEEZBA BV RYZORTFREFINREEINIZEEHRUER A

HAFiE (Expect)

BREFNEDT—IR—ZARBI, AFRDOIVF VI NI IT LATRI S EHRICRON>TLB3TH 3D
RTIFREARBIDI VDT IA4IVNERETIFHAFHEN 0.05 LWINEVLEFEEEUET (FDR ZRE
R U CERAUVEERZERL) A7 CREEEE. BAFHEIC I TORBBRHIKYIIEE T,

Expect —0.05- 10 -(S-St)/10
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SMERRETE : FDR

L% MASCOT ZIFUHETIRERRI VI VIEELXDEIEESLE, MASCOT TV X IFEER%ES
B2 EHEE 95%IC YT IREREEDHELR—FNIBRUTVWELRZ, UDNURXIZIREINS
BREBRICOVWTRIREREND T —ARENRET IR T, ERBFIVIVDEEEEICDOVWTHID
BENSTMZETIENTFELVWEEZONDLIICRVUEU . X2 B TDIRERTFRERE
U INOBEORBRIED S, EHEEICZY T DHUEIX 95% TR 99%NAMNFELLWEEZSNDLSIC
BYFEUZ. INSDBERFEZMENICFHME TS FDR SV BFEERFR/RTHELEL. ZTNH 1%E
BRBDLDICAEREZTFAET LR BEFZTDOAENERICRO>TVET({EL MASCOT TR
SNDEEREET IAINREDBEEREE 95%NFEE), AIEEE(EIX. FDR N 1%E8D L 55HE
TNETRFERF, NS X—4—[Target PSM FDRIDHF% 1%&TDECTCEHRIABE TIFDR [C
DLWTIE 11 ETEFUSERRALET,

Refinement [CDWTIE, 11 EICTFHULSERBALET,

CC TCl&  Refinement ZERELZHZR . ERICTERRINDAO7 ., HifHE. AEEEENENENMZ
BRI DDOMIDVWTEHBALET,

Refinement EHMEIC K. Percolator OT T LANTEE U F T, Percolator [& MASCOT [ZRULT
p-value, g-value, PEP(posterior error probability)Z & U & 9, Refinement ZEBUZHFS.
MASCOT DFER TREND RO 7PHAFFEIE, PEP Z&(CUZ X7 DORRICETHEOYET,

A7
-10log10(PEP)
HAfHE

PEP

9-5. AERTFENSEETHEINBARY VINVE

ARV T =Y EBREDIVF VI ETIR. BRIEDERTIEHLETTERTFREITT,
RIFRZROAT7PHRFEIIRTFRDRET =D, RYF I IRRTHINTFRECTI THDIEDEL S
LEERLTVBZEICRYET,

—7 MASCOT TIFFVINIBDRAOATPERRINETFVNIBDRAO7IE. EDYVINDEIC
PHAIENEERTFROADAT7ZEEICERINET VN IBOAO7HEVER, FEENEL
ZAT7EBVWRTFRRZLFET DEZEKRLE T, UNUIRTE MASCOT TIEHYV/NIEDRO7 %
EEICARYVINVETHINESHZEHETIHIILTLEEA,

IRE MASCOT CTHRATNTLWBIRESYVN\IVBZHETIEEL FAEREZEZ . MDY VINVE
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CEPHAEINTVWRVWIZ—IBRRTFRBIDULEPHAIEINTVEIHLESIHhERVET
(sub-set,same-set ZfR<) COEEFBREZMCL<EATNTLEIIN . BAEIVNIBORAIC
ERMERE LD & UZIGR. False Positive NNES D CUXDAREMENH D VLD EENRHYUET
(9-5-2 TEREALZE ).

9-5-2. 1 Hit wonders : BIEYVINIED Sensitivity & Specificity

RTFR FDR 1%ZRAERZEEVEZHEE. IZ—I9RBERTFRM DDA TPHAIINTLD
FINDE% 100 D &, False Positive, TN ERRRIERDEII THDICEEOS T RIEREE
BEZTEERTFREHESNTVWBIRTFRMIDEDNMN XY EDORTFRERTPHTAEINTLS
H2VINUBE False Positive T3 MASCOT DL IR—rFBREYV/INVBDEBEDLNIVRETIC
COLNIVEWSZEILBYET . CDK DRI VINVBEDTFEZETELTI1 Hit wonders IfEREE VS EN
HUVEITN SVEBRUWEEZ KD ST —A TR AT VNIEZHIET SEICRER7TA12ENT
WBRTFREZE 2 IS5 LITSETHEZREE TEF T, False Positive WS VT LYY F THDE
EZ25E.2D0D False Positive RTFRBEZLH DT —IR—IXAHDYV/INVBICKH U THREFIC
TPHAVEINBZERFIFEAERVN EVWDDHRZEDIRITY ROV U5H) . ZlZUREBERRERTFR
BRICT 3 AR VNIBHITAESETLUET . RKHBEREICIHGU TI—F—NEEZENDITD
WENBYUET,

9-6. protein inference : 1=—2/9T7 RIFR. YVINVEDT IV —TH1L

T—=IR—=RCEBFINTVSYVNVEFEVCELDESZHFE>TWDZENHY AIERZRIC
BLWTEHI VN —CTRL2ICEA—TH DRI DU AR TFRABRIESTNDIHFELILLESBYET,
BEMHMEBEDT—IREITTRINSBURINDY VNVEERDITDIENHEULNOZY .. FARET
Ho=VTBT—ANBYET BRERDEE MASCOT Server MCNSDT—9EEDLSICTH/DOT
WBDOH, I—F—lIhFE T IRETRIFETH [CDOVWTITERBALETD,

RERTFRBERIVINVBICVIPEINTVWBRGERZEIVITPRIFRI.E—DIVINVEIC
PHAOEINTWBERZI I Z—IORTFRIEFUET, MASCOT [CHEVWTIIPRIFREDIZ—D
RTFROETPHAIINTVBIRRICKVRIEI VINIBNRED KIS ITI/RON D HZEERBAT B7/=6DIC. 7D
DI VINDE A~G. 5DDRTFR pl~p5 ZFE>TRIEYVINVEDITIN—TRIFELET. 50D
RTIFRREYNDBIZTFPHAINTVWDIRNRZ T (FZ(ETH) TRUEZDDLULTOFR KT,

KRTIFR FUINOE
RTFREFI A B c D E F G
p5 | LVQDVANNTNEEAGDGTTTATVLAR | W [ | [ | |
p4 | ALMLQGVDLLADAVAVTMGPK [ | [ | [ | [ | |
p3 | ISSIQSIVPALEIANAHR [ | [ | [ | |
p2 | VGGTSDVEVNEK [ |
pl | NAGVEGSLIVEK [ |
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AUINDE A ZHRDCVITINTVWBRTFRORRICE ST A LADIINIEBEZEDLDIC
AT DO ESLZULEDHREDHETY,

YIPRIFR, I=—HIRTFR

.prOteinA: p5 p4 p3 *p5, , 03, p2, pl BRYFLEATFF

proteinB: p5 p4 p3 proteinA() same-set

roteinC: p5 p4
P P> P proteinA( sub-set

proteinD : p4 p3 sub-set, same-set DY /N IE
. [FTFERSIN—TFEREEIN—EIC
proteinE : p5 FTRSNEL
@ proteinF: p3 pl

@ proteinG:  p4 p2 AF.G OV INIEIE
lFamily Proteinl&UT
FEHEND

proteinB DK DI, proteinA E2<LEUHAENDEDARTFEAREINTLNDT—R%E same-set
protein &MFA TLE T, &£/ proteinC,D,E DK D[ proteinA D—ERDARTFRHAREIN TV TES
BERHIC proteinA MAMEMIT proteinA [ICEFNRVRTFRREFELRVIES, sub-set protein
EMFATWET , same-set ¥ sub-set [CDVTIEIRRYV/INIER1DDHABRTZIN, ENLUHD
YUNIBIIREREIEAEICIRNE T A

—7. proteinF ¥ proteinG DK DI, proteinA [CPHFAIEINTVWBIRTFREHEFIBIRTFR
(VIPRTFRI)NRHBDEDD, proteinA [CIEFHAIEINTVWRWIZ—IRTFREHDIHAR.
proteinA E[IERRDBEEIVNIEEUVTIRAMIRTIINE T BAFICOIPRTIFREZETHET
EEHIMEI T VWD E VWD ETENSIEIFamily Protein | & UTCEREDOSNEKT . XRTFRAVITZEIN
TLWBIRRZ L EICHEUEZRIBHERDL D RITRY—KRREHETRRIINET,
THRIIRFFERTI, protein A~G FTCIRTEZELT—IR—XAT . RTFR pl~p5 KNEAEIND
LORT—ITRELEULN, EROYPIAFRRICIE proteinA,F,G D 3 BEDHNFKRINET,

249  descl

vy 1 ProteinA
_‘—|—- 2 ProteinF 148 descs
3 ProteinG 136 desc7

Threshold (0): 0.0 Cut

Score Mass Matches Sequences

1.1 AProteinA 249 9096 3(3) 3 (3) desct
} 1 sameset of ProteinA

1.2 #ProteinF 148 12054 2(2) 2 (2) descs

1.3 #ProteinG 136 11389 2(2) 2 (2) desc?

Redisplay | | All | [ None

w5 peptide hes (5 Tupli 0 duplicate)

Auto-fit to window

uery Dupes Observed Mr (expt) Mr (calc) Delta M Score Expect Rank U 1 2 3 Peptide
o1 608.3099 1214.6052 1214.6506 -0.0455 0 75 2.8e-08 pq u [ ] R.NAGVEGSLIVEK. -
o2 617.2857 1232.5569 1232.5885 -0.0316 0 76 2.7e-08 pq u B R.VGGTSDVEVNEK.N
oA 3 960.0327 1918.0509 1918.0636 -0.0127 0 85 3.1e-09 Pp1 [ B | ISSIQSIVPALEIANAHR
o4 1057.0537 2112.0929 2112.1323 -0.0394 0 116 2.6e-12 p3 um - . ALMLOGVDLLADAVAVTMGPK .M
A 854.0588 2559.1545 2559.2413 -0.0868 0 74 4.3e-08 p3 H B K.LVQDVANNTNEEAGDGTTTATVLAR.I

! 3 subsets and intersections (3 subset proteins in total)
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HIR—I FERDOEICDWT LAUFICEFU<ERBALE T,

I 1 ProteinA
_ L 2 ProteinF
3 ProteinG
T T I T T T T T T T T T |
Threshold (0): ‘O.D H Cut ‘

DI RI—RRIEERRTHENEEY VN OBOEIEEGZER7IIITIVILTHEUZERZER
TE2ONGFFEULWNTIN, STEDBEZED/=6D MASCOT TIXEVVDI=—IXRTFROZAA7ZEEHE(C
HUEZEHUTWE T EDHERRKITIPIV—FINIBICBTDLOR BEIIDEUEZED
FOINIDEMRTIV—TEENRH Y EIC T T INEEDRVWRTFROEFEDREICKY  FHUE
DNE<BWIINIBRI7I)—FINVBEULTEREHONDIENRHYET,

same-set \? sub-set DY V/I\IBIXTI#IV KRR TIIER TEX AL BREEAAHN S EHERT
SESETDHNBZHERTEENTEXRI AMEDAL VI THOIZEHSD=ADED. RN %
w03 dE TRDKIICEHZEI VINIBZRRIEDENTEFT, ProteinA & same set THdD
ProteinB, subset T3 proteinC, proteinD, proteinE £FR/RIINET,

Score Mass Matches Sequences

1.1 “'ProteinA 249 9096 3(3) 3 (3) desct
W¥1 sameset of ProteinA
“ProteinB 249 9855 3(3) 3 (3) desc2
1.2 = ProteinF 148 12054 2(2) 2 (2) descs
1.3 “ProteinG 136 11389 2(2) 2 (2) desc7

‘ Redisplay H All ‘ ‘ None ‘

¥ 3 subsets and intersectionsl{ 3 subset proteins in total)

Score Mass Subset of

ProteinC 177 9288 1.1 desc3
“fProteinD 146 9947 1.1 desc4
'ProteinE 116 11608 1.1 descs

CSV RETIPMIVEATEBIHZ S, same-set DY VINVBEHEHTEINEIRTIENTETET,
7z sub-set [CDVWTEHRADATIIavnsYy HETNBARTFROESLVDBEHREFE>THEA
FINDBDRAENAIRETT,
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10. MASCOT #RZRDFA T3 [MIS]

9 BFXTIEINAMICERINEIRTFRrRAE - YNVEREEZHRLEUEHRBATLUEZ. —AT
MASCOT TIXHEEDRBREFDUEVWANRERD, WSOHDIREA T3V EFELET, COETIE
MIS TEATIEER 4 DORFEATVIAVICDVWTEHBAWEZLET . RENSDA T3 VIE PMF TlE
INRTERTEFE A,

10-1. Spectral Library : E=OUZNIATIIICH T DIRFR
10-2. Quantitation . EERT
10-3. crosslink : PORV IR TFRIETR

10-4. Error Tolerant Search : ILAR2EZMEIRZER

10-1.Spectral Library
10-1-1. Spectral Library #E

HHAD TOT AU X DDA DM TIFANT—YDSRBET -5 U T, BAINSETEINIERE
MERSNTEHUE —ABHT—IDERBICLY . RRICEALEE—VUANT—H EIEfiRE
ABRENBRITFREFIDHAEGHDEICEATIREBNERL. ENERFRICFATIHADITOND
FIICRU XU,

MASCOT T% Spectral Library(E—2JUXMEHREEBORTFREIIBEHRESTT —FRXN—X)IC
NG BDIRFZTOEMTEI T, Spectral Library BEFE/zIE FASTA T —IR—XEHAGHE TR
D AIBET Y, #RFRI I VICIE NIST Mass Spectrometry Data center ) MS PepSearch
(https://chemdata.nist.gov/dokuwiki/doku.php?id=peptidew:mspepsearch) ZF|FHLTLXT,
FRFRXWRD Spectral Library [C[E A V=KV ETRAINTVET—IR—RE, CEBEDRER
BRINSIERUEEDD2EEZFIFATIENTITE T, MS PepSearch BFREFICIFLLTFD KD REIET
KITLUTWVWET,

* FERIBAR—TTEITIZIVURTT,

MSPepSearch.exe m a P /ZPPM 100 /M 0.509902 /LIB [51 JSUAMD/CR] /INP [MGF J74JLADI/SZ] /OUTTAB [EHT 7

JUAMDINA] JHITS 10 /MinMF 0 /NumCompared /OutPrecursorMz /OutDeltaPrecursorMz /OutSpecNum

BRRERFEUT LULTO WEBR—IETELETL,

https://www.matrixscience.com/cgi/master _results 2.pl?file=../data/F981140.dat
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. o - . = [Name: SIPAVLACTLVVANK/S
E—OJURRSATIVEERDEIR msp &WVD |\l 2 s 1Em0h

T < — ~ Comment: Spec=Consensus Mods=2/0,", iTRADAp lex
77—~ T MASCOT Server EICHEISNTWET . |01 00 Nrepass Nea=16 MasRit in=1.000 P
= =1 - S~ VAN DeltaMass=0.00 Cluster [d=5258ebb6-e94-441 /-84
HEATZAEE. CHED MASCOT Server TfTo7z [|41 Peaksr 28
REERESITSIMELTEYNUTHATZAENR |01 261

117.115 818.65
37)0)?3_0 136.076 1030.9
204,146 73.61
713,088 37.67
737142 287.79
791.216 257.88
799,147 91.74
317,237 79.565
327174 28,27
337.161 61.64
345,276 317,34
346,22 724
427,257 104 .24

429.089 26.44

444 417 1426.725
495 3 RO

MASCOT Server C Spectral Library [CXUTHRRZITOILEHICIE. T —IR—ZDEREF(C
Spectral Library ZiEA CIRFET S7Z17TT (TB),. Spectral Library [T —IR—X—EDHT
[ Spectral Library(SL)]EEESNIZEFID TFICEEH THFELET,

MASCOT MS/MS lons Search

Your name | | Email |
Search title |
Database(s) (contaminants (AA) . Mus_EST =
> Plants_EST
Prokaryotes EST
Rodents EST
Spectral library (SL)
N vioUse_TonTTap

Taxonomy |All entries v

Spectral Library 3% Cld Modification, enzyme, missed cleavages, taxonomy, instrument,
charge REDNTA—F—IFIEEVTEERINK T, CORRKTIIEMICAAT —FES1TSY
EDNYVF T ZETIEH BERRCIEREODRENY—VEZTEIEY RENRZRE T DL O
INSA=F—PERATBIENTIRNEHTT,

FRIRERFETIE Decoy T—INR—IAADRZRIL U FDR 5B Z1TOEN TEFXH Ao Error Tolerant
REFEECTOENTTE A
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DFERETEITHIPVZUE T MEICINUTERE WEB R—UEHETISEITIZTW

B ERE@EOZRTANE

FASTA CTRFRZITOEFEHMREUTYT . RTABZRET S Format I T ERATITHBL—ER
DEENKRRIINFRAFV/INIEBE Accession Z0) VI UTZERICTRRIEIND protein view,
RTIFRD query BESZEI)VIUZEICRRIIND peptide view DRTNABLEEDIRRERU
TIYVINIBEDEFHIZDULTIE Spectral Library RICIEHYUEFREHANTVINOBED ID [BHRN
BENTEHY. H'D Spectral Library fEREFICE L Accession RIIDELFIFT—INR—RZHELTL)
BIHETEONSEIIBERENEURRER S E CRRSNET,

B Score C[REER%E

BRBEI VI VELTERLTLS NIST MSPepSearch D X7 1& 0(—ELARLY)HNS 999 (522 —E)
DEHEHTERINE T, T T ITVRRDAZITOIEGRIFFICCOAT7DFHIERE FITHONEE A,
BEEEEZI7IE 300 &> TVWETHFEICDVLTIER. RO7 s DEFDEAFE E(s)ZLLTDR

MEERELTVET,

E(s) =0.05 - 10

(300-s)/100

B FASTA 7—%AX—X& Spectral Library Z=—{&ICHRRUEF

BREFEUTLULTO WEB R—IEHETIELLETL,
https://www.matrixscience.com/cgi/master results 2.pl?file=../data/F981141.dat

CDBID L DI Spectral Library 1838 & FASTA RRENREINIBRDIZE . AIEEEZFE > 2HiFFHE
DIFEMTONE T 51T SJE& FASTA ORYFOHFHEIC DLW T BETIYVFLTVNDT—9%
FOTCZEDEHENMNAEUICBDLDIICHEZLE T HlELT querylds5l DFFEDERTFELITD
MTHRRUET. SATIVEITORETIIRAEEEZI7H 300 THFFED 0.00012 TULREZH,
FASTA CHITITORRTIIREEEN 493 [, HIFFHEN 0.0044 [CHOTVRT(AMEDRI7IX

H(Z 561 T9),

ST S BB TOIRFRER
#1451 453.2757 904.5369 904 .5381 -1.37 0 561 sL 0.00012 )1 U K.AKEFGILK.K
#1452 302.5196 204.,5370 904.5380 -1.16 0 58% sL 6.4e-05 ) Score > 300 indicates ldentlty
A1720 A6 23258 930 4808 93N 48521 =1 R1 0 772 &aT 9 B=-0N7

S5475') +FASTA COREER
#1451 453.2757 904.5369 904.5381 -1.37 0 561 SL 0.0044 ); U K.AKEFGILK.K
#1452 302.5196 904.5370 904.5380 -1.16 0 589 SL 0.0016 }1 Mascot score > 20 indicates identit]
#1720 466.2325 930.4505 930.4521 -1.81 0 772 SL 2.2e-06 )1 Library score > 493 indicates ident
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S T —IR—REEBY =17V (BAER)
https:/ /www.matrixscience.co.jp/supportpdf/ MASCOTServer_ver26_sequencedbmanage.pdf
D P.52~ ZEIEBLIZTL,

19— ETRARINTVNSES1TSUER YNNI BHEE P.53~ THHD MASCOT Server T
ToERFER/RRZESA TS ML TR B AEE P.83~ ZIBLZTL,

B B —RYNFARTDOANILTR=Y

https://www.matrixscience.com/help/spectral library.html

B MSPepSearch [CDU\T
e Stein, S. and Scott, D. R. (1994). Optimization and testing of mass spectral library search algorithms

for compound identification, J. Am. Soc.Spectrom., 5, 859-66

https://dx.doi.org/10.1016/1044-0305(94)87009-8

B PRIDE O Spectral Library [CDUL\T

e  Griss, J., Foster, J. M., Hermjakob, H., and Vizcaino, J. A., PRIDE Cluster: building a consensus of

proteomics data, Nature Methods 10, 95-96 (2013)

https://dx.doi.org/10.1038 /nmeth.2343

e Griss, J., et al., Recognizing millions of consistently unidentified spectra across hundreds of shotgun
proteomics datasets, Nature Methods 13, 651-656 (2016)

https://dx.doi.org/10.1038 /nmeth.3902

B Spectral Library ORFEITH
e PeptideAtlas / ISB

http:/ /www.peptideatlas.org/speclib/

e NIST
http://chemdata.nist.gov/dokuwiki/doku.php?id=peptidew:cdownload

e PRIDE / EBI

https://www.ebi.ac.uk/pride/cluster/#/libraries
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10-2. Quantitation

BESMT YRV Y VN VBDEERTICIIRART7TO—FHhHUET, ZOHFTE—I R+
TPALIVICHEAEINIZER. £ I3RRERDIBIHRE T Z2ESFEIC DUV TIE MASCOT Server BT
EESTENARETT, EFNICIFUTOFETYT (FERE MASCOT A TERULTL\DIEER),

‘reporter : MS2 ARIVNVADHDEED T I A =0 DM GREECE D\ ES

‘multiplex  : MS2 ARINVADAA VI —XDT ST A= DIEFHVGEEE ICE DL\
EE

-emPAI : AVNDBICPHAIEINERTFROBRICE D <ESEE.

Spectral Counting M 1#&,

ZMDS35 emPAI DL\ TIE, MS/MS IRTMLEL .
M 100 LA EDRFEEINICHERERICRRAINE T, f
L EE 3 %E 3£ L)l 91‘ l: ) L\ —C IJQ raw 7_' - 9 73\ ’5 parS;rsne;recrl; results
TLA——RTIFRICEATZENMDBERERSD

R — Raw data Mas cot Distiller CGuantitation report

WENGY, MASCOT Server HMTIIERESE W —» [ —
NTCEZFBA R T I 7 TE XL MASCOT
Distiller EEEJ1—ILASBNIXETENIRETT (AH).

Peak list T¢ Search

MBRERFIEUTIELLTD WEB R—IUETSBIEIL,

https://www.matrixscience.com/cgi/master results 2.pl?file=../data/F981131.dat

M IVS X =% —TQuantitation | T, FOE U T |crosslinking [[TRAG 4plex

BUVERBFEOMEBADEERRUTRRETILT | rixed [TRA0 e Frolen)

T (6E). FBICEATBEMLEE Quantitation 0 |0 oo T Splx
ZFEBEICHDODITOSNTWLWS . TN ZEHAT DiLeu 4plex
Modification DNSIEET BUEILHYEH Ao SILAG Kna pes muliplex

— = — p — N . IPTL (Succinyl and IMID Itipl
FIAIVNREDZIICTDONTIE REROBSICIMDIAY | Variable | 00 U 2

nodifications

. N . s Y N R ICPL duplex post-digest [MD]
LW TWBIERM MASCOT Distiller BMUERFET, IGPL triplex pre-digest [MD]
'DL\—C'L\@L\:E)U)D\‘ Server $3$—CE‘}'§E_[§E@§E/£—C3_O ICPL quadruplex pre-digest [MD]

180 corrected [MD]

EEFENHAEDEZEE THIAIIAI LT Peptidetol. £ | 15N Metabolic [MD]

} _ ) 15N + 13C Metabolic [MD]

S ICHFRUEY T BOFEROREEETTNET, (plide charse | SILAC K40 R10 M)

_ B SILAC K+6 R+10 Arg-Pro [MD
10-2-4,13-8 CTHU<EBALELET. Datafile |iacKia RO Mo L
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#AICMD]HMFLVT LR Quantitation DIEBZFIRUVZIRRETRRZT R BRE@ CIE
ERTFRODEEBEEDRTFRBETPHAIINTVBY INIBDEEEIFRTIEINET (TH),

Score Mass Matches Seque emPAI 114/113 115/113 116/113 117/113 118/113 119/113 121/113
@11 #2::C04B_HUMAN 164342 217600 3818 (3818) 103 ( 48.75 1.033 1.070 1.045 1.016 1.155 1.051 1.055  Conplement Ci

@12 #2::CO4A_HUMAN 163856 217680 3814 (3814) 102 ( 44,57 1.036 1.073 1.044 1.019 1,159 1,052 1,060  Coihplement Cj
Redisplay | | All None —
[Redape ] 1] Chone | TICHARED
'¥3926 peptide matches (363 non-duplicate, 3563 duplicate) -F l :;’Ek ®
Auto-fit to window
Query Dupes Observed Mz (expt) Mx (calc) PPm M Score Expget Rank U 114/113 115/113 116/113 117/113 118/113 119/113 121/113 1 2 Pep
#52618 517.3046 1032.5946 1032.5983 -3.52 0 22 0.6 p1 0.909 1.155 0.945 -0.096 1.064 1.202 0.791 HHE K.Gf
#58592 p1 533.2921 1064.5696 1064.5703 -0.64 0 30 o.of9 p1 1.084 1.260 1.285 1.150 1.313 1.346 1.099 HHE K.3j
#58697 533.7829 1065.5512 1065.5543 -2.90 0 24 0 2 p1 0.973 1.420 0.857 0.963 0.734 0.820 0.850 HH K.Aj
#'62050 Ppa 548.3186 1094.6226 1094.6238 -1.08 0 29 0.007 p1 0.864 1.101 0.889 0.795 1.075 0.821 0.879 HHE K.L
o ba 598.2969 1194.5792 1194.5792 0.033 0 17 0 4 b1 0.959 1.120 0.871 0.952 1.154 0.969 0.880 HHE R.VI
419.2471 1254.7195 1254.7140 4.38 0 29 0.85 p1 1.006 0.954 1.220 0.793 1.234 0.837 0.896 ®HHE
be 634.8576 1267.7006 1267.7014 -0.570 32 0. o0 Ty —— —— R ———— — — T .
#81352 P12 423.5749 1267.7029 1267.7014 1.18 0 35 0.00061 p1 0.934 1.581 1.814 0.721 0.943 0.883 0.946 HHE R.G{
81457 P27 635.3070 1268.5994 1268.5989 0.46 0 24 0.023 p1 1.030 1.090 1.039 1.069 1.396 1.159 1.218 W HE K.F
#'81483 Ppog 423.8742 1268.6008 1268.5989 1.510 36 0.0022 Py 1.015 0.846 1.267 0.816 1.345 1.500 0.890 H N K.F
#32476 639.2738 1276.5330 1276.5339 -0.68 0 25 0.0043 P 0.856 1.140 1.163 0.848 1.046 0.802 1.121 MM R.C
YN (O
es emPAI 114/113 115/113 116/113 117/113 118/113 119/113 121/113
3) 48.75 (OIS 1.070 1.045 1.016 1.155 1.051 1.055 ¢
2) 44.57 1.036 1.073 1.044 1.019 Al 1.052 1.060 C

K:E:ZQ%E U 114/113 115/113 116/113 117/113 118/113 119/113 121/113 1 2 Peptide

0.026 Pp1 0.909 1.155 0.945 -0.096 1.064 1.202 0.791 W W X.GOAGLOR.A
L0079 Pp1 1.084 1.260 1.285 1.150 1.313 1.346 1.099 | W K.AAANQMR.N
0.012 p1 0.973 1.420 0.857 0.963 0.734 0.820 0.850 M K.AAANOMR.N + 4
0047 Pp1 0.864 1.101 0.889 0.795 1.075 0.821 0.879 @ M K.LTSLSDR.Y
0.024 P1 0.959 1.120 0.871 0.952 1.154 0.969 0.880 [ M R.VQQPDCR.E
0.015 p1 1.006 0.954 1.220 0.793 1.234 0.837 0.896 W M R.EFHLHLR.L

PHAVEINTVBERTFROEEENSIVINIBDEEENEDLSICHEINDINTDOVTIE,
Quantitation | /NI X—¥—TEIRETNLEBICT I ERENERINTUVSEN . IRFEHEREE
M oBEHAET BENTETY (TR, MR CTEODNZEEOMEE),

Significance threshold p< Max. number of families AUTO AThelp]
Target FDR (overrides sig. threshold) FDR type

Display non-sig. matches O Min. number of sig. unique sequences

Show Percolator scores O Dendrograms cut at \:\

Preferred taxonomy |W |

Protein ratio type |Median v | Normalise to | None v | #AThelp]
Min. precursor charge |1 of all peptides

Min. # peptides of peptides assigned to accession(s)

Unique peptides only [

Outlier removal of peptide sequence(s)

Peptide threshold |At least homology v | 0.05
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NIX—=F—THRETETDFEICDOVTIILLTDEYTT,

Protein ration type  : RTFRD ratio NBSFVINIED ratio ZE DL DICETEITDINEE
- Average : RTFR ratio DEAIFLT
- Median : RTFR ratio DHRE

-  Summed intensities : (reporter ONIILDH) E—BE D
Min. precursor charge : R TFREEEDHENRET IR TFRERFDR/IVE

Min. # peptides ANV BEEEDFBERRET D RIERUVEBLR T A IRTFRE
Unique peptides only : 1-—IORTFROAZHEICHEITIHNEDH
Outlier removal : AUBZE RS AEDIEE. LLTH 5:FEIR

- None : ANBEZPR<AEZITHRL)

- Automatic . T—IHICK DT Dixon EF7zIE Rosner JENDEE S H 2 FER

- Dixon’s method : Dixon &
- Grubbs’ method : Grubbsx

- Rosner’s method : Rosner &

Peptide threshold : EEFTERRETIRTFRICOVNT, RAOA7HRHE, AIEEEEE
Eo>=T1IVI—=)T
Normalise to : 7—% (D Normalisation W, T FIVELLE T, T TIVICET S
RTFRD ratio Z{F> THE
- None : normalisation ZERELGL)
- Average ratio : RTFROD ratio [CDOVWTHEFMINEUCICRDLDICTD
- Median ratio : RTFRD ratio [CDVWTHRENREUICRDLIICTD

- Summed intensities : (reporter JONIILDH) MS/MS ARINVDUR—F—AF 2D
BEDHNEUCICREDLIICTSD
T 5ICEEE Normalisation [COWVWTCEHBEDHRERET DB AR TIT . FT VT TEESIFN L)
SENEELTCLVDIABRZEIRAGE T o BRI TN TORTF R BIIDFE SNTERTFR(EE
$8RETT) . Accession TRESN/ZY VINOBE(EBEIEERD ICPTAIINTVWS IR TORTFR, TT,

Unassigned (140931)
~, P [—=J =1 =
YONIVBDEEEBEEFTEDIZIHERZ L .
Protein family members (545 proteins)
j 7’(} l/tlj jj bt‘_ L \%é\ Report Builder | ¥ Columns: Sta.ndardIIZ out of 58)
N w Arrangement: |<custom= h
ECHIARLIET W,
Enabled Available
Family SD(geo) (117/113) -
Member p-value (117/113)
. N — Database 118/113
% % FEl ﬁ 0 Report Builder 9 7 T Accession Number of peptides (118/113)
e P Score Significant (118/113) (p-value < 0.05)
rColumnsJ é_‘,ﬁﬁﬁ L. H:'Ijj W@TIT:E{IEE Mass Not-normal (118/113)
1141113 SD(geo) (118/113)
5, » ~ 115/113 p-value (118/113)
= *R oM rAPPIY 1INy U= ?EFI LET 16/113 1191113
1713 Number of peptides (119/113)
Ky 118/113 . Significant (119/113) (p-value < 0.05)
(E) ° 119/113 Not-normal (119/113)
121112 SD(geo) (119/113)
Num. of matches p-value (119/113)
MNum. of significant matches 121113
MNum. of sequences Number of peptides (121/113)
Num. of significant sequences Significant (121/113) (p-value < 0.05)
emPAIl Not-normal (121/113)
Description SD(geo) (121/113)
p-value (121/113)
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Proteins (545) Report Builder | ‘ Unassigned (140931) ‘ §_permaliy
Protein family members (545 proteins)
» Columns (19 out of 58)
» Filters: (none)
Export as CSV
fFamily | M | DB Accession Score | Mass 114/113|115/113 | 116/113 | 117/113 | 118/113 | 119/113 | 121/113 | Matches | Match(sig)
1 1 | SwissProt £2::CO4B_HUMAN 164342 | 217600 1.033 1.070 1.045 1.016 1.155 1.051 1.055 3818 3818
1 2 | SwissProt £'2::CO4A_HUMAN 163856 | 217680 1.036 1.073 1.044 1.019 1.159 1.052 1.060 3814 3814
2 1 | SwissProt “2::APOB_HUMAN 127385 | 624988 1.082 1.362 0.827 1.203 1.189 1.093 1.079 3897 3897
3 1 | SwissProt 2::CERU_HUMAN 59576 143199 0.884 1.080 0.711 1.047 1.283 1.027 1.027 1466 1466
E3 1 | SwissProt £2::A1BG_HUMAN 58870 58330 0.949 1.201 0.994 1.124 1.181 1.041 1.085 1527 1527
5 1 | SwissProt #2::HEMO_HUMAN 44576 58934 0.970 1.161 0.940 1.086 1.334 1.053 1.103 1899 1899

Apply MY &G E Report Builder DFRTRABNENVERT, T7

_“

ET7 'f)l/Hjjjb“ﬁT)ﬂi‘g“o

NEANTNDDTIDERETHHDERAITHELTIET V), HEE

1IVHEAIFFRTAB ERUIEE.
%lExport CSVIRY U %Hg

Quantitation TiEIRT IRTEIEBZFIHTDHE. T MASCOT TIEHEH CHIREZTFEDIHE
TE E—VV MR EDZENEMEEEHEICERITINREDABIC DOV T LVIERES _“—gﬁ@*ﬁ

ZIIDOMERARZ U AN IFEULWTT ,, REFRIICER/INLHRE
ZIIOBE ISR EEFR T D2FETTET,
REE@IT 13-8 TTHN
Quantitation | CITLWXITDTEELHZEZSBRIETL,

L T L) B I Quantitation | (Home -> Configuration Editor

R ~IF Acrobat [SE: =
ﬁj & sy DUNELTREERTTS | BN il @ @ 23 = H EA-hsum - by /O
DI B~ . = - FEFTE F-TUELT  CAD A EE &% Eaan - p=rlag s e ?*
- B I U-H- Eoesarteema - B % 9 WA TRl wiuw- 2~ e e o I - MR~ | 9
DRTR-F & ZAxt 5} R ] il [ A5 L E 534 ~
Al - ¥ Search title v
A B C D E F G H J K L M N [+] P Q R S T [*
31 |Normalisa none
32 Min. precu 1
33 |Qutlier renauto
34 Min. numb 2
35 Peptide th at least homology
36 |Unigue pejno
=)
38 |Family Member Database Accession Score Mass 114/113 115/113 116/113 117/113 118/113 119/113 121/113 Num. of m Num. of si; Num. of se Num. of sijemPAl Description
39 1 1 SwissProt CO4B_HUI 164342 217600 1.033 107 1.045 1.016 1.155 051 1.055 3818 3818 103 103 48.75 Complement C4-B ¢
40 1 2 SwissProt CO4A_HUI 163856 217680 1.036 1.073 1.044 1.019 1.159 1.052 1.06 3814 3814 102 102 44,57 Complement C4-A
41 2 1 SwissProt APOB_HU 127385 624988 1.082 1.362 0.827 1.203 1.189 1.093 1.079 3897 3897 214 214 9.7 Apolipoprotein B-10
42 3 1 SwissProt CERU_HUI 59576 143199 0.884 1.08 0.711 1.047 1.283 1.027 1.027 1466 1466 50 50 14.97 Ceruloplasmin 0S=
43 4 1 SwissProt A1BG_HUI 58870 58330 0.949 1.201 0.994 1.124 1.181 1.041 1.085 1527 1527 19 19 11.9 Alpha-1B-glycoprot|
44 5 1 SwissProt HEMO_HL 44576 58934 0.97 1161 0.94 1.086 1.334 1053 1.103 1899 1899 30 30 144,13 Hemopexin 0S=Hor
45 6 1 SwissProt CFAH_HUI 37520 167416 0.962 113 0.872 1.103 1.306 1.096 1.132 1521 1521 65 65 21.74 Complement factor
46 6 2 SwissProt FHR2_HUI 1329 36538 0.858 1123 0.687 1132 1.406 1.065 1071 82 8z 10 10 4,94 Complement factor
47 6 3 SwissProt FHR1_HUI 1289 43717 0.903 1191 0.816 1.152 1.356 1.068 1112 80 a0 13 13 7.39 Complement factor
43 6 4 SwissProt FHRS_HUI 699 77592 0.896 1.249 0.941 1.018 1.496 1075 1116 35 35 7 7 0.52 Complement factor
49 7 1 SwissProt ITIHZ_HUM 35418 126842 1.025 1.183 0.915 1.233 1.264 1.103 1.099 1126 1126 42 42 16.62 Inter-alpha-trypsin |
50 8 1 SwissProt FETUA_HL 35203 45131 0.907 1.074 0.652 1071 1233 0.928 1.019 753 753 15 15 8.63 Alpha-2-HS-glycopr
51 9 1 SwissProt CFAB_HUI 31648 103009 0.95 1.164 0.815 1.115 1.362 1.09 1.086 843 843 43 43 21.75 Complement factor
52 9 2 contamina 718067.1 3489 102935 0.911 1.08 0.762 1.027 1.424 1.001 1.078 95 95 5 5 0.31 (Bos taurus) Compl{
53 10 1 SwissProt APOH_HU 30084 48761 0.936 1.118 0.707 1.168 1.338 0.972 1.002 751 751 21 21 27.28 Beta-2-glycoprotein .
data_F981131_dat_rf_reportbu ® « »
T EErE: @ m - 1 + 100%

RBEIIKRELELRDHFETE

B MASCOT (D Quantitation £fi%ICB§9 S HELP X—

https://www.matrixscience.com/help/quant overview_help.html
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B MASCOT () Quantitation FREMmMFTHNEICET S HELP X—J

https://www.matrixscience.com/help/quant format help.html

B SANIVIU—EERFOF1—RI7IV [BFEE

https://www.matrixscience.co.jp/supportpdf/MascotDistiller replicatesQuantTutorial.pdf

B SILAC f#frDF1—KJ 7))V [BFEE]

https://www.matrixscience.co.jp/supportpdf/MascotDistiller Quantitative quick start.pdf

B Reporter ORIV DERTFERAI(ITRAQ)

https://www.matrixscience.com/cgi/master _results 2.pl?file=../data/F981131.dat

B Multiplex JO0NJIVDRETHEREI (SILAC K+6, R+6 multiplex)

https://www.matrixscience.com/cgi/master _results 2.pl?file=../data/F981133.dat

10-3. Crosslink

MASCOT CIXEENHDT—IHSY VNI BEDILFEERITPY VN ERIDOEBEERERICISHE
INBFEARTFROD crosslink FEICERISLTULET,

MASCOT CE—MDARTFREIEZITODEIFERY AZFFERTFRMN N BFET D crosslink BERHTIE
N2 DT —9EH BT R ERVERBRENATRERO>TUESIBENS  RRWNREEEIOREE S D%
BFELARFRAIIC crosslink TN —TVrETDIVINIBENRYRETDEEBIC. VI H—D
BECHEANY—VEEERT HEENEUZREEFTHERL THEET /N T—I{ELTH VT REREF
[CZDEHREEBRZZIRUET, CNIEMQuantitation IBRFRERBU AR T,

FTHRELTHUSEN S DBRENSIEILLTOEY T,
) A—D#RK ) A— M7 I/ BERE
crosslink CERAT 3! H—
Doh—DiEEINY—2 (TEe4tEssm)
DOA—DEETDIVINVE, £z[dT—9R—X

A—DFEEINI—VICIFLUTOABENHYF T,

- intralinks : E—%V/\OBRDFIRTFREIDES

- interlinks : 2R3 2BEDIVNIBORTFREIDES

- looplinks : A—RTFRATOREE

- monolinks : UUH—D—AHICDHEE UTIARE (BHRMERR)
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MASCOT T Crosslink BZRZITV\zLMEHE. FHEREZ L TH\\/z Crosslinking IEE Z:#A TR
ZFEITULTLETV(TR),

Taxonomy |AII entries V\
Enzyme [TrypsinP | Allow up to
Quantitation | None v |
I Crosslinking WW‘
Eisrmed | e s |

Crosslinking BREICIE WRET DI V/INVB(FKEIFERBISNIEBED T —IR—) EFHIEELTH
<HENRHY . XERTOEICANULSDEEHZZEBULLEEDZEFEAUVRIINIEGSBRVWEERET,
REREICDOWVWTIE, 10-3-5 TERRICHTIEHMAZEL TS IEN. [13-5. Linkers |,
['13-9. crosslinking| DB CHREEAEICDOVWTEFUSGEHALTWET . MERIFRIZETESE
HETITSRITZT,

Crosslink BRZRICHEV T 2DDRTFREZHAEDEZEFN MASCOT Server X EBEDHIRIT R &
RYUET, TDHBBEDIRF CRIEICR SRV K S REREIEN. Crosslink RERETIEFRURRERIC
EREERIETENDUET,

BET DEREMITUATDLIICEEHSNE T, Crosslink BREEHET DIHSEIMNEICIGLUTINS
DIRZRDREMEEEELTEHUEZIE YL O,

B EARTFREDEEHFIERAINDED
- MaxPepModArrangements (Variable modification DEAHAENE/INI—VICDVWTEETS
HASHERDOEREKIE)

B AXTFROSIERVADEFNERINDED
- MinPepLenInSearch (IRBEFRETIRTFREIDTIR)
- MinPepLenInPepSummary ({EREHFRTINRE T IR TFRRIDTIR)

B ZNENORTFRICHUGERINSED
- missed cleavages (fRFR/\TAX—%5—)
- MaxPepNumVarMods (1 XTFFICHTERET S Variable modification (848 DR KA(E)
- MaxPepNumModifiedSites (1 RTFRICEVTERE Y B, Variable modification Z&EEY D
T/ BBREHDORKIE)
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REFRARBRHABEUVTIRTFROEBED LR (16kDa)E W\SFEIRMRSHWEITDTITEFRSIETV 2D
DRTFROGEHEICH U CGERAINE T, FLBRR/INTAX—F—NDH T, Error tolerant, Decoy,
Quantitation, ZUTHRREDA T3 Percolator [CDUVTIE Crosslink #RZERERBRFICITOIEMN
TTFERA FLBREECIEDVEEANRRICHEZERIEUCTVDRRTFRDOER TY, Crosslink
BRRTIEERDERNEEINDIEZNEL MS2 TTTAINE—IDEREEZMICRDIENSE<LRD—
7. MASCOT Server ClE 2 fliDTSTAVRETUNEBRTIE A BN TSI X UbhE 1 lilCHRE
LTE—DURMIZET AT (BHTIEINZE decharge EMATVWET)ENARETHNIE. FZDLOR
ATV3VICLBE-TIANMEBMEREE CRIA<SIE TV Y TR I I MASCOT Distiller Tl
decharge WEIHEC I DT, CEIFEN T WVXRUEZ ST TITERESIZESL,

UTOBREES>THMAWEZLET JUSDYUPCTVERDEHICIK BREAZHWVTISER
TV IRIVTA AT A—9 VNN VBRNDEEEERULIRETT,

https://www.matrixscience.com/cgi/master _results 2.pl?file=../data/F002553.dat

\

EROXRRIIEEDRZEIFZIZEUD TI o Crosslink RTFROIIA7PPEEEE, HHIFEDELIC
DULWTIEBERRERRRICITONE T,

647.0693 2584.2480 2584.2712 -8.961 1 27 0.0028 p1 U N K.VFGRCELAAAMK.R C5<—Xlink:Disulfide—>Cl
R.CKGIDVQAWIR.G + Oxidation (M)

904.7667 2711.2782 2711.2605 6.54 0 - 93  2.7e-07 P11 U N R.NLCNIPCSALLSSDITASVNCAK.K + 3 Nethylmaleimide (C)
1356.6492 2711.2838 2711.2605 8.63 0 - 42 0.038 p1 U N R.NLCNIPCSALLSSDITASVNCAK.K + 3 Nethylmaleimide (C)
1055.1664 3162.4774 3162.4602 5.42 1 - 114 2.le-11 p3 i ] K.FESNFNTQATNRNTDGSTDYGILQINSR . W

791.6272 3162.4795 3162.4602 6.10 1 - 37  0.00041 P13 U N K.FESNFNTQATNRNTDGSTDYGILQINSR . W

680.3362 3396.6445 3396.6244 5.911 1 73 1.3e-07 p1 U N R.HGLDNYRGYSLGNWVCARK.F C16<—Xlink:Disulfide—>Cl

R.CKGTDVQAWIR.G -
850.1686 3396.6451 3396.6244 6.081 1 27 0.0031 p1 U N R.HGLDNYRGYSLGNWVCAAK.F Cl6<—Xlink:Disulfide—>Cl
R.CKGIDVQAWIR.G
1174.2014 3519.5823 3519.5679 4.090 0 91  2.8e-09 p1 U N R.NLCNIPCSALLSSDITASVNCAK.K C7<—Xlink:Disulfide—>C3
= o P
880.9040 3519.5870 3519.5679 5.42 0 0 75  8.4e-08 p1 U N R.NLCNIPCSALLSSDITASVNCAK.K C7<—Xlink:Disulfide—>C3
R.WWCNDGR.T + 2 Nethylmaleimide (C)

BRORTFRIRICEWNT. 2 DORTFREZDRTFRBVEDME THALTVDIHMNREINT
WETHIZIL query 1496 DIER(LHDFTEONIZES . TRIGHKRTEONZER D DILKE) =
R3EFANIRRINERTFRIaRTFRID 7 HEBD C & BICKRRINFERTFR(BRTFR)D
3 HBD ¢ M) UA—IXlink:Disulfide] (JRIL T 1 RIEEDER) THRAELTVWEEERLTVET,

Query HEZVIWITDERYVFIINBZMHIRT D peptide view R—IZRDIBNTITFHT,
REM(E query1496 0D peptide view TY o
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M5 Mascot Search Results

Peptide View

M5/MS Fragmentation of NLCMIPCSALLSSDITASVNCAK C7<-Xlink:Disulfide->C3 WWCNDGR
Found in LYSC_CHICK in SwissProt, Lysozyme C 0S=Gallus gallus OX=9031 GN=LYZ PE=1 Sv=1

Match to Query 1406: 3519587056 from(880.904040 4+ ) intensity( 11983704.0000) scans(4325) rawscans(sn4325) rtinseconds({2044.9118) index(1203)
Title: 1204: Scan 4325 (rt=2044.91) [C:¥Users¥johnc¥Downloads¥lysozyme_ 2p2md_lminute.raw]
Data file Lysozyme_2p2mJd_1minute.temp. mgf

B0 & 4
i ,\%ﬁ Dlppn

.
3
e n n
NL%QPESAL@:T;DITASVNC*
R
Ey

Pttt

WWENDER

B

=
g &
o &
E =
5w
N |
0 = a0 B0 ohserved
myz
@ = @ @ @
B2 O S
Label all possible matches O Label matches used for scoring ®

Momoizotopic msz of neutral |inked peptids Mrloalo) @ 15155679
Momoisotopio mass of noutr oo alpha poptide Mr[oalo) : 2595 2127
Momoizotopic mss of moutral froo bota poptide Mrloalo) © 305 3702
Irbaot link @ Alphe C36-K1 ink:Dizul fic—03 Beta
Wariable nodiFicatioms:

£ 0 Nethylmisinide 0]

Methyl mlminides [C]
Expoot: 2 4R

# b bt b* R b? s ¥ ¥ ¥ i ¥ Yo+

23
3406.5323| 1703, 7698|3389, 5058|1695, 2565] 3388.5217 | 1694. 764522

115.0502] 5B.0287| 98.0237] 495155
228.1343| 114.5708) 2111077 106.0575

456.1911| 22B8.5992) 4391646 220.0859)

1

2

3 3293.4482|1647.2278|3276.4217[1638.7145)3275.4377|1638,2225]21
4| 570.2341| 2856207 553.2075] 277.1074

5

6

7

8

3065.3914|1533.1993[3048.3648 |1524.6861 | 304 7.3808|1524.1940 20

683.3181| 342.1627| 666.2916| 333.6494) 29513484 1476.1779|2934.3219( 1467 6646( 2933.3379] 1467172619

7803709 390.6891) 763.3443) 382.1758) 2B38.2644|1419.6358(|2821.23781411.1226)| 2820.2538] 1410630518

1816.7352| S0B.B713]1799.7087)] 900.3580) 2741.2116)1371.1094)|2724. 1851 |1362.5962|2723.20111362.1042(17

1704.8473) B52.9273|1687.8207| 844.4140 16868367 843.9220(116

1803.7673| 952.3873|1886.7407 | 943.8740| 18E5.7567| 943.3820

]

Seq
N
L
c
N
I
P
C
5
19748044 987.9058|1957. 7778 979.3925| 1956.7938) 978.9005] A 1617.8152| 809.4113|1600. 7867 | 800.8980] 1599.6047| 800.4060[15
10| 2087.8884)1044.4479)2070.86191035.0346| 2069.8779] 1035.4426] L 1546.7781| 773.8927|1529.7516| 765.3794|1528.7676| 7e4.8874[14
L
5
5
o
I
T
A
5
W
N
c
A
K

11|2200.9725|1100.9899]2183.9460(1092.4766) 2162 9619| 1091.9846
12| 2288.0045|1144.5059)2270.9780 11359926 2265 .9540)| 1 135.5006

1433.6941| 717.3507|1416.6675] 7O8.8374]1415.6835] 708.3454|13
1320.6100| 6B0.BO86|1303.5835] 652.2954]1302.5994) 651.803412

13|2375.0366|1186.0219)2358.010001179.5086) 2357.0260) 1 174.0166 1233.5780| 617.2526(|1216.5514| 608.7794[1215.5674| 608.2873]11

14|2490.0635|1245.53542473.03659(1237.0221)|2472.0529|1236.5301 1146.5460| 573.7706[1129.51%4] 50652633 1128.5354| 564.7713

=y
[=]

15|2603.1476|1302.0774)|2586.1210(1293.5041| 2565.1370)1293.0721 1031.5190| 516.2631|1014.4925| 507.7499]1013.5084] 507.2579] 9
16|2704.1952|1352.6013|2687. 1687 [1344.0880| £ 1847|1343.5960 918.4349| 459.7211| 901.4084| 451.2078] 9004244 450.7158) 8
17|2775.2324|138B. 1198|2758, 2058 [1379.6065( 2757 2218 1379.1145 B17.3873| 409.1973| 800.3607| 400.6840] 7993757 400.1920f 7
18|2862.2644|1431.6358|2845 2376 |1423.1226) 2844 2538 1422.6305 746.3502| 373.6787| 729.3236| 365.1654| 728.3396| 364.6734| 6
19| 2961.3328|1481. 17002944, 3062 |1472.6568) 2943 3222 1472. 1648 659.3181| 330.1627| 642.2916] 321.6494 5
20|3075.3757|153B.1915|3058.3492 |1529.6782|3057.3652| 1529, 1862 560.2497| 2B0.6285| 5432232 272.1152 4
21| 3303.4326(1652.2199|3286.40600 1643, 7067 3265.4220| 1643.2147 4462068 223.6070| 42591802 215.0938 3
22|3374.4697|1687.7385|3357.4432 1679, 2252|3356.4501 | 1678.7332 218.1493] 109.5786] 201.1234 lUL.Uﬁ:\3I 2
23 147.1128 7406001 130.0863 65.5453' 1
# b b+ b* P+ b po++ |seq. ¥ yHt y* yrrt ¥° yor+ e
1| 187.0866 94,0469 w 7
2| 373.1659| 187.0866) W | 3334.4959|1667.7516|3317.4693| 1659, 2383 |3316.4853| 1658.7463| 6
3|3060.3722 15306897 C |3148.4166|1574.7119(3131.3900|1566. 1966|3130.4060]|1565.7066] 5
4|3174.4151 |1587.7112|3157.36886]1579.1979 M 461.2103] 231.1088| 4441837 222.5955| 443.19497] 222.1035]4
5|3289.4421|1645.2247|3272.4155]|1636.7114|3271.4315|1636.2194]| D 347.1674) 174.0873] 330.1408| 165.5740| 329.1568| 165.0820)3
6|3346.4635|1673.7354(3329.4370|1665.2221 [3328.4530|1664.7301| G 232.1404| 116.5738] 215.1139) 108.0606 2
7 | R 175.11%0 B88.0631| 158.0924 75.5458 1
.03 .
g oo vt B
. L
g o - e . B
b e : 5, ;
00— — ——— y 2 — — y
1000 2000 w00 1000 2000 000
r Mazz (Dad B errer Hazz (D)

NCBI BLAST search of NLCMIPCSALLSSDITASYMCAK
(Parameters: blastp, nr protein database, expect=20000, no filter, PAM30)
Other BLAST web gateways

FTROFTEONZBEISIC DWW T ORBELREIC TEHUSERRULED,
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BELEE(THE) FARINUAR—IATERBENEDLISICIYFIIUTVWIOL EERTIEN
TIDEME T VORIV IOEINERTFRENFNICa. BEVVIESZEZIVIRY . IVYFIINEESD

RITIFRERD I ST AVSEDMEREINTNET,

(N DAY WD
RETNZATN
¢ SPPTLLILLLL
NE| XL NE
N LICIN|I|PCSAL|L|S|ISID|I|T|A|S|V|N|C A|K
A O A
MM R AR R MR
R
XL
WWCNDGR
100 1.5045
1] —
g s0 3
@ 60 10845
% e & =] Sreceq g 5
1 — — —_ p— — — — = — 3
vl 5§ 0332530929 Jd 3322582 Bp 2§ 50844 @
° FTZ2ETT | T ETEF 5 o 9d43Fy I 3% A
= >.L|||| A Bl 1 it | 0 AR B >'-ﬂll
0 bttt il 00240
500 1000 1500 2000 2500 3000 3500 observed
m/z

TOTICIIBRER—ADVYF U IERBEED HY . CNEEARTFRENTNDIERIERD R

TNTLET,

# b Bt b#* b+t B2 pO++ Seq. ¥ vt v yett \fn Vm+ #
1| 115.0502] 5B.0287| 98.0237] 49.5155 M 23
2| 228.1343) 114.5708| 211.1077| 106.0575 L | 3406.5323|1703. 76083385 5058|1695, 2565] 3388.5217|16%4. 764522
3| 456.1911 22B.5992| 439.1646| 220.0859 C | 3293.4482|1647.2278|3276.4217|1638.7145|32/5.45377|1638.2225(21
4| 570.2341| 285.6207| 5532005 277.1074 N | 3065.3914| 15335, 1993 3048. 3648 |1524.0861) 3047 38081524, 1940 | 20
5| 683.3181| 3421627 066.2916| 333.0494 I | 25951.3484|1476,1779|2934,3219)1467.0046( 2933, 3379)1467.1726(19
6] 780.3709| 380.6B91| 763.3443| 3821758 P | 2B38.2044|1419,6358|2821.23781411.1226(2820.2538]1410.6305 (18
7| 1B16.7352] SOB.8713|1799.7087] $00.3580 C | 2741.2116|1371.1094(2724 1851 |1362.5962|2723.2011|1362.1042(17
8| 1903.7673] 952.3873|1886.7407| 943.8740[1885.7567] 943.3820] S 1704.8473] 852.9273|1687.8207| 844.4140| 16866367 843.9220(16
9| 1974.8044] S87.S058|1957. 7776 979.3925|1950.7938] 978.9005] A | 1017.8152] 809.4113)|1600. 7887 800.8980)1599.8047| 800.4060(15
10| 2087.8884) 1044.4479)|2070.8619 (10359346 | 2069.8779| 10354426 L | 1546.7781] 773.85927|1529.7516] 765.3794|1528. 7676 764.8874|14
11|2200.9725|1100.596899|2183.9460|1092.4766(2182.9619|1091.9846] L |1433.6941| 717.3507|1416.6675] 708.8374)1415.6835] 70B8.3454|13
12| 2288.0045]|1144.5059(2270.9780(1135,9926|2269.9940/1135,5000)| S |1320.6100| 660.B086[1303.5835) 052.2954/1302,5994] 651.8034(12
13|2375.0366| L18B.0219|2358.0100(1179.5086| 2357.0260(1179.0166| § |1233.5780| 617.2926(|1216.5514] 608.7794|1215.5674] 608287311
14| 2490.0635|1245.5354|2473.0369(1237.0221|2472.0529|1236.5301| D |1146.5460| 573.7766)1129.51594] 565.2633]|1128.5354] 564.7713|10
15|2603. 1476  L302.0774(2586. 121001293 564 1| 2585,137001293.0721| 1 |10321.5180| 516.2631[1014,4925) 5077499 1013.5084] 507.2579| 9
16|2704. 1952 1352.6013|2087. 1687|1344, 0880 A13435%00) T G18.4349| 459.7211] 901.4084| 4512078 900.4244) 450.7158| 8
17|2775.2324| 1 38B.1198|2758. 2058 1379.0065|2757 2218|1379.1145] A §17.3873| 409.1973] 800.3607| 400.6840] 799.3767| 400.1520| 7
18|2862.2644|1431.6358|2845.2378(1423.1226| 2844 2538 1422.6305] S 746.3502| 373.6787| 729.32306| 305.1654| 728.3396| 364.6734| 6
19|2961.3328] 1481.1700)|2944. 3062 |1472.6568)| 2943 3222 1472.1648] V 659.3181| 33001627 642.2916] 321.6494 5
20|3075.3757|1536.1915)|3058.3492 | 1529.6782|3057.3652( 1529 1862 N 560.2497| 2B0.6285] 543.2232) 272.1152 4
21| 3303.4326]1652.2199(3286.4060(1643.7067|3285.4220(1643.2147] C 446.2068| 223.6070] 425 1802 215.0938) 3
22|3374.4697| L6B7. 7385|3357 4432|1679, 2252 |3356.4591 16787332 A 2181495 109.5786) 201.1234] 101.0653 2
23 K 147.1128) 74.0600{ 130.0863] G65.5468 1
# b b+ b* Lin e po**  |Seq.| y v o ye ¥ yorr |#
1| 187.0866) 94.0469 w 7
2| 373.1659| 187.0866) W | 3334.4959)1667.7516)3317.4093| 1659.2383|3316.4853| 1658.7463| 6
3|3060.3722|1530.6897) C |3148.4166(|1574.7119|3131.3900] 1566, 1986|3130.4060| 1565. 7066 5
413174.4151[1587. 7112|3157 36886 1579.197% N 461.2103| 231.1088] 444.1837| 222.5355| 443.1997| 222.1035( 4]
5|3289.4421|1645.224 73272 4155|1636.7114 3271 .4315|1636.2194] D 3471674 174.0873] 330.1408| 165.5740] 3291568 165.0820(3
63346.4635|1673.7354| 33294370 1665.2221 [35328.4530| 1664. 7301 G 232.1404| 116.5738] 215.1139) 108.0606 2
7 R 175.11590| 88.0631] 158.0024| 79.5498 1
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Summary DFERBEEICEZEZRUE T, crosslink BRZTO>125E. 77NV EHATIaUT
[XIVIEW-CSVIEWS 7ML ARREE AW E T,

Timestamp 7 Dec 2019 at 09:53:46 GMT

® all ' Non-significant O Unassigned  f[help] Export AEI [XVIEW-CSV |I

wsearch parameters

Type of search : M5/MS Ion Search

Crosslinking e Disulfide bridge in Lysozyme

Enzyme : Trypsin/P

Warishlo msyadific-stioec PR Y 3 CE P PR T e Sl S L TV e Y =N Y,
CDIT7AIVE Ak xiVIEW

https:/ /xiview.org/xiNET website/index.php

CHENT BERRNZERRATER
ANT—HEUVTHATBIENTE
Ey

Canitty martrl piots

Sabencieat Bsich Tabds nm.. . |- - 30 o 14 S e v s s B Comn i

g ' = = e ’ - . = e
31T ONCCACE 12 KDEE ATTRICIALEI T 26 NS 7 (ACoHcE 0 SRR 3 MuE Fae  ME 1908 POCES

I | Sedcior vnch o Y30 R, - LYSC VLR R

Crosslink DIRBEZITOENSA—I—EUTREERBZERITOSMNENHYIITH. COEEBIS
DVWTIIRRABICHU TTFOREEFRUTHEMBER BV T REZEIF. U NH—PREENRE
WO BEANBRBICMA RENRET DY VINVBEZFT —IRN—RZICDVTERET 2HEN
HERE ETEMBBEE L O>TVWET I IVA—DREICDWVTIEN13-5. Linkers | &, £z
Crosslinking DIEEB®HDEREICDLTIE [13-9. crosslinking |DFREECEL/ZTLN,

188 crosslink . FF(C interlink(¥ /N BREDIES) IFARKERNRAZTHRALEZVWT—XE
ZINRIVINOEN 1 DV2DTEFRLRVELURUETY . UNUBRRFRRETDIVINIEIE
ZITDERBENMENDS T AEREELS<BRVUHFTUKELEBA.BIFEZELT. YTV ERD
FONVBERAENEIE 100 £T, EVVSREELTWVET, NI intralink THNIK 100 TR —
2. interlink THNIK 10 TV M) —(10x10=100)ZEE LY, FTIAIMREEZFDLSITHDTLY
x9,
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https://xiview.org/xiNET_website/index.php

B Crosslink #8328 MASCOT HELP RX—J

https://www.matrixscience.com/help/crosslink.html

B S-S FEARFRERA
https://www.matrixscience.com/cgi/master _results 2.pl?file=../data/F002553.dat
* A UERZHFITD MASCOT Server THITIE, COBRZEZERRULEVDURGEZZRFEZHATENTIET,

http://localhost/mascot/cgi/master_results_2.pl?file=../data/F002553.dat

B DSS fEARFRERG

https:/ /www.matrixscience.com/cgi/master_results_2.pl?file=../data/F002555.dat;_ignoreionsscorebelow=0.05
* B UBREHFITD MASCOT Server CHITIE. COBREBRZRUEVDURHZZERTERRZAITCENTEFT,

http://localhost/mascot/cgi/master_results_2.pl?file=../data/F002555.dat;_ignoreionsscorebelow=0.05

10-4. Error Tolerant Search

MASCOT ) MIS #ZRTEZ <D query ZRFFICHRFRULEE. ED KD QREHEEYF UL query
MU FTEE>TVWWIEESHEFELE T VY FUBRVNEBREUVTUTDLRIBRENREZSNET,

. TIR=R[TRVWRTFREFIZ o7z
FEEUCRRESHHEZEBA T

. Precursor DERHEYITRH D7

. RIS EELTWEEDERRBIRTFREDT:
. RRESNDEHR

a Hp ON =

NODRERZIREET DDICIFINTA =Y —ZZZ RN DBREDUBEE RV T TN EDHOD
EF)7077 JO—F N Error Tolerant Search T, Error Tolerant Search [F&4]. BEDFHY CHEFRZE
TUWET, CORREREZBA query ZTDFERFHEREUVTEALD D AEEEZBA BN O
query [CDWVWTIFELTD 3 KZEERELT 2 BREEDREFEZITVET,

A. BRUEEZEOUIM/NY — D ZHHFENIICEEUVLE T, IO 5 RADYIMIL—IVICRI> 72U T
O R AMMEEDUIM, &RWET,

B. {EERDEM, &) ANIEEND IR THOEANWR T EMNT DEFEMNG<T—2 %
HEREMICHERUE T,

C. 7= /BEERDWESS. DNA D 1 EREBR(ICL D TERSINZTI/BOELR/\Y— = EiENIC
BRUET, IBICT—IR—ZANERAII TH LG RIFBACRIKEER LI,
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https://www.matrixscience.com/help/crosslink.html
https://www.matrixscience.com/cgi/master_results_2.pl?file=../data/F002553.dat
https://www.matrixscience.com/cgi/master_results_2.pl?file=../data/F002553.dat
http://localhost/mascot/cgi/master_results_2.pl?file=../data/F002553.dat
http://localhost/mascot/cgi/master_results_2.pl?file=../data/F002553.dat
https://www.matrixscience.com/cgi/master_results_2.pl?file=../data/F002555.dat;_ignoreionsscorebelow=0.05
http://localhost/mascot/cgi/master_results_2.pl?file=../data/F002555.dat;_ignoreionsscorebelow=0.05

AFRIETEIF5 DOV FURVNEBRHNDSE7—X 4. Bl[ET—X 5, CIFT—R 1 [CHULTHIEE
TJA0—9 33BN TIIREFFAERYET .2 BEEHDRETIE 1 BEE 2 BRORITTRENRE
BOTERTFREEE CICRIEEEEHNEEIN. 1 BEFHTONLIRBEDRFERICLEA 2 BREEDIRET
[FREEEENHRULRVET,

FITRR/INSA—F—TlError tolerant|ICFITVIZANE T, TDE. BRI DERMC DL THEER
[CTW—TENEI)IADRRRINET  REWNREQDEMIIV—TZBRL. >" MYV ZEFEOT
GRINBEITEE T, BRI DEMTIV—TZERUED 725, BE FO Start Search MY V&L T
RRZEERITUET,

TICGTyT IS

Variable [ none selected — Acetyl (N-term)
Acetyl (Protein N-term)
Acetyl (S)
Alexad88 (Q) ~

Automatic second pass search of selected modification classes I

Multiple (20) N Chemical derivative (691)
N-linked glycosylation (210)
Non-standard residue (12)

O-linked glycosylation (290)

Other (77)
Other glycosylation (24) v
Peptide tol. + [12 |[Da_v| #13¢c[0v]| Ms/MStol. £ 06 [Da_ v |

UTOR—IZzH & CREREmEESERAZWZUE T, IR CTHNIFERERIC WEB R—ITHWT
CBRETL,

https://www.matrixscience.com/cgi/master_results 2.pl?file=../data/F981130.dat; sigthres
hold=0.06427;_target fdr=1

rank2 DY VINIBET7I)—.2 OBO=AZ2)vIUBHULTCI7IU—Y I NNIBADRTFR
NYFUIRRZEERITZEEERVTLEEI L, ZOHOD, PPBI_HUMAN AD7PHAIURTFR%E
CHESRA<ETVLWCREN),
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https://www.matrixscience.com/cgi/master_results_2.pl?file=../data/F981130.dat;_sigthreshold=0.06427;_target_fdr=1
https://www.matrixscience.com/cgi/master_results_2.pl?file=../data/F981130.dat;_sigthreshold=0.06427;_target_fdr=1

Score Mass Matches Sequences

2.1 “'PPB1_HUMAN 499 58259 31 (31) 16 (16) Alkaline phosphatase, placental type OS=Homao sapiens 0X=9606 GN=ALFP PE=1
2.2 'PPBN_HUMAN 352 57626 25 (25) 12 (12) alkaline phosphatase, germ cell type OS5=Homo sapiens OX=9606 GN=ALPG PE=2
2.3 'PPBI_HUMAN 70 57119 8 (8) 7 (7) Intestinal-type alkaline phosphatase 0S=Homo sapiens OX=%606 GN=ALPI PE=1 5

| Redisplay |

w34 peptide matches (34 non-duplicate, 0 duplicate)
Auto-fit to window

Query Dupes Observed Mr {expt) Mr (calc) Delta
41 517.1760 1032.3375 1032.5604 -0.2229
4z 532.1837 1062.3528 1062.5710 -0.2181
53 545.6818 1089.34%1 1089.581% -0.2327

567.6566 1133.20887 1133.549% -0.2511

614.2001 1226.3856 1226.632% -0.2473

653.2101 1304.4057 1304.6837 -0.2780

710.2235 1418.4324 1418.7154 -0.2829

Jo08 1806 1420 i&ﬁi Iail ﬁ‘?? _ 011

499.1349 1404.3828 1404.6694 -0.2866

754.6864 155.3582 1507.6691 -0.3108

526.1538 1575.439%6 1575.7780 -0.3384

820.7283 1639.4420 1639.7763 -0.3343

M Score Expect Rank U 1 2 3 Peptide
0
0
0
0
0
0
0
0
0
0
0
0
552.5010 1654.4812 1654.8315 -0.3503 0 54 0.03 P11
0
0
0
0
0
0
0
1
1
0
0
0
0
1

70 1.1e-05 p1 N | R.GSSIFGLAPGK.L

60 0.00016 P11 u B R.GSSIFGLAPSK.A

54 0.014 b1 BB R.GSSIFGLAPGK.A + [+57.0215 at 52]

45 0.007 p1 B B N R.GNEVISVMNR.A + Oxidation (M)
K
K
K

28 0.03% b1 vl

-LCPEIPLAMDR.F + Oxidation (M)
.GNFQTIGLSARAR.F
- ANFQTIGLSARAR.F + [+100.0160 at

87 .6e-07 P1 | B |

w

92

w

.Ge-06 Pp1 TEEE

£a T

89  8.3e-06
43 0.36 p1 [ ]

DESLMEMTEAALR.L + 2 Oxidation (
- NWYSDADVPASAR.Q + [+37.0215 at

ALTETIMFDDRIER.A + [-48.0034 at
ALTETIMFDDAIER.A + Oxidation (M)
HVPDSGATATAYLCGVK.G + [-33.9877

@
@
-
=
@

|
o
m
hd

[
=]

836.2372 1670.459%8 1670.8052 -0.3454
841.2310 1680.4474 1680.802% -0.3554
864.2888 1726.5629 1726.9294 -0.3664
586.4551 1756.4635 1756.8420 -0.3786
879.2425 1756.4705 1756.8420 -0.3715
593.4834 1777.4285 1777.7764 -0.3478
975.8100 1949.6055 1950.0245 -0.4190
976.2340 1950.4534 1950.8555 -0.4021
656.1752 1965.5039 1964.8712 0.6327

VIPAEEENPAFWNR.Q
-ALTETIMFDDAIER.A + [+57.0215 at
AYTVLLYGNGPGYVLEK.D

. IIFVEEENPDFWNR

. IIPVEEENFDEFWNR
-HVEDSGATATAYLCGVK.G + [+31.9357
-NLIIFLGDGMGVSTVTARR.I + Oxidati
.DGRARPDVTESESGSPEYR.Q

-DGARPDVTESESGSPEYR.Q + [+14.015

664.5518 1080.6336 1991.0510 -0.4174
665.1736 1982.4091 1992.9132 -0.4141
1001.2027 2000.3908 2000.8058 -0.4150

‘NLIIFLGDGMGVSTVTARR.I + [+57.02
-DETLDPSLMEMTERALR.L + 2 [+57.02
.MGTPDPEYPDDYSQGGTR.L + Oxidatio

667.8046 2000.3919 2000.8058 -0.413% -MGTPDPEYPDDYSQGGTR. L + Oxidatic

670.1561 2007.4466 2007.8770 -0.4304 75 0.0002% p1 [ ] . DGARPDVTESESGSPEYR.Q
Acetyl (N-term): [+15.0109 at N-te
f222 681.8205 2042.439%7 2042.8164 -0.3767 0 58 9.1e-05 P11 U
Acetyl (N-term): Oxidation (M)
245 T66.2128 2285.6165 2296.1084 -0.4%1% 0 55 3.3e-05 P11 u | ] . QQSAVPLDGETHAGEDVAVFAR. G
252 784.5440 2350.6103 2351.1030 -0.4827 0 68 0.0022 P71 v H . QOSAVPLDEETHAGEDVAVEAR. G
[-17.0265 at N-term]
253 790.2186 2367.6341 2368.1295 -0.4854 0 93 le-08 Pp1 o | . QQSAVPLDEETHAGEDVAVFAR. G
260 809.2208 2424.6406 2425.1510 -0.5104 0 66 0.0037 P1 L | . QUSAVPLDEETHAGEDVAVERR. G
[+57.0215 at N-term]
£274 914.9160 2741.7263 2741.2306 0.4856 0 44 0.58 p1 H B H R QEGCQDIATQLISNMDIDVILGGGR.K
Oxidation (M); [+79.9568 at C4]
=275 920.5878 2758.7415 2759.3218 -0.5804 0 126 3.7e-09 P11 H B H R QEGCQDIATQLISNMDIDVILGGGR.K

K
K
K
K
K
R
R
R
K
+
R.MGTPDPEYPDDYSQGGTR. L
+
R
R
+
R
R
+
R
+
R
+

[+57.0215 at Mi5]

fERICIE Expect DIEEFRRINTVNET 2 EFEEDIRRIERIE 1 PSR CREBHDIERICEEA,
BEEENEDICEDOTVET,

LUF. Error Tolerant MZRCRE DN oIBERICTA—HRALTVWEET, LHOKE CEHMONIES 9%
HERUEONTHETY,
query 133 [& N FRIfAIN ) T DIV—IVIZREDRWR TFRZREULTVET,
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Query 260 Tl& N Rimfil[C+57.0215 EEFDAIREENERI N TH Y, [+57.0215 at N-term|DERSY
[CA—VILEEDEDE TNEEXRHE5ISECTEHCTI/BOBRN—BETRRINIT(TR).,
BENMERENDT I CIFRBICBEDEEDHNIDONDIDT, CORDENTHIMNNIDWTIFFETS
ZFTTFRBAMRRNSERTHYABVWLIMBIRIREBFN D EMNHY FT N MASCOT Tl
HICEEDZEHSBRFZERELTVBIZHZORBICOVTHRITEENTTE B A COX D BMELR
ZEHHRUZW\IEE  RBERETROEBET )L —TOERICDOVTIHRE<IZE L,

+ ¢ Pnssmle a&mgnments
Carbamidomethyl (N-term) [+57.0215]
Carboxymethyl (N-term) [+58.0055]
Gln->Trp (Q) [+58.0207]
Delta:H(6)C(3)0O(1) (Protein N-term) [+58.0419]

Error Tolerant Search |IfEFRIRFRTHY ., AEREBE(ICE DV ZHHFEERIIINTULEITH,
‘F%@ﬁéﬁal:ou*clit%iméu%ﬁbi‘uzxg'ém COR—IDIFERICXT T DFMIC DOV TIELLT HELP
R—I=TEBLRT

https://www.matrixscience.com/help/error tolerant help.htmI#RESULTS
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https://www.matrixscience.com/help/error_tolerant_help.html#RESULTS

11. HERFEICKLDHEROBEA (refinement)

11-1. BHFEE TS BRDBEE(refinement) DEIE

Mascot Server [C[d Percolator . MS2Rescore (+DeepLC,MS2PIP)NNEH N TLEXT,
Percolator |F¥EEMTIEREDT 7 IV T XLTHY  IEUWVWZARI SVEERIEHZE > = AR T NVERID
HAENETDEDICHIRALET . YV INIBEIT —IRN—RICH U TREEIT>12HE . BRIEFBIC
EUWRTFREMEDERTFRNEELE T E—DFRABREICIUHTZY TRV TEIE
£dHY . MASCOT DAAPUVTIEFTERERNERBONRTFRIEREDE T SFEBIEITDEIE L&
EAFET. FRHDEIIC. AEREERDT—RIHIFBRRATHFHICHEV T ERYED>TLSEEN
HVET, COMHZE TCETDETINEKUTEREREBDDBHERBHICTDENEETT,

— Total PSMs
—— Incorrect PSMs
— Correct PSMs

Frequency

I I I I
Mascot score

Percolator ZEAT DX Wh(E,. Mascot AA7UANDEZRZSFEALU EfEFIERDXAIZE
ED, FUSBLDORTFREZRWVWEITEENTEDEVWDETT,, ERRDT—FERERBOT—YTIE.
ZAPLANDEZR (features) NRFNICER D ENUIELIEHY FET,

refinement EEDIR FEDRY—MRE U TRRERE LR T —I ERERT —YICDITET, IERF
DT —YNEBET —INR—X(Target T—IR—R)DFRAIATDNYVF T % FIEBDT—F I Decoy
T—IR—ZANDBRFEERZFIALUE T, Decoy T—IN—R(CFHT D5$#ll(L[11-2-3. Decoy T—HIN
—ZAIDEETHBALTVET , Mascot ROAPLUNDREZ (features) DIEHRZIEAL T IERE T IERR
DT—9ZLYUERLERTHDICHRBEREREEH LT HEZRITUE T (COBRICDOVT, AERTIE
UIRLIEXTBRO7PI T I EHATVNETD),

refinement ZEET DK R TFREFIEHRD S STEIN D FANRFFIFEIBIRPOFH MS2 AXRIMV
BREFRTEIENTIEIT . CNSEERHEIT BN TOT S LN DeepLC,MS2PIP T, ZND2DMN
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http://percolator.ms/
http://percolator.ms/
http://t5820/mascot/help/decoy_help.html
http://t5820/mascot/help/decoy_help.html

70735 L& Percolator DEZEDRSDH MS2Rescore T9 . NS TOTSLZFETIE. LU
BUREREEARITEODNTA—FT—REVEINTVWBIETIVIEIEETDIHUENHBUET,
ETNWIEEDNSA—I—E2REITIEHICEALET—YEYNEZREICZMBIMHTITFONTVET,
ETIVDBRIFRFBRIC/NSA—I—EUVUTHEEZ TSN REBICHERBEORICHDRT
JO—-I)LOEANSFEIRERZERUTTII,

11-2. refinement EfEONEEH & T—IDHEN

11-2-1. refinement StBENEMRATRERFM
Mascot Server Cld Refinement ZEEYT D=HICLLTDREZEH TLET,

- MS/MS &R TbH 3 (PMF TlE),

- Decoy T—IR—ZANDGERBERNZEN TS (ver.3.0 LIFIZBEMICEITINEKT ),
- 750 LEDOTU—

- TIR=ZRICEFINTVSIIRI—EH 100 LLETHS

- Error tolerant ##ZFR TIE70)

EROFHEDSE VT —BET—IR=IXI VM) —HIZ DV TIE MASCOT H—/N\—DREZ
AETDICEICLY EEITOBNTEFTT (LT UEHE U TIEEARNICT IA IV NREETONAZES
#FHLTVET) LTDIEETY,

PercolatorMinQueries :750
refinement EfEZFFAI I /NI,
PercolatorMinSequences : 100

refinement EfEEHFA DT —IR—II M) —DFR/INE,

&7z Percolator EHECIZEARBIC rank]l DR TFREFINRFIAINEITH, ENLUAD rank DR TFR
ZRRATEINEDIMNIDVWT ATDINS A=Y —|C THRENTEETT,

PercolatorTargetRankScoreThreshold:

ZROAT7HZDELVNSVES. 500 1 LTOVYFIIMERINEEA.
PercolatorTargetRankRelativeThreshold:

ARAPDEZZVY 1 DAATP TEOENZDELIVAEVGE. 527 1 LTOYYFEERINE
BA(TI4IVH0.2)
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11-2-2. refinement st ENJ—o 70—

Refinement EEDETEDANZRUIEDOLULTDHETY,
Refinement
E= J ;
Mascot Server ERF—5 P
@ features{ERL
- B MASCOT score p—
B MASCOT® i=
AIFICITEERMR ==
T t -BENRE E> |::> REATFR
UHUD aree o v JET
- RIFREOEFR
AR
=5 —
—-— : B DeepLc CHERR
(R EES R features()
Decoy EF—FEDTYF T F S EaEb(SVM)
9 B MSPPIP SHESEE featuresZE07=
MS2AAT FILOFEIE FRR/FIERR DRk
FIEfRT—4 BATF—S OV F T

MASCOTLUADER (features) EHAENETHEXITI I EITLN
IERR/AIERR DD BEICIRIITHET, LUEKDORTFREFETEDELIICTS

B, Target T—IR—REIFBIC Decoy F—IR—RISHUTEMFEITV\E T Decoy 7—%
R—ZDFMICDONTIE, [11-2-3. Decoy T—HIR—R | BT,

RAEERZZ(TIN D/, refinement FTENABHICERINE T, FT . & query/ RTFREHIIC
DULV\T, Mascot score ADERLZ 8 EZR (features) ZETELE T, TSICME(CHU T, FARERRE
8950954 DeepLC ®FHI MS2 ARV NVZEEE TS TO5 5L MS2PIP 28 AUIER
B BT —YEND—HEREE feature EUTEBIILE T, features Z{FL ), refinement 5tEZE
EHEUF T, features [CTDLVTIEI11-3. features | 2 "EBEIZTL),

Percolator Cld Target 7 —¥R—ZADDIERA7PHBVEDZIEET—9E UL TY T & DIT, Decoy T
—IR—ZDFERICDVTIRIFERT -9 E LTI T EDIFET, features FRDEFFDEISZERFHELE
NS, ERT —Y ERERT —IN—FBINVICHBMIND L OIRMEZRYRUEKLE T, CNSDi@ERE
ER THRBECHMINIZNSX—5—ZEFAUVUTREINRTFRZRERTFRELET,

Kall, L., et al., Semi-supervised learning for peptide identification from shotgun proteomics

datasets, Nature Methods 4 923-925 (2007)
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http://dx.doi.org/10.1038/nmeth1113

Kall, L., et al., Posterior error probabilities and false discovery rates: Two sides of the same coin,

Journal of Proteome Research 7 40-44 (2008)

Kall, L., et al., Assigning significance to peptides identified by tandem mass spectrometry using

decoy databases, Journal of Proteome Research 7 29-34 (2008)

Kall, L., et al., Non-parametric estimation of posterior error probabilities associated with peptides

identified by tandem mass spectrometry, Bioinformatics 24 142-148 (2008)

Brosch, M., et al., Accurate and Sensitive Peptide Identification with Mascot Percolator, Journal of

Proteome Research 8 3176-3181 (2009)

Spivak, M., et al., Improvements to the Percolator Algorithm for Peptide Identification from

Shotgun Proteomics Data Sets, Journal of Proteome Research 8 3737-3745 (2009)

11-2-3. decoy 7—H9~R—2X

Decoy 7—FR—X (&, Target T—IN—RX(REBENRERDT —IR—R BEDT—IR—=X)D
BIVN)—DESZE SUYLFITERASICEETEIETERINE T,
Decoy T—INR—ZRIE [TF—IR—ZDME | M Target T—IN—REFU THDIENEELRA b
T [T—IR—XDEB | EIFLLTOREDEERLET,
- TIR=RICEHFINTVBS IR
- BRIVN—DO7 I BRERD T
- TIR—RICEEND BT I/ BOEIRERE

BRRT —IEREUMRRNTA—F—ERFAU. ELTT —IR—RADHBERUTHHENEETT,
B2 DB E & R Y IERRRCY ER—DE D Z ST AN 1SR Z/NE LY Decoy T —INR—RZFIA
TBIET, TORFBRE Target T —IN—REDMLE U THAT I A TN RSRVE T WE
BREBZHRATVNDED TIIVVTFNY—T VT —IR—ADRERGYVFEETIUELIZEDT
HBDEBEZADENTEET,

11-2-4. FDR (a-value)
Percolator |& MASCOT [C PEP, g-value DEZIRUF T, PEP [JAX DR TFRICH T DRREDHER
ZRUET,—A g-value [FEZERTFRIVFVWADT7ZRIZETIC.FDR DENESRDOTLDIHZE

TIBIETY.FDR &L\ DAEIL g-value EIFFAUCABRZRUEIN FICTRAEREEBIEVTRE
BRICERINTVET,
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http://dx.doi.org/10.1021/pr700739d
http://dx.doi.org/10.1021/pr700600n
http://dx.doi.org/10.1093/bioinformatics/btn294
http://dx.doi.org/10.1021/pr800982s
http://dx.doi.org/10.1021/pr800982s
http://dx.doi.org/10.1021/pr801109k

MASCOT |d refinement ZFE L TCLWDIHE. A7 BBFEZLUTOIIICETRZ TREXRTRUED,

A7 : -10log1o(PEP)
HAHE : PEP

RIREEIIIRFT/INTA—F—DEFICIEE T 5" Target FDR”DIEE LY BE( 1%TT,

Target,Decoy 17 —IR—XATRRUEZEDZAI7ZBVIEICHEA, Normal DIFRDBEHZ DR,
Decoy DIRFERZ D FICUIZEIR (%)H g-value £/zI& FDR TY (TH),

Refinement : RT7FRDRI7, AEE%, q-value (F7Z|XFDR)
Normal.Decoy #HRFER(RTF R HIFHE) = mROBRVIBISRE TIENR S
Score Normal or = = a-value(FDR)

Sequence (PEpERm) Decoy ~ N@at  DREt N7 (%)
NAGVEGSLIVEK 52 N 1 0 0
VGEVIVTK . 51 N 2 0 0
TLNDELEIIEGMK 34 N 118 0 0
MATRIK 33 D 118 1 0.847
ISSIQSIVPALEIANAHR 31 N 119 1 0.840
VGLQVVAVK 19 N 512 S 0.977
TAKAESK 18 D 512 6 1.171
LSDGVAVLK 17 N 513 6 1.170
SCAFFLDK 16 D 513 7 1.365

A_177 : -10log,o(PEP) FDR 1% ZREE#{EE LT, g-value’

HATH(E : PEP 1% EVINEVWARTFRIFAERTFRERS

EDLOBREBEEZHEATEIERUVD ?ARXCHRXISTEOBRE T —9Z27 vy TO0—RT2DICFAINT
L\3 repository site ‘@& TT—YUWEBNEEZR D&, T—INED KD [CAIBINNZHERT SEN
TETEY,

FEGERXPCI =V TP LATIE—EDRHEATDHAR AN HYUET,
® HUPO
https://www.hupo.org/HPP-Data-Interpretation-Guidelines
® MCP Guidelines

https://www.mcponline.org/guidelines
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FDR DERABRERIEREICDVTEDKIDINIY—UNHIMNFAND 8. PRIDE, jPOST RED
repository site DEIRT —FZXKERICBkDH TEDERRRNEZ CHRIE<BEZHEHLZUET, TR
PRIDE &\L\D 1T FDR ICBHT $3REEDHI T, peptide FDR 723 T/R< protein FDR EEALT
L\DE. FDR DREMEN 1% ThBDEHE. Decoy T—INR—RITIET Y ATRSFEFA T (reverse)Bedl % @&
AULTVWSERENDMUET,

B HuPO-+H X ‘ B, Mascotwe X | Required | X | Proteomic X Molecular % B8 Proteomic X | + = .
c 8 ebi.ac.uk/pride/archive/projects/PXD022858 B W » ° :
Organism part -
Description Unknown
Stapny\ococcus aureus causes invasive infections and easny acquires antibiotic resistances. Diseases
Even antibiotic SUSCEDIID\E S. aureus can survive antibiotic Iherapy and per3|st requirlng Unknown

prolonged treatment and surgical interventions. These so-called persisters display an
amrested-growth phenotype, tolerate high antibiotic concentrations and are associated with
chronic and recurrent infections. To c...

R

Sample Processing Protocol

S. aureus cells (2-5*108 per sample) were lysed in 50 pL of lysis buffer (1% sodium
deoxycholate (SDC), 10 mM TCEP, 100 mM Tris, pH=8.5) using thirty cycles of sonication (30
sec on, 30 sec off per cycle) on a Bioruptor (Dianode). Following sonication, proteins in the
bacterial lysate were reduced by TCEP at 95°C for 10 min. Proteins were then alkylated using
15 MM chloroacetamide at 37°C for 30 m...

Read more

Data Processing Protocol

The acquired raw files were imported into the Progenesis QI software (v2.0, Nonlinear
Dynamics Limited), which was used to extract peptide precursor ion intensities across all
samples applying the default parameters. The generated mgf-files were searched using
MASCOT against a decoy database containing normal and reverse sequences of the
Staphylococcus aureus proteome (UniProt, NCTC 8325, release date: 09.12.2016) and
commonly observed contaminants generated using the SequenceReverser tool from the
MaxQuant software (Version 1.0.13.13). The Tollowing search criteria were used: full tryptic

specificity was required (cleavage after lysine or arginine residues, unless followed by proline);

3 missed cleavages were allowed; carbamidomethylation (C) was set as fixed modification;
oxidation () and protein N-terminal acetylation were applied as variable modifications; mass
tolerance of 10 ppm (precursor) and 0.02 Da (fragments). The database search results were
filtered using the ion score to set the false discoveﬁ rate SFDRE 0 1% on the peptide and
protein level, respectively, based on the number of reverse protein sequence hits in the
datasets. Quantitative analysis results from label-free quantification were processed using the
SafeQuant R package v.2.3.4 (nitps://github.com/eahme/SafeQuant/) (32). Data processing
included computation of total peak/reporter areas across all LC-MS runs, and summation of
peak areas per protein and LC MS/MS run. Only isoform specific peptide ion signals were
considered for quantification. Data were then normalized using the variance stabilization
normalization provided by the VSN R package v3.52.0 (33). The normalized protein
expression values were used for statistical testing of differentially abundant proteins between
conditions. Here, empirical Bayes moderated t-tests were applied, as implemented in the R
limma package v3.40.2 (34). The resulting per protein and condition comparison p-values
were adjusted for multiple testing using the Benjamini Hochberg method. The assessment of

Modification

monohydroxylated residue
acetylated residue

iodoacetamide derivatized residue

Instrument

Software
Unknown

Experiment Type
Unknown

Quantification
Unknown

Dataset reuses
Not available

& Similar Studies

Bacterial persistence - Bacterial
persistence is an active g$ stress
response to metabalic flux
limitation
2015-03-24

Complement C5a impairs
phagosomal maturation in the
neutrophil through
phosphoproteomic remodelling.
2020-01-14

Phosphoproteomic analysis of

11-3. features

Percolator METE(C[. Mascot Score LUADEk7 RE R (features) NFBEINE T, CCTIXEFD
features MIHBIC DV TERAALE T,
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Feature name

Description

retentionTime

RIS

dm NRTFREENEE. FERfE] — [SAE] (Da)

mScore Mascot X7’ (always on)

IgDScore RSP ED Mascot AATE

mrCalc RIFREBDERIE

charge B

dMppm RIFREEDRE. (BB — [=E] (ppm)

absDM NRTFREEDRE. HEamfE] — [RANE] (Da). HEXHE

absDMppm RTIFRESENLE. [EiwE] — EAME] (ppm). HEXHE

isoDM NRTFREEDRE. HamfE] — [RANE] (Da). RAAE—I DAIREMZE R
isoDMppm RIFREENRE. [EiRE] - [=AHE] (ppm). BAAE— I DRIgEMEE R
isoDmz RTFE m/z DIRE. BEimiE] — [ERIE] (Da). iExtE (E:BETIFEL)
isoSysDM isoDM DEZRICMAERTFROBREZEICE2HFEA TV NEE
isoSysDMppm isoDMppm DERICINZERTFROBEERICEEHEAT Y NEE
isoSysDmz isoDMz DERICMABNRTFROBREZRIC2HEATY NEE

mc RTIFRYIBFERE (Missed Cleavage) D@, No enzyme DBFIL 0
varmods EERREDBER B EEMREINERIND 273/ BERED CEIS1E,
varcount 1EEMEX E DIBERER

varmodsCount ERRDIELEE

modifiable EERENBRIND 573/ BIEEDE

modified ERERENBRIND 273/ EEFEE S D W\ IR TFRFRIFDE

totInt ABNT—HT 100Da BIC 20 E—T7BATZRRD, E—T5REDFEFIN logo
intMatchedTot VYFURE—I2EDOE—JEERIIOD log

relIntMatchedTot

ABNT—FT 100Da FEIC 20 E—IBARIRD, E—UBED#HINE. ¥vFLizE—o2kDE
—URBEMI TEoEE

fragDeltaMed

TTTAVE—D DIREDHRIE (Da)

fragDeltalqr

TSITAVRE=OyFDRE. A3 g (Da)
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fragDeltaMedPPM

TSI AIE—DDEBEDHRIE(ppm)

fragDeltaIqrPPM

TSTAVRE=D Y FDERE, Mg (ppm

fragDeltaPolyFit

m/z(BEWNERLL) E TS T XU MMA U DERE (delta) Z 2 RZIEN (quadratic polynomial) T
T4YTATU EDRERDRERE R2(T—FRA2k 100)

longest BHEHRULTIZ A=Y FUREIE, 17400 —XRICR T
fracIonsMatched | DS XUNYYFE, 17421 )—XFIIZFKR . Neutral Loss B EREE MR,

fraclonsMatchedB1, fraclonsMatchedB1lderiv, fraclonsMatchedB2, ..)

matchedIntensity

A7 RBE, A7F ) —XRICRTR

gmatch VYF VI REICTEERTFRERTFREEN VY FURRTFRE
MIT Mascot [FIEEEZE(E. identity threshold
MHT Mascot [EIEEE#(E, homology threshold

peptideLength

RIFRORE

z1 BRI 1 DBA 1

z2 BRI 2 F2E 3 DB 1

z4 BEMN4,5FIE 6 DHE. 1

z7 BN 7 LLLEDIZE. 1

12C B/ T REYIE—DDHD SR IN TS, 1

mc0 RTFRYIFERE (Missed Cleavage) DB 0 D, 1

mcil RTFRYIBFERE (Missed Cleavage) DERAEH 0 F/z(d 1 DB, 1

mc2 RTFRYIEFERE (Missed Cleavage) DEREN 2 LI LD, 1

RMS IYFURTTITAIME—DD RMS (m/2)

RMSppm IVFURETTITARE—DD RMS (ppm)

meanAbsFragDa | YVYFURTISIXINE—IDREREDEIE., IETHE (Da)

meanAbsFragPPM | YV F Uz TSI XU NE—UDEREDFIIE, EXHE (ppm)

rawscore TIENTMOEZERVWVEERADT. EBAMA VI =XIIHIFTRDIVF T IEREFA R p (X
p = 2*ITOL*n/100 (ITOL:MS2 :82. n:100Da DA TEIENIZE—IDE) THHEIND

peptide RTFRE, (BEERIIEFEEENDE TERER, e.g) X DAKAAMIAGRLM1IR.X

proteins B INTED Accession (BIEICHIZ B ESIINTRENDERHEUVTIRET DY)
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11-4. REFEFEIFREIE MS2 ARV NVF

B, MASCOT Server flINETHE TS features Z’core features”&IFATULWERIMN, TNLIAICE
features ZHAT D ENTIT XYL A TOT I LZE[FE > TR TFREHIN S FRURFFRE & TR MS2 X
RIMVZEESTRU. ET Y ED—HEREDERZE Percolator O features EUTCHIEITDZE T EE
RTIFREZBOCITCENTETXRT . CCCR.ENSOFRATOTSLUVICTFRITOTSLE
Percolator EDEIZE DR TOT S LICDWTERALE T,

11-4-1. MS?Rescore

MS2Rescore &, Gent KETHFEINZTOISATIT ANRTFREAEDBRI7ZI T % Al iR
FREII—IWARD TSV I +—LTT, MS2Rescore I, (RIFHFEZ TS DeepLC & ARINIV
D MS2 ARV MIVETFT S MS2 PIP ZFIHT 57260, @D Python 1 VY —J I —RXERMUF
EP

MS?2Rescore |FFFEEDHFAIZ1E T Mascot Server [CEFENTULVE T, MS2Rescore WM CEHET D
TOVILEFICIIERRBA—T IV —RSAM2IANHY  ZDFFMIE Mascot Installation & Setup
NZa7)VICEEH TN TUVET , MS2Rescore |& Mascot Server Windows hix/Linux RRDMEH D
DRTLTY—LLRICEHELE T,

SHEORDIC GPU ERETBBERHYER A EAVI—Fy MERELTEIN DY —/N—IC
SHBERFTTEDIUBEIA<, TATO—ANBETHEETVET,

[ BEET SR ]
Buur et al.: MS2Rescore 3.0 is a modular, flexible, and user-friendly platform to boost peptide

identifications, as showcased with MS Amanda 3.0. J Prot Res (2024)

Declercq et al.: MS2Rescore: Data-driven rescoring dramatically boosts immunopeptide

identification rates. Molecular & Cellular Proteomics (2021)

Silva et al.: Accurate peptide fragmentation predictions allow data driven approaches to replace and

improve upon proteomics search engine scoring functions. Bioinformatics (2019)

11-4-2. DeeplLC

DeepLC (& Gent KEFTHFEIN/IZTOTJSLTYT ., Deep Learning DFEZAVWTRTFRDEFREF
RETRZEITDOEN TEXT, DeepLC [IRTFRECHIEMMIBFIRERITEY  TTRMEKESTEL THREF
R Z FAILE T TDHFERTY T TRONGH A ZEMICHUTEEER TN TES &)
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S DN DeepLC DRKERFEA T,

DeepLC ZFIAT B=ICIF BT —Y DERFEBIFERVBE—IUZINTPIILDE query ICEEN
TLWBARENRBYET BIZIEANTA—T YR MGF DIHE. VI —7—4%(_RTINSECONDS |1T
MINTA—=F—EUTEFENTVDINENHYUET, SCANTITLE DXFHDHICREFREIBRMIEDIA
ENTVBLETTIEFFTDTY  AND mzML DIFZRICHWTE. (REEHEIE SCANTITLE TlF&EULTT
[FR<IEEULKITRHIFEINIZAIT—F(CV term) ELTEEN TV IRENRBY T, FEFEHIIT=
HDEREEEIGRFRAEIL E—IHLEZ Mascot Distiller [CTE{TIHZETY,

MASCOT TH5HUHZEEEL TL\D DeepLC DETIVIZLLTD@EY TY . BEIBHR O ——20 T 57—
Sty MY EERRBDOFHREICDWTIELL T URL ZC&<E T,
https://www.matrixscience.com/help/ms2rescore_help.htmI#DEEPLCMODELS

EFILA —MEI | WS4 | B | RTFRORHE

full_hc_PXD005573_mcp DIA HF RP 2h Tryptic, Carbamidomethyl (C) fixed, Oxidation

(recommended) (M), Acetyl (Protein N-term)

full_hc_ATLANTIS_SILICA | ATLANTI | HILIC [90min [Tryptic, Carbamidomethyl (C) fixed

_fixed_mods S SILICA

full_hc_LUNA_HILIC_fixed | LUNA HILIC | 90min [ Tryptic, Carbamidomethyl (C) fixed

_mods HILIC

full_hc_LUNA_SILICA_fixe | LUNA HILIC | 90min [ Tryptic, Carbamidomethyl (C) fixed

d_mods SILICA

full_hc_PXD008783_media Semi-tryptic, metabolic  (14N/15N), open

n_calibrate modification

full_hc_SCX_fixed_mods SCX SCX 90min | Tryptic, Carbamidomethyl (C) fixed

full_hc_Xbridge_fixed_mo | Xbridge [HILIC |90min | Tryptic, Carbamidomethyl (C) fixed

ds

full_hc_arabidopsis_psms_ | Arabidop | RP 2h Tryptic, Carbamidomethyl (C) fixed, Oxidation

aligned sis (M), Acetyl (Protein N-term)

full_hc_dia_fixed_mods SWATH RP 135min | Tryptic, Carbamidomethyl (C) fixed, Oxidation (M)
library

full_hc_hela_hf_psms_alig | HeLa hf |RP 1h Tryptic, TMT, phosphopeptide enriched

ned
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https://www.matrixscience.com/help/ms2rescore_help.html#DEEPLCMODELS

ETFIVA —MEH | WSL | B | RTFRORHE
full_hc_hela_lumos_1h_ps | Hela RP 1h Tryptic, SILAC, Carbamidomethyl (C) fixed,
ms_aligned Lumos 1h Oxidation (M)
full_hc_hela_lumos_2h_ps | Hela RP 2h Tryptic, SILAC, Carbamidomethyl (C) fixed,
ms_aligned Lumos 2h Oxidation (M)
full_hc_mod_fixed_mods Hela RP 4h Tryptic, Carbamidomethyl (C) fixed, Oxidation
DeepRT (M), Acetyl (Protein N-term), Phospho (STY)
full_hc_pancreas_psms_ali | Pancreas | RP 110min | Tryptic, Carbamidomethyl (C) fixed, Oxidation (M)
gned
full_hc_plasma_lumos_1h |Plasma RP 1h Tryptic, Carbamidomethyl (C) fixed, Oxidation (M)
_psms_aligned lumos 1h
full_hc_plasma_lumos_2h |Plasma RP 2h Tryptic, Carbamidomethyl (C) fixed, Oxidation (M)
_psms_aligned lumos 2h
full_hc_prosit_ptm_2020 ProteomeT | RP 50min | Tryptic, 21 PTMs
ools PTM
full_hc_unmod_fixed_mod | Yeast RP 4h Tryptic, Carbamidomethyl (C) fixed, Oxidation
s DeepRT (M), Acetyl (Protein N-term)
full_hc_yeast_120min_ps |Yeast 2h |[RP 2h Tryptic, Carbamidomethyl (C) fixed, Oxidation
ms_aligned (M), Acetyl (Protein N-term)
full_hc_yeast_60min_psms | Yeast 1h |RP 1h Tryptic, Carbamidomethyl (C) fixed, Oxidation
_aligned (M), Acetyl (Protein N-term)

B ERICHITSHIR

DeepLC HMISAREZINTF REFINBRANDRE 1L 60 FZETT,

BHEFENAKIBICEVNT —9ADERIXERE# TY, DeepLC [EHDEEFvITL—I3rTHIG
TEBENTEFT, UNUBHO2AEDEEMNEN o 72Y ARRRENIERICEVWIT SV UMD
FREFEZTRALL D EUEGE. FPUITL—23 o5 &Z<UWHBRVWZERBY KT FIZ X 1 BFE
EFIVZEFERURSES 30~90 DT SITIRTIEDERSVWEXIN. 2 0% 5 DT —FIT{HLT
EFRMNERTDENHVET,

RIFRBRAL—Z0 TV ERE<LERDHE. DeepLC DFAREEFETLET . AIZEFELVZ
BORTFRIE EDETINEELVZEZFR28 DeepLC TRWFAIZITOCEIITEREAL T
IMMERIE U TR SLTVWBHZEREE N —Z0 T Y MMIFEFEN TR Z8, DFELDVEL
TL&LD,
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DeepLC DIRED/\—I3VIE, 13C & 15N UADEAMIEZ T R—EUTWEE A BIZIE. 2 DDOXR
TFRNEKR 1 DIZTERRDEHE . RED RTAEGEO TS ELTE, DeepLC [FRAL T3
FALETRLET,

WEDECA, VORI IRER AR TATIVRR(T —IR—RI14 TN SL D). Error
Tolerant RFRICITBEHAIEDIZENTTEFH A

[ BhET DX |

Bouwmeester et al.: DeepLC can predict retention times for peptides that carry as-yet unseen
modifications. Nature Methods 18, 1363-1369 (2021).

11-4-3. MS?PIP

MS2PIP (&, Gent KETHEINLETOJISATI EBHDISIAIT—I3 I XVI YR EE,
IR TEMICHRBUEERTCEBRRTFRITIX T3V ARINVFRAZEITSCEN
TEFT,MS?PIP (& RTFRES., AIZEfh. EFREZAHEL. E—UBEZEE MS/MS
TIIADT—=I3IARIEIETH UFET MS2PIP [N TIIURTFREFERNITIIRTFRD
EBSIZHEXMMUTVNET  FRABMEEMT S D AR I ML FRAICEN UL TVNE T,

BWEDECA,. 70XV IR ARIMVSATIURR(T —IR—XIALTH SL DIRFR). Error
Tolerant RZRICIHBEAI B ENTETFH A,

MASCOT [CTRIINSEBEHINTLWDIETIVIELULTOBEY T . ETILD/N—I 3, HEIBR.
Co—=—207—9 YR EZEERULZVWHBRIZLLT URL 28BS,
https://www.matrixscience.com/help/ms2rescore_help.html#MS2PIPMODELS

7L ISTAUT—3T |MS2 #Kities NRIFRReE

CID CID Linear ion trap Tryptic

CID-TMT CID Linear ion trap Tryptic, TMT-labeled

CIDch2 CID Linear ion trap Tryptic, 1+ and 2+ fragments
HCD2019 HCD Orbitrap Tryptic

HCD2021 HCD Orbitrap Tryptic and chymotryptic
HCDch2 HCD Orbitrap Tryptic, 1+ and 2+ fragments
Immuno-HCD |HCD Orbitrap Immunopeptides

T™MT HCD Orbitrap Tryptic, TMT-labeled
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https://www.matrixscience.com/help/ms2rescore_help.html#MS2PIPMODELS

T TSTAIT—3 | MS2 1RHiEs RITFRFEE

TTOF5600 CID Quadrupole Tryptic
time-of-flight

iTRAQ HCD Orbitrap Tryptic digest, iTRAQ-labeled

iTRAQphospho | HCD Orbitrap Tryptic, iTRAQ-labeled, enriched for

phosphorylation

timsTOF2023 ([ CID Ion mobility quadrupole | Tryptic and elastase, immuno class 1
time-of-flight

timsTOF2024 |(CID Ion mobility quadrupole | Tryptic and elastase, immuno class 1 & 2
time-of-flight

[ BhET DERX ]
Declercq et al.: Updated MS2PIP web server supports cutting-edge proteomics applications.
Nucleic Acids Research (2023)

Gabriels et al.: Updated MS2PIP web server delivers fast and accurate MS2 peak intensity
prediction for multiple fragmentation methods, instruments and labeling techniques. Nucleic

Acids Research (2019)

Degroeve et al.: MS2PIP prediction server: compute and visualize MS2 peak intensity
predictions for CID and HCD fragmentation. Nucleic Acids Research, 43(W1), W326-W330.
(2015)

Degroeve, S., & Martens, L.: MS2PIP: a tool for MS/MS peak intensity prediction.
Bioinformatics 29(24), 3199-203. (2013)

11-5. refinement ICRI 9T B L R—bk

MWFEEZEAULE. LTORMICEZBLR— AT ENTEIET,
- BWFEZEDBERICEKY . ENSWVERISELRED

- T=HICHUTIEVWETIVEERTDENTERHN?

- (REFFRI TRl (DeepLC) X7z IE AR I MV FRI(MS2PIP) (FIERETHDI=H ?
- feature DO EHMENEHN>EEDEENH ?

NSLUR—FDRAIZDUVTIE, [7-2-10. machine learning quality report |[CEEHTVEXRITDT
ETEoEELIETL,
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12. MASCOT Server B - T—YNR—XE&WRFEOT

CDETIE MASCOT Server NDEIRBICFHATZTOTITALICDVWTTHBNULET,
12-1 Tl& MASCOT Server CERUTVBRT—IR—RPRZBOIT 2T DENTED Database
Status [CDU\T, 12-2 T[IRFENDOY THS Search log [CDLTITHBNMULTUVET,

12-1. IREFIARIGER T —INR—XICEH T B1EFR : Database Status

Database status CIIREEIED O (CRIT DIFERAD') X2, MASCOT Server L CIRFEERAEE
BT —IR—=ZICEATBDERICOVTRRINET (FR),

G A tF1V714FELL | 13630/mascot/x-cgi/ms-status.exe 8 o= z

MASCOT search status page

L Mascot search status page

Version: 3.1.0 - MSKK (CLW7-X3C6-FBUB-VZXN-TNJZ) Licence Info

24 logical, 1 physical Intel processors (hyper-threading enabled, 12 core). CPUs: 01 23456
18 19 20 21 22 23 available, using: 01 23456 7891011 121314151617 18 19 20 21

Active databases: 21. Inactive databases: 8. Max databases: 256.

® ® fF I3 4

| | moni Error messa iptions| '_|

Search log||monitor log|error log| Error message descriptions|Do not auto refresh this page

hame
Filename
Status
State Time
Mem mapped

<:) Mumber of threads = 1  Current = YES Twpe = Spectral library

hame = SwissProt Family = C:/iretpub/mascot/sequence/SwissProt /current /SwissProt _*. fasta

Filename = SW|ssProt 202102 fasta Pathname = (:/iretpub/mascot /seauencesSwissP rot /cur rent /Sw i ssProt 202102 fasta
Status = In Statistics  Unidentified taxonomv Recompress file

State Time = Fri Aug 13 02:30:49 # searches =10

Mem mapped = YES Reaquest to mem map = YES Reoguest urmap = N0 Mem locked = NO

Wumber of threads = -1 Current = YES Twpe = Amiro acid

hame = UFSB40 H sapiens Family = C:/inetpub/mascot /sequence/UF5640_H_sapiens/current /UP5640_H sapiens *.f
Filename = UP584U _H_sapiens_20201007. fasta Pathname = C:/inetpLb/mascot /sequence/UPS640_H_sapi ens/current AUP5640_A_
Status = In Statistics Recompress file

State Time = Fri Aus 13 02:30:49 ¢ searches =0

Mem mapped = YES Reauest to mem map = YES Reauest urmap = NO Mem locked = WO

Number of threads = -1 Current = YES Type = Amiro acid

PRIDE Cortaminants Family = C:/iretpub/mascot /sequence/PRIDE_Cortaminants/current /PRICE_Contaminants
PRIDE _Contaminants_20160906.msp Pathname = C:/inetpub/mascot /seauence/PRIDE_Contaminant s/current /PRIDE_C]
In Statistice Compression warnings Recompress file
Fri Aus 13 02:30:49 # searches =0

WO Reguest to mem map = N0 Reguest urmap = N0 Mem locked = MO

@ : FEALTL\D MASCOT M/\—J3& MASCOT D31 UR

@ : MASCOT Server MEFHINTL\DIE1—%—0 CPU DH T, MASCOT Server WENDI 7%
EIHLTL\DH\ WO TIRIERB R DRZREE

Q : BEOITADHE)

Search log

: #RFEOY (Home [Cdr B Search log] £[EL)
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monitor log  : MASCOT Server DFIFOY s $MASCOT¥logs¥monitor.log DHA

error log : MASCOT Server DT Z—0O%', $SMASCOT¥logs¥errorlog.txt DA

Error message descriptions : MASCOT DI S>—&HSICET DIEHR

Do not auto refresh this page : database status B %= B&)- EENICEFH ITD2HULRVHD
UEA

@ : BT —IR—ZADIK . Bl UTLLTIC SwissProt DR EFRRURZERD DILARMZRUET,

Mame: = SwissPro Familv = C:i/inetpub/mascot/seauence/SwissProt /current /SwissProt k. fasta
Filename = SW|ssProt _2021_02 . tasta Pathname = 01/ inetpub/mascot /sequences/SwissP rot /cur rent /SwissProt _2021_02 . fasta
Status = Statistics Unidentified taxonomy Recompress file

State Time = Frl ﬁug 13 02:30:49 # searches = [
Mem mapped = YES Reauest to mem map = YES Reauest urmap = NO Mem locked = NO
Mumber of threads = -1 Current = YES Twvpe = Amino acid

FEENRIRNABFILUTOREY T,

Name : MASCOT Server CEHFINTVWET—IR—ZXDHEIN

Family : TIR=ZAITEEFRINTWND, T7MID path WCT 7 ILEFRIL—ILDIEER
Filename : AR SN TS fasta T7MILDEIR

Pathname  BESSH SN TUVS fasta ET7MIVHEHNNTLVD path

Status T —IR—ZADBREDIKRRERLUTCVE T T —INR—R (S fasta T71IVEFHT

INIFE. FD fasta T71IVHS MASCOT TER T DEHD T 71 IVHMER I 1.

IRTDITPAIDMER S NIZRICRIIDBRRT AMNERINE T, FLRERBIC
FOTRIT—IR=RTPAIVHBXE LIV DT EN, REICERTTREE RV E T,
TF—IR—ABEHNSFERAREICRDETO—EDINREHSE /26, Status IHH
TUTDESICHRREINET,

Creating compressed files
Running 1st test

First test just run OK

Trying to memory map files
Just enabled memory mapping

In Use

FEECHDERETIS—ICR 21581 E [EMHalted: 'RED KD ICHIEZSD
KRTHBIIEERITAVE—IERRUET,

State Time  IMAEREINTLD Status ZEEHEUIZHEF
Mem mapped : TAIR=ZAPRXE LICRYTEINIZIRRETHDH
Request to mem map : MASCOT Server DERE CT —IR—REXEICVVE VT TDEZ
HADERECTHDN
Request unmap : MASCOT DTOTSLDBXE EADNYVE D T &R T DR ZE T U
WKRETH DN
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Mem locked : T=HAR—=ZADAE EADTYE DT ZERE (lock) T DIREEIZRD TS
nESH

Number of thresholds : {RZR(CFEARAIBERIT7HDERE, BFL. mEREEBENER T DK ET
HdEERI[-1]1ERR

Current : MET—IR—REED T 7AIVHIEEULEREHINT LS H
Type : TIR—ZADIEFEN Amino Acid H Nucleic Acid H\, HBDL\E

Spectral Library H

KTROW OO DEMIENAN=U D IIZBDTVWT VIV ITBETEISICFLWIERZHER TS

ENTEET LT &/ A/~ Vo EOEEIC OV THIALET,

T —IN—ADEName DIEH) : ZHT—IR—ZATIHOHN TV IRRDEWIRR. FzHBEIC
TO2FERFBREDAB . RITHDIRFREN H D15, "Current jobs”[CZDHRBNFRRINET, "Job”DIRFR

HEEDNNAN=)DDIZB2THY ., IVvITBETSICEHADBEREHER TIE T CRE),

Mascot database status - SwissProt

Our. Status User UzerlD Title

1243 14420 Wed Sep W 16:34:14 14 Searchire.... 0 Copy of mef 02 (C:¥ProgramData¥hat rix Science¥id
Completed jobs
Job PID  Start time Dur. Status User UzarlD Title

RERMSE T 95 &, "Completed jobs”[CHITUE T,

Mascot database status - SwissProt

Current jobs

Job PID Start time Our. Status lzer UserlD Title

Completed jobs

Foir Dur. Status Uzer UserD Title

1 43 14420 '."'.'ed Sep 1 18:34:14 810 User read res 0 Copy of mef 02 (C:¥ProgramDataiMatr
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:[job HBS] :
“Percent

complete” THRZRDEW
WRZEHERTEENTETET,

Mascot Job status - Job 1243

[atabase
Job Mumber
Process 1D
Task

Uzer Name
Uzer 1D
Uzer Em§i1|

t SwissProt

©i243
;14420
;163048165201
c 0

L

Percent complete
1y Qs

of mgf 02 (C:¥Prozramlata¥Matrix Science¥Mascot Daem
dlta/20210901/F001243 dat

Start time
End time

Searchinz... time :

H|

Upload time

Ouery prep time
Whole process t|me
Job status
Priority

[P address

Type of srch
Erzyme?

CPU utilisation
Job requests?

: Wed Sep

: Searching. .
: current value 0. Charge this by -ho-1 41+

: 192 168.1.19
© MIS

]

: Mo requests. Kill / Pause / Resume

1 16:34:14 2021
0
0

0

fes

Database Status D/\1/N\— D GEZERUET,
hame = SwissProt Family = C:/inetpub/mascot /sequence/SwissProt/current /SwissProt % fasta
Filerame = SwiSSProt _2021_02. fasta Pathname = C:/inetpub/mascot /sequences/Swi ssProt /cur rent /Swi ssProt _2021_02. fasta
Status = In Statistics Unidentified tawonomy Recompress file
State Time = Fri Aug 13 02:30:49 & Searches =0
Mem mapped = YES Reauest to mem map = YES Reauest ummap = MO Mem locked = NO
Mumber of threads = -1 Current = YES Twpe = fmino acid

*Unidentified taxonomy :

T—IR—ZADIVKN)—DHAT taxonomy BEIREDIBIFTTEITRMN>7ZEDZEEYIT7YTUTERR
LET T —IR—RT7MIVBEDTEEGTEUDT-REHYET,

+Statistics :

T—IR—ADEHKIFRICEAT SZEHE. B

H_EE(ETE) TIET —IR—XDEFFAEOTRELL

EVBT N —BOBFEMHRENTRINE T BE FERICES7 I /BAESCI VN —DEER

DENFRRINET (ETR).
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Residue Frequency
é 60?181
Time files compressed © Thu Aug 12 12:49:30 2021 5 B
Time files compressed Cint) @ 1628740170 E 13691007
Time / date of fasta file Mon Mayw 24 19:20:09 2021 " feeel,
Time of fasta files (int) 1621851609 H AE27R1
Mumber of residues 2035196713 I 12043802
Mumber of sequences : bB4638 % 11820??4
Mumber with invalid residues: 0 L 19648473
Humber of sequences too long: 0 M 4914035
Length of longest sequence 35213 H %64502
Mazimum Accession Leneth 11 P 9644044
Yersion of Mascot 2.8.0.1 g ??ggggg]
Version O'l: 'thIS fl |e 5 g 13512057
Tvpe of fasta file BA . T 10903032
Parze rule for accession D S IR AR R 1 3 ?%368080
Seas with invalid taxon tres: 0 i 2940447
Hum seauences for taxonomy @ Al erdries=h64638 % 5280
Mum sequences for 1axonoms hrchaea (Archaechacteria)=19638 g 2%4003
Mum sequences for taxonomy Eukarvota (eucarvotes)=193019
Mum seauences for taxonomy Llvealata (alveolates)=1141
Mum seauences for taxonomy Plasmodiun falciparum (malaria pan %e“gth gount
Mum sequences for taxonomy Other Alveolata=793 3 5
Mum sequences for taxonomy Metazoa (Animals)=107932 4 22
Mum seauences for taxonomy Caenorhabditis elezans=4226 g g%
Mim seaences for tavonnm Mrosachila (friit fliss)=RA49 7 11




*Recompress file :

WEBEFTFDT—IR—RICDVWT . BET—IR—ADEBEERIKLET, Taxonomy DREHRE
TEUFNZRS B3R EICHAULET,

‘retry :
Status M Halted [C'RDFEERRIND retry ZIUJWITDE. T —IR—XDBEBERFLE

Ist TRAMRRDBERZEITVET . IS —DNEURER IS ADMULZETODEHEET —IX—
BRCRREAHSDERE(CHALET,

Database Status CRIUT—IR—ZAN2DRTFINDICERBYVET , T—IR—IANEZEZH,
FREIBIAMBAFHTHDEEZTRUTVET,

ANBZ &R OBIETIX. HWEEAAREDR (status = in use) T —IR—XEEBRATH IR
T—IR—ADEBIRAD2 D EERTINET (TR,

SwissProt Family = C:/inetpub/mascot /sequence/SwissProt/current/SwissProt _%. fasta
SwizsProt 2021 _02.fasta Pathname = C: /|netpub/mascot/sequence/Sw|SSProt/current/SW|ssProt 202102 . fasta
Statistics  Unident ified taxonomy Recompress file

PoE 13 02:30:49 # Searches =0
Mem mapped = YES Request to mem map = YES Request urmap = N0 Mem locked = MO
Mumber of threads = -1 Current = YES Twpe = fmino acid

Name = SwissProt Familv = C:/inetpub/mascot /sequence/SwissProt/current /SwissProt %, fasta

i siicP ot G021 (3 faota  Patbpome - [-/netpub/mascot /sequence/SwissProt /current /SwissProt _2021_03.fasta
Status = Creating compressed files 1% complete |

ENI TR V=TT TTo:18 I searces - U

Mem mapped = N0 Reaquest to mem map = YES Reauest urmap = NO  Mem locked = NO
Mumber of threads = -1 Current = N0 Twpe = Amino acid

FEMNBZBAEROIZER IREFERRRER Istatus = in useldd FT—IR—XE DD THERHLT
LW TCHREstatus = not in use | ERDTeT—IR—X[CDVWTCTES|ITHmIRTAINEIT(THE),.

Familv = C:/inetpub/mascot /sequence/SwissProt /current /SwissProt_*.fasta
(121 _02.fasta Pathgame _tC 7 inetpub/mascot /seauencesSwi ssProt feur rent /3w ssProt _2021_02 . fasta
atistics

o 0:28:34 & Searches =0
Mem mapped = MO Request to mem map = YES Reauest urmap = MO Mem locked = NO
Mumber of threads = -1 Current = NO Twpe = Amino acid

Fam = C:/iretpub/mascot /sequence/SwissProt /current /SwissProt . fasta
at 2021 03.fasta Pathname = (: /|netpub/mascot/sequence/Sw|SSProt/current/SW|SSProt _2021 03 fasta
Statistice Unidentified taxonomy Recompress file

Name = SW|SSProt

ate ep 2 10:28:34 ¢ Searches =0
Mem mapped = YES Reauest to mem map = YES Reauest urmap = N0 Mem locked = NO
Mumber of threads = -1 Current = YES Twpe = &mino acid

HEU2DRAINTUVBIRANRICARD LD THNIK MASCOT Service F/izlFOVE1—49—BE%
BEEIIET. DI DOANKRRINDLDICRYET,
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12-2. ¥RFR0OY : Search log

MASCOT Server CI{TD2/ARZRIFIANT
RFEGEREBMUIZ T 7AILDMRIFE N,
RROOJTEEVETD,

Home — [Search log|%Z2'Jw Y
g B H\. Database Status T/l Search
logIDINAIN—=1)20DZED )y ITBDET,
Server TIT2eRERDOT ZR<EN
TTFEY,

MATRIX
SCIENCE

LN Access Mascot Server  Help  Support  Training = Monthly newsletter o

Mascot Server 3.1

Mascot Server is a powerful search engine that uses mass spectrometry data to identify
and characterise proteins from primary sequence databases, Mascot has no limits and can
search data sets of unlimited size against sequence databases with billions of proteins.

What's new in Mascot Server 3.1
What's new in Mascot Server 3.0

Your Mascot Server licence is for in-house use only. Access to this Mascot server must be
restricted to authorised users. We strongly recommend that your server is protected by a
secure firewall

If you include results from Mascot in a publication, please cite either Matrix Science Ltd
(London, UK, www.matrixscience.com), or Electrophoresis, 20(18) 3551-67 (1999).

Getting started
There are several ways to submit data to Mascot Server:

* Built-in search form - Upload peak lists in MGF or mzML format

Quick Links

Search Log
- - us

> Configuration Editor
> Log out

Mascot Security

> Current session
information

> Change password

> Edit profile

* Mascot Daemon - Client ion which the of data files
> pLAN BRSNS
FRIDK D% Search log BHEMNTRRS o

MASCOT search log (—D
Version: 2,8.0 - mskk (YRNB-5YZ8-GFBC-T9W9-CYNQ)

Sort/ fiter | Log File: | fogs/searches log Start at: (-1=end, 1=start) [-1 how many: |50 273 in log, 273 after filters, Data dir: GETs?:

e ——————————————————

Job# PID dbase User Name Email Ti In start time Durati Status Prio  Type Enzyme IP User ID Peak list data file

.

] ] ] ® ] ]

15 5436 UP2195_D Manitor Test DB 0 MS . Fri Aug 6 11:57:49 2021 1 No email setu 0 MIS  Yes 0 test_search.mgf

510 12840  UP5640_H @ be . Wed Aug 4 00:00:25 2021 410 User read res 0 MIS  Yes 0 Ci¥temp¥mascotsearchtest2021§803
1509 14116  UP5640_H be . Tue Aug 3 23:49:12 2021 415 User read res 0 MIS  Yes 0 Ci¥temp¥mascotsearchtest2021§803
1 L) UPs640_H be LucAug 2 23:38:02 2001 414 User read res 0 MIS Yo 0 ac o3
507 6932 E ro. Monitor Test DB 0 ME Tue Aug 3 17:05:40 2021 3 No email setu 0 MIS  Ye: 0 test_search.mgf

50¢ 9944 o takaesu LY  w Wed Jul 14 10; 23 User read res 0 MIS  Yes 19 0 Lysozyme_2p2m]_1minute.temp.mgf
505 716 i " Thu Jul 8 02:01:25 2021 17 User read res 0 MIS  Yes 0 Ci¥temp¥iTRAQSplex6data¥fromlosgs
504 18348 SwissPro T ke Thu Jul 8 01:57:29 2021 17 User read res 0 MIS  Yes 0 Ci¥temp¥iTRAQSplex6data¥fromlosgs
e 1a0c0 Thenu0ns.Ea97 9099 9 m . c iro " L

T O~Q&/N—hIEH I N TV S IEmR M AR HEEC DWWV T SFU<ERAALE T,

@

Version: 2.8.0 - mskk (YRNB-5YZ8-GFBC-T9W9-CYNQ)

‘ Sort / filter ‘ Log File: ‘ /logs/searches log

| Start at: (-1=end, 1=start) E how many: 273 in log, 273 after filters. Data dir:\:l GETs?: OJ

—

/

Sort/filter

—I3VESIEVRADIBRMNERITICEEHINTLET,

FREEDHEE. ORI I EHUET,

Log File
Start at
how many . g HOTHE
Data dir

Gets?

: MASCOT DI&ZROT DT 71D path
. RROJ % REESORIE(-1) TRTIDINRIBE(Q)TERRIDH

: TIAIWREREUND data TAHIVIADINZAZFERTDEFICIERE
: getseq [FHRERTI DH
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Job# PID dbase User Name Email Ti In
| | | | | [ I
1511 5436 UP2195_D Monitor Test DB 0 MS .
1510 12840 UP5640_H be e
1509 14116 UP5640_H be .
Job#  RERES. T IAINTIE 1234 BNSETIRICEIVIRSNTVRT
PID : MASCOT Server CEFLTVSTOEX ID
dbase  FRALET—IR—X
User Name . BRI — (BFRFFCIEE)
Email : X=)VPRLU R 72720 local R TIEFA—IL7 RV A TRLEBVWTFAMERTELL)

Title(Ti &7 JAIVNERR) : REDIIMIL (HRREFICISE)
Intermediate File (In &7 J#JVAERTE) : ERI7MIVDEHNN TV DGR

©)
start time Durati Status Prio Type Enzyme IP User ID Peak list data file
0
| . | | I | I I
Fri Aug 6 11:57:49 2021 1 No email setu 0 MIS  Yes o] test_search.mgf
Wed Aug 4 00:00:25 2021 410 User read res 0 MIS  Yes 0 C:¥temp¥mascotsearchtest2
Tue Aug 3 23:49:12 2021 415 User read res 0 MIS Yes 0 C:¥temp¥mascotsearchtest2
Tue Aug 3 23:38:02 2021 414 User read res 0 MIS Yes 0 C:¥temp¥mascotsearchtest2
start time : ARERBIAEFRE
Duration : HRERIFE
Status : IRFRFESROIRRE
Priority . REREFICHEE Uz RRDBITIELL
Type : PMF / SQ / MIS
Enzyme : FEEMZERDORE TITo7eh\(Yes), FIERMEHRZ 6V \BXE None TEITUZD (No)
IP address  BRREMIZIOE2I—5—DIPTPRLXR
User ID : MASCOT DEF1 )T 1RETIEEL TSI —F—ID

Peak list data file : ASIT—9 T 7AILDI/INRATZZFR

BIEEND—HFLICHDANRETT1IVI—EUTHIHTEE T IR SwissProt TIRERUZIERDH
sRSERVWES. "dbase” 18 B [Z ”SwissProt” & A 71U T "sort/filter” RV Z T & T
TIVI—U D THNERUET,

FEZDLICHDFIVIRYIRIBEBHDRTZLITTIRNTHEDDLSICTEINESIH. TSI
FDLICHDSIANRY D (1TEEHDHERAEE) [SFREE CHUBAZITOEZERULE T HLUER
[CDVWTIEBEE"Job#” HMBIREN TV T IRFRZEIT OLIEE CAERSNTNET,
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13. MASCOT Server DHAYY1R

13-1. HXHY<1 X Configuration Editor T

MASCOT Server DFIEREZLEZ 17D DH[ Configuration Editor| T, Home EHHEICH D
[Configuration Editor]1Z 0w o935 &, FRERBT—ENIRENEKT,
BEREEEIZOWVWT, UELVFUSEHBRWZUET

MATRIX

SCIENCE

Sl Access Mascot Server Help Support Training 2 Monthly newsletter & About

Mascot Server 3.1 Quick Links
Mascot Server is a powerful search engine that uses mass spectrometry data to identify > Login
and characterise proteins from primary sequence databases. Mascot has no limits and can > Search Log

search data sets of unlimited size against sequence databases with billions of proteins. ~
Configuration Editor

What's new in Mascot Server 3.1 L0g olt

What's new in Mascot Server 3.0

Your Mascot Server licence is for in-house use only. Access to this Mascot server must be
restricted to authorised users. We strongly recommend that your server is protected by a

secure firewall. Mascot Security
If you include results from Mascot in a publication, please cite either Matrix Science Ltd > Current session
(Londeon, UK, www.matrixscience.com), or Electrophoresis, 20(18) 3551-67 (1995). information

> Change password

Getting started Edit profile

There are several ways to submit data to Mascot Server:

v

* Built-in search form - Upload peak lists in MGF or mzML format

* Mascot Daemon - Client applicaticn which automates the submission of data files

Mascot Configuration
Amino Acids Amino Acid Data
Maodifications Modification definitions
Symbols Symbaols used in chemical formulae
Linkers Linker definitions
Enzymes Enzyme definitions
Instruments Fragmentation Rules
Quantitation Quantitation Methods
Crosslinking Crosslinking Methods
Configuration Options Global Options in mascot.dat
Database Manager Sequence databases, Parse Rules and automated downloads
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13-2. Amino Acids

TI/BEOBEICEAT SREZITOEME CJ . Home -> Configuration Editor -> Amino Acids T
H<ENTEZET,
BYICEZ—ENENET (TR . EFHICEERINTLBIABTZZDRICHARELSHIIRYET,

Mascot Configuration: Amino Acids

1 3 Fullname Monoisotopic (Da) Average (Da) Composition

A Ala Alanine 71.037114 71.0779 H(5) C{(3) N O

R Arg Arginine 156.101111 156.1857 H(12} C(6) N{4) O

N Asn Asparagine 114.042927 114.1026 H(B6) C{4) N(2) 0(2)

D Asp Aspartic acid 115.026943 115.0874 H(5) C(4) N O(3)

C Cys Cysteine 103.009185 103.1429 H(5) C(3)NOS

E Glu Glutamic acid 129.042593 129.1140 H(7) C(5) N O(3)

Q Gln Glutamine 128.058578 128.1292 H(8) C(5) N(2) 0(2)

G Gly Glycine 57.021464 57.0513 H(3) C{2) N O

H His Histidine 137.058912 137.1393 H(7) C(6) N(3) O

1 Ile Isoleucine 113.084064 113.1576 H{11) C(6) N O

L Leu Leucine 113.084064 113.1576 H(11) C(6) N O

K Lys Lysine 128.094963 128.1723 H(12} C(6) N{2) O

M Met Methicnine 131.040485 131.1961 H(9) C(5)NOS

F Phe Phenylalanine 147.068414 147.1739 H(2) C(9)N O

P Pro Proline 97.052764 97.1152 H(7) c(5) N O

5 Ser Serine 87.032028 §7.0773 H(5) C(3) N O(2)

T Thr Threonine 101.047679 101.1039 H(7) C(4) N 0(2)

w Trp Tryptophan 186.079313 186.2099 H{(10) C{11) N(2) O

Y Tyr Tyrosine 163.062329 163.1733 H(9) C(9) N 0(2)

v val Yaline 99.068414 99,1311 H(2) C(5)N O
N-term N-term N-term 1.007825 1.0079 H
C-term C-term C-term 17.002740 17.0073 HO

u Sec Selenocysteine 150.953633 150.0379 H(5) C(3) N O Se Edit
] ®le Leu or Ile 113.084064 113.1576 H{11) c{6) N O Edit
0 Pyr Pyrrolysine 237.147727 237.2982 H(19) C(12) N(3) 0(2) Edit
B Bbb Asn or Asp 114.534940 114.5950 ambiguity code

X K Any residue 111.000000 111.0000 ambiguity code

z irrd Glu or Gin 128.550590 128.6216 ambiguity code
.

U,J,0 D 3 XFICOVWTIEI—F—DNAWRIVAATEENTEXT . NWRIVIAZHFLT HE.
NRINARERLET DNFDITICHBEdit IR ZEI v IULET,

B Bbb Asn or Asp 114.534940 114.5950 ambiguity code
X Xxx Any residue 111.000000 111.0000 ambiguity code
rd 4 Glu ar Gln 128.550520 128.6216 ambiguity code

Letter U Short name Full name |Selenocysteine |

Composition | H(5) C(3) N O Se |

Monoisotopic 150.953633
Average 150.0379

| Save changes | | Cancel |

CDHRIVAXE, 20 BEADTPI/BUNDTI/BEI—TYSEVEVWEY., 37 I/ BORE
EBERIC DV TEFIICHARAATHEETZVWBEREIC BT —IR—RADARIRA X E—EICERT S
BREEVWOTEVWADHUET,
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13-3. Modifications

Een, PI/BOBEDEAICEATS
Modifications CH<ENTETFHT,

RIS REFADEE—ENANTT (TH) . RICHEIZEETDIEEMARITSHFFEELD
200% REFEHREZE/RLIE—UTESES TETRASHRIE N Copyl DUV IZE I IV ILET . FTHRD

Xa

EZ{TDOEME CJ,Home -> Configuration Editor ->

SREE/ERN T BICIET FERMDIAdd new modification | /hY U ZHUE T,

Displaying 1499/1499

Mascot Configuration: Modifications

Modifications

visibility: Title* Monoisotopic Average Composition Source Visibility Err Tol

) short list 15N-oxobutancic -18.023584 -18.0239 H({-3) 15N{-1) Unimod long yes Copy Print

() Long list 2-dimethylsuccinyl 144.042259 144.1253 H(8) C(6) O(4) Unimod  long yes Copy Print

) Mixed 2-manemethylsuccinyl 130.026605% 130.0987 H(&} C(5) O(4) Unimed long yes Copy Print

) Not listed 2-nitrobenzyl 135.032028 135.1201  H(5) C(7) N ©(2) Unimod  long yes Copy Print
2-succinyl 116.010959 116.0722 H(4) C(4) 0O(4) Unimod long yes Copy Print

Error tolerant: 2HPG 282.052824 282.2476 H({10) C(16) O(5) Unimod long yes Copy Print

Apply to selected: 0

0

0

O

0

O

0

O
[yes [J 3-deoxyglucosone 144.042255 144.1253 H(8)} C(6) O(4) Unimod long yes Copy Print
OnNo [J 3-hydroxybenzyl-phosphate 186.008196 186.1018 H{7) C(7) O(4) P Unimod long yes Copy Print
) Mixed ] 3-phosphoglyceryl 167.982375 168.0420 H(5) C(3) O(8&) P Unimod long yes Copy Print

[ 3sulfo 183.983025 184.1693 H(4) C(7) O(4) S Unimed long yes Copy Print
Classifications: clear ] 4-ONE 154.099380 154.2063 H(14) C(S) O(2) Unimod long yes Copy Print
- [J 4-ONE+Delta:H(-2)0(-1) 136.088815 136.1910 H(12) C(9) O Unimod long yes Copy Print
(F;‘;Sttr;ﬁgzgfgla' O] 4AcAllylGal 372.142033 372.3671  H(24) C(17) O(9) Unimod  long yes  Copy Print
Pre-translational [J a-type-ion -46.005479 -46.0254  H(-2) C(-1) 0(-2) Unimod  long yes  Copy Print
Chemical derivative [J AccQTag 170.048013 170.1674 H(6) C(10) N(2) O Unimod  long yes Copy Print
Artefact M J Acetyl 42.010565 42.0367 H(2) C(2) O Unimed  mixed yes Copy Print
Source: ] Acetyl:13C(2) 44.017274 44.0220 H(2) 13C(2) O Unimod long yes Copy Print
TJunimod [ Acetyl:2H(3) 45.025395 45.0552 H(-1) 2H(3) C(2) O Unimod long yes Copy Print
) Edited Unimod ] Acetyldeoxyhypusine 57.089145 97.1582 H(11) C(&) N Unimod long yes Copy Print
O Local [ Acetylhypusine 113.084064 113.1576 H(11) C{6) N O Unimod long yes Copy Print

Page 1/75 Go to page |15 to Ac v Page size

| Add new modification | | Main menu |

B RYO—ERTERRIINTLWSEBGDEIUTOEY T,

Title : (EERDEFR, 5¥U<IE https://www.unimod.org/names.html

Monoisotopic : Monoisotopic B&

Average : Average BE

Composition : {EFHBEHMI <FHEICH T EEEDIEE

Source : unimod HZRMDIEEN\ unimod ABZ —HEELZH BEETIERRULZIEEH

Visibility : modification ') A+D 7 T4 )L EFKR(short)H\, “show all mod”Z4 3% {FEHR
LB ICHISH TRISNBIEE (long) i BRI <P I /EEZREICL > TENSD
RENERYES ODTUVDIRRE (mixed)H

Err Tol : Error Tolerant fR%R (10-4)DEFICEEINDEENESH
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https://www.unimod.org/names.html

RARTNTLBIEEDOIEFLVKFETERINTL\S Title, Monoisotopic, Average |[CDUTIX, IBEE
BEIIVVIOTDIETHIE/RIE ICHUNREZDIENTEXT, BHNETDIIBEEZEIERIC. Title(RFN) D
TPILIT7RYKEICY HhH Monoisotopic BEDIEICH AR TEHRENSEITETRDOIFPITVTT,

B AEN—ETICRIINTULSRIVIILITOBYTY,

Page N/M Go to page , page size N

: RUTVWBR—=IDEED 1 R—I TRRNDIBEBEHDESE
Add new modification : FULVSERZ{ER

Main menu : Configuration Editor D—&FRICRWFT
Check Unimod : {EERERE L Unimod EWVWVD AR TEREHSNTUET, [check Unimod ]

MY Unimod [CHBBEMERE T 7 MIVDRBEHRL. FTDIT 71
KUMUD O EBRICENZERR/UTCKREZEZY I T —FUET. 45
Unimod I 7 &E7YTT—rUTEBE TR UEMIRBYRE Ao

B AENADL—AIRRTIRBZETII-UITUEY BB EBBBATREEZZIEHTEETD
PRICFIFAT 21T,

LUFEFRRASET1IVI—) T FBHEATY,

Visibility : modification ') A~DTF T4 )L EFRR(short)H\, “show all mod”Z4 3 Z{FEH
LB ICHI S TRRSNBIEE (long) h BRI <TREIC L > TENSDERED
RGYRE > TS (mixed)h\ HBWVIEIRNMIFEATNTES S TEMUNDKEE
DEFREADHEINSAEH (Not listed)

Error tolerant : Error tolerant #RZFETERINDEMHNE DD o [Yes{FATNDERE. [Nol:
BERATINRVEEE. IMixed | FREICKVERAINS /SR FRENESODTLD

Classifications : {EEIDDEE. RRQXETHERATIITDLOBREDTIN REZDEDICIE

[AA substitution [ ENZERATWTEREESAF R AL

Source : Unimod &E#AB N\ Unimod EFATE I —HN—8EELLH TEIC

dA—H—hMERLIZEDN

FEUTIIREEFTEHTEETDHDATIIVTY,
Apply to selected : FREZHREDTEELE T LTOFERBENHVET,
- Include in short list :

BRINFRTEIRGATHRBEOF TV IR SNIZREZ . IR TERAD short list (/NI X—5—&IREF
[ETTAINTRRINDEMIRANICEDHD
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- Include in long list :
GRIOKRTERATERBEOF Y I SNZREZ . IR TERD long list (/NTA—F—FiR
B, "show all mod"ZA V3V ZIEETDECHH THRRINDIBERH)ICEDHD
- Include in error tolerant / Exclude from error tolerant:
GRIDFRTERATHRBEDF TV I) SNIZRABZ. Error tolerant IRETER T SEMICZT.
HDVEBERURNSHT
- Delete : BRUZERMZ) XD SRS

IR, TSICEMDOSFRERBICDOVT, TOREEIEDEHRAZ W2 LE T, fleUTIEERPhosphol
(UVER1E) DEREZFAWVZLET,

View Modification :Phospho

Title Phospho
Fullname Phosphorylation

Delta | Specificity | Ignore Masses | Misc | References

Monoisotopic 79.966331
Average 79.9799
Composition HO(3)} P

oK Make editable JI

[Phosphol') 9% 9w D9 5EET Title , Fullname H(CZFFE OSBRI N/ZEEN
BNFET (LX), COERBETIIRMEDHAIEE THRENTT HF A BHEEG FCHh S Make editable | %
21)v 9B EmENAREE RV ET (TR,

Delta | Specificity | Ignore Masses | Misc | References

Monoisotopic 79.966331
Average 79.9799
Composition |HO(3) P |

Symbals [13C v |[1 || Add

| Save changes | | Cancel | | Update | Revert to Unimod Show differences

[Delta]¥ J Tl BN H L ZHZEDEEDIE D Z "Composition” [CEEEH U X T, 3% E DR
F<TFICHBSymbols | CHRDITREL S (RIFMbEYMZERITEES) EEDHEIEEL CTAAA I Z1FT
EClComposition | [CRMEINET T RV D EV1 T ADEFENHY ENZIEE T DETHIGAIEE T,
FLEANIRREDIZA. Compositon B DHFZERETRZ Y. BAUES THFEZEACHU
Add B#{FEITOETEXILAIRE T,
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Delta | Specificity | Ignore Masses | Misc | References

Specificity  Site|E Position|Anywhere V| | Copy | | Delete | | Show Details |

Specificity  Site|R Position|Anywhere V| | Copy | | Delete | | Show Details |

Specificity  Site| K Position | Anywhere v | Copy | | Delete | | Show Details |

Specificity  Site|H Position|Anywhere V| | Copy | | Delete | | Show Details |

Specificity  Site|C Positi0n|Anywhere V| | Copy | | Delete | | Show Details |

Specificity  Site|D Position|Anywhere V| | Copy | | Delete | | Show Details |

Specificity  Site|Y Position|Anywhere V| | Copy | | Delete | | show Details |

Specificity  Site|T Position|Anywhere V| | Copy | | Delete | | Show Details |

Specificity  Site|5 Position|Anywhere V| | Copy | | Delete | | Show Details |

| New Specificity Definition || Show All Details |

I'Specificity | 7 CIMEEDMT <7 I /EBEFRE. DU\ N Kiin/C RinDAIE [CDOVWTHRELERT
(LB, ZREEENH D5, [Show Details NIV EHTCE TCIUFUVVWRERBNERTEXRT
(B

S HELITILILY p=] L= - FUSILIUNT | ARITY WIS Z - I Uy | | [l L= | | =T LCLalls I

Specificity Site Position | Copy | | Delete | | Show Details |

Specificity Site Position | Copy | | Delete | | Show Details |

Specificity Site Position | Copy | | Delete | | Hide Details |

Classification | Post-translational e | Group

Visibility In short list In lang list Use in error tolerant search

Notes | |

Neutral loss  ® scoring O Satellite O Peptide O Required Peptide

Composition | | symbols [13¢  ~|[1 ~|| Add

Neutral loss  ® scoring O satellite O Peptide O Required Peptide
Monoisotopic: 97.976896 Average: 97.9952

Composition |H(3) O(4) P | symbols [13C v |[1 v || Add |

| New Neutral Loss |

| New Specificity Definition || Hide All Details || Show All Details |
|

| Save changes | | Cancel | | Update | Revert to Unimod Show differences

FRREBIILITOBEY T,

Site M BEROMI <P I /BEETZ IR TFRDALE(N Kifm/ C Kif)o
Position : Site DT Z/BICDVWTDHREDRY :AH o

Classification : {EEf(D4E, Error Tolerant #ZEDMR. CC THEUIZ T I — T CTHBIRZRFFIC
EZEBIDIEMEIBETD_ENTETD
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Group : B33 specificity TRU group HENEIVIRSN TL\DIFES. phospho(ST)RED
KDICT /BN DICHTEHBNE T —7% phospho DIFE ST & Y [FERSD group
ESDEIVIRONTHY BRI AN TEEN SN RITONTRRINET,

Visibility : modification J AR TODRTRDINT,

- short list : modification OFEIRIEE & U TxAIN BFRT
- long list : ”show all modifications”D7 Y3V EFAVICURNERRINRL,
Notes  EERICDLTDOXE,

&7z Neutral loss. 978105 precursor DEEFETIFBERLTH ST TOT IR A IR ZAIRINVEIE
DEPETIEAT S ERERE DR CENICHIGT 2BERVICEATIRELHVET,

Neutral loss : EAHICIScoring | Z3EEULF I, Neutral Loss [SRELTELDHE—TIZDNT,
FOBFEZRICERLURZY  BICHEBZENR DIBEREICHDA T3 v EFIBALED,
- Scoring : NeutrallLoss ICKWVEUD TS IXIMIDE—OW, Ry F 2527V TD
WREBRVETBEIFCESEEIRULED),
- Satellite : Neutral loss CHEURE—0ZE—JURMSHULET, VY F I XWRDIEREL
Neutral loss ZUTWEWEDERWE T, Neutral loss DE—TM /A X & E8:#
INRWD XY F I RO7PRLER T BENEFINET,
- Peptide : TULA—T—H5 Neutral loss BHSHELTELURE—IZE—DUZNDS
BREFXRT YVF I UBRVNERRT—INRD D VY F I ROPNERTEEN
HfFINET,
- Required Peptide :
el Peptide |DHEZRS. DT A——H'S Neutral loss DHSHEL T
FURE—IRNEFEELRIGE. Neutral loss [CEHETDEEE LU
RYEY, :5%F : https://www.matrixscience.com/pdf/2005WKSHP2.pdf

Composition : [Deltal CIEREUZEMNDVWTVWDIREZEXRE UV TECHSDIERZEIEELET,

B%(C B Symbols | EEEFE., [Add RS 2 EFEFIL TVWE T HKBEZEDEAICE R
LTWET,

Neutral loss §2/N\Y—2&EULRWNI—2DEAZERUZVEE. HIOBRD KD (C HAIIXZERE

(LRWBR)DREZ/FRL THBENDHYET,

LIS TN HIEITHN BANREACIIR<EZE[EHFIVERVREER T,
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[gnore Masses|¥ J () IZETICAEL TN B/HENE—IICDVWT. EDE—DZANT—F
DNOBYURBREYYF I DRENSHIIRICFIALET,

Delta | Specificity | Ignore Masses = Misc | References

Ignore Masses
New Ignore Mass

| Save changes | | Cancel | | Update Revert to Unimod Show differences

Misc|¥ 7 (FE) ZEF TN )—ICEALTINETOREBREBLUADXE [ZDOMIERVET,

Delta | Specificity | Ignore Masses = Misc = References

Creation Date 2002-08-19 19:17:11
Last modified 2018-08-13 13:42:59
User unimod

Neutral loss of phosphate is typically abserved from Y/H/D/E/K/C, rather than the
preferential loss of phosphoric acid from S/T.

Notes

| New Alternative Name |

| Save changes | | Cancel | | Update | Revert to Unimod Show differences

[Reference ¥ J(d. CD link [FHRZEREIT DICHIVSE(CUBIRICDOVWTEAULET,

Delta | Specificity | Ignore Masses | Misc = References
References
Reference 1
Text |AADO36 |
URL Goto
Reference 2
Source
Text |1onsource |
URL |http:,’,waw.ionsource.comeard,’phos;’phos.htm |Goto
Reference 3
Text |AADD37 |
URL Goto
| I
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13-4. Symbols

TR TFDOEOEENEEICE|Y) B TIZES (Symbo ) E ENEEZHIR T OENTIDEMEMCY
("FE) ., Home -> Configuration Editor -> Symbols CTH<ENTITET,
ERVFET COBEEATERINLITLISD Symbol [&. modification,linker REDR—IRTFHIA
TEENARETYT,, XRELSICHUTEERICEVETONIZEBECEHOEEZER T SRICEFA

=
ax.

FELTETTHERDH

LET,
Mascot Configuration: Symbols
Symbol 4 Name
13C Carbon 13
15N Mitrogen 15
180 Oxygen 18
2H Deuterium
Ac Acetate
Ag Silver
Al Aluminium
As Arsenic
Au Gold
B Boron
Br Bromine
C Carbon
Ca Calcium
cd Cadmium
cl Chlorine
Co Cobalt
Ccr Chromium
Cu Copper
dHex Deoxy-hexose
F Fluorine
Fe Iron
H Hydrogen
Hep Heptose
Hex Hexose
HexA Hexuronic acid

Monoisotopic
13.003355
15.000109
17.999160

2.014102
42.010565
106.905092
26.981539
74.921594
196.966543
11.009306
78.918336
12
39.962591
113.903357
34.958853
58.933198
51.940510
62.929599
146.057909
18.998403
55.034939
1.007825
192.063388
162.052824
176.032088

Average
12.0034
15.0001
17.9992

2.0141
42.0357

107.8682
26.9815
74,9216

196.96456

10.811
79.904
12.0107
40.078
112.411
35.453
58.9332
51.9961
53.5465

146.1412

18.9984
55.845
1.0079

192.1666

162.1406

176.1241

Symbols

Composition
13C
15N
180

2H

C{2) H(2) O

Ag

Al

As

Au

B

Br

C

Ca

cd

cl

Co

Cr

Cu

C({6) H(10) O(4)
F

Fe

H

C(7) H(12) O(6)
H{10) C{6) O(5)
C[6) H(8) O(b)

PREICHS KT
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13-5. Linkers

20RUDDDEREICEEZET S Linkers [T $EEZ1TDEIH CJ - Home -> Configuration Editor
-> Linkers CH<ENTEXT,

BAIC.REBRADER—ENRNET (TR BIICHIBREZECDIIMAE T DHEITEBEED
V200 BEIIHREEHRLIE—UTEELTETRADGRIE Copyl DIV IEIIYILET,
FRDBREZER I BICIFEE FEBOIAdd new linker INY U ZEHBULE T,

[Linkers | DEREARB (L. 13-3 D modification BRI L T, modification &—8REHHIL TLET,

COEADEFRTAB CTHARENGDHZEIE 13-3 FIFECEILZTL)

Mascot Configuration: Linkers
Visibility O Title 4 Monoisotopic Average Composition Source Visibility Err Tol
isibility:
) short list [J xlink:B52G ©$6.021129  96.0841 H(4) C(5) 0(2) Unimod long yes  Copy Print
U Long list [J Xlink:BuUrBu 196.084792 196.2032 H(12} C{9) N(2) O(3) Unimod long yes  Copy Print
) Mixed [J Xlink:Disulfide -2.015650 -2.015% H(-2)} Unimod long yes  Copy Print
i [J Xlink:Dityrosine -2.015650 -2.0159 H(-2) local lon: no Co Print
[ Not listed v -2) g =/
O Xlink:DMP 122.084398 122.1677 H(10) C(7) N(2) Unimed long yes  Copy Print
Error tolerant: [ Xlink:DSS 138.068080 138.1638 H(10) €(8) 0(2) Unimod long yes  Copy Print
Oves [ Xlink:DS50 158.003765 158.1750 H(6) C(6) O(3) S Unimod long yes  Copy Print
O No [J Xlink:DST 113.995309 114.0563 H(2) C(4) O(4) Unimod long yes  Copy Print
[ Mixed [J Xlink:DTBP 172.012850 172.2711 H(8) C(&) N(2) S(2) Unimod long yes  Copy Print
[J Xlink:DTSSP 173.980921 174.2406 H(6) C(6) O(2) S{2) Unimod long yes  Copy Print
Classifications: clear [ Xlink:EDC -18.010565 -18.0153 H(-2) O(-1) Unimod long yes  Copy Print
Cross-link P [ Xlink:EGS 226.047738 226.1828 H(10) C(10) O(6) Unimod long yes  Copy Print
CID cleavable cross-link : .
] Xlink:5DA 82.0418565  82.1005 H(6) C(5) C Unimod lon es Co Print
Photo cleavable cross-link O (6) C(5) 9 ¥ Py
Other cleavable cross-link O Xlink:sMCC 219.089543 2189.2365 H(13) €(12) N O(3) Unimod long yes  Copy Print
[J xlink:test1 185.058912 185.1821 C(10) H(7} N(3) O local long no Copy Print
-
O Xlink:test2 155.068414 159.1846 C(10) H(S) NO local long no Copy Print
Source: Page 1/1 Go to page | Xlink:B to Xlink:t v Page size
O Edi
Edited Unimod | Add new linker | | Main menu | Check Unimed
O rocal

LR, RIBEOREEMIC DUV T, [Xlink:DSSIDEREEMmZFE> CRIELET,

Xlink:DSS D 0% D)W FBEET Title ,Fullname HICBFFW I EFRIBRA S S N/cBEED
BNET, CORMETIIEBEDAHARE TIRENTE A BIEA FZH D Make editable | Z2')vY
FRERENATREERVEKT,

View Linker :Xlink:DSS

Title Xlink:DSS
Fullname disuccinimidy| suberate (DSS)

Delta | Specificity | Ignore Masses | Misc | References

Monoisotopic 138.068080
Average 138.1638
Composition H(10) C(8) O(2)

I Make editablel
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Delta | Specificity | Ignore Masses | Misc | References

Monoisotopic 138.068080
Average 138.1638
Composition 'H(10) C(8) O(2) |

Symbals [13C v |[1 ~|| Add

Save changes | | Cancel | | Update | Revert to Unimod Show differences

[Delta]¥ 7 (LR) TIE. U A—DME<EBEDEENDIER S % ”Composition” [CEEEUF T IEIREIC
DUWTIHEENERERD 2 DOFPI/BEINEHEZHFTEATI . RXEDE. I<STICHD
[Symbols | CHEDTTRE T (RZIXMEEMERTELS) ETOHEEELTCIAAAIRY U ZHT
EC"Composition”|CRMENE T B D IFHFICNAI T ADEDNHHUEITDTENZEIREITDET
SHISEIHE T . K ANI RIREDIHZ A Compositon FHDEFEES AW AVES THFESR
ARNSBU Add BIFEITOETEXNERETT,

Delta | Specificity = Ignore Masses | Misc | References

Specificity
Specificity Site Position | Copy | | Delete | | Show Details |
Specificity Site Position | Copy | | Delete | | Show Details |

| New Specificity Definition || Show All Details |

| Save changes | | Cancel | | Update | Revert to Unimaod Show differences

Specificity |¥ 7 (LX) TIXI I A—MG<TI/BEFERE. HD0L\E N Kin/C RiFDALE [CDOWLNT
BREUVLET.REEENHDHA. [Show Details [IRY U EBITETLIUFEUVVWRERNB N
TEET, CREXN)

PREICH:S]
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Delta | Specificity = Ignore Masses | Misc | References

Specificity  Site Position | Protein N-term v | Copy | | Delete | | Show Details |
Specificity Site Position | Copy | | Delete | | Hide Details |
Classification |Cross—|ink hd | Group

Visibility In short list [ In long list Use in error tolerant search no

Notes | |

)

Pairs With
Symbols [13¢ v |[1  ~|| Add

Description |Intact cross-link |

)

MNeutral loss  Code

Compeosition

Neutral loss Code Pairs with| |
Monoisotopic: -17.026549 Average: -17.0305
Composition |H(-3) N(-1) symbols [13¢  ~|[1 ~ || Add |

Description |Amm0nia guenched monolink |

MNeutral loss  Code Pairs With E
Monoisotopic: -18.010563 Average: -18.0153
Composition |H(-2) O(-1) Symbols [13C v |[1  ~ || Add

Description |Water quenched monoclink |

Neutral loss Code Pairs With D
Monoisotopic: -121.073893 Average: -121.1350
Composition |C(-4) H(-11) N(-1) O(-3) Symbols [13C v |[[1  v|| Add |

Description |Tris guenched monalink |

| New Neutral Loss |

| New Specificity Definition || Hide All Details || Show All Details |

Site M BEROMI < P /BEETZ (IR TFRDALE(N Kim/ C K)o
Position : Site D7 Z/EEIC DLW TDALIERE,

Classification : UV N—DHETIN REDRVIAHRETHERT DI T DI IRED TR
ZTDEDICIFHEESATEA.

Group . B33 specificity TRU group HFESMNEIVIRSNTL\DIFER. Link(ST)RED
FOICTI/BMIDICEESHENET,
Visibility : modification 'J AN TCDFRRDEINTS

- short list : modification MFEREHE U TN BT
- long list : ”“show all modifications”MZA T3 ZEA VICURVWEFRRINRL)

F7z Neutral loss ICBTRRELHYET T UE Loss IEIFT TR BENMBIMTDIIHEEEIE5T
BREZELE T, COEFDIE crosslinking (D monolink 5%E&EHULTHY . modification [ZIFRVVEER
DEREEENG DD TEENNETT,

Code : Crosslinking ) Monolink Z%E T. NeutralLoss D/\Y— U E18E T DIRITEIR
IBEBELTRRIINE T, i IFEET. MASCOT Server I THRICEfRINT
EDEBYFEEA I—F—HEELPTVEDZECHFIA<IZEL), Linker M7
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RTIFRZEBRETEED—FINELTD/NI—VIFTDTRVEELB LTI
TDEHBDINI—0ETFHERLTHLZENTEXT,
Pairs With : monolink /\F—2DHTHICHITR > TV SHAEHDENRHNIL HFEID
Code ZECALE T,

Composition : [Deltal CHEEULESHN DOV TWSIREBEZEARE U TZEIHSDIFRE
IBEUET B H ST Symbols | EHF, TAddIRY VICKDAAITHIGLTLET,
Description  : Code THEEUZ/N\I—VDARBICDOVWTE THIRTDIEEICHEOIAXERTT,

LT EEZEDHIYE<RVEREMCI . PTG SEZEM TEMERNWCENEEAETT,

Mgnore Masses|¥ J (T IFEMTICHBEL CTRNBIFENDE—VICDVWT EDE—DZEANT—F
MNSRUBREYYF VI DORENSHATRERICFIALET,

Delta | Specificity | Ignore Masses | Misc | References

Ignore Mass 1

Composition | |

Symbols [13C v |[1 v || Add

New Ignore Mass

| Save changes | | Cancel | | Update Revert ta Unimad Show differences
The chemical composition of the modification as a delta between the modified and unmaodified residue or terminus.
For example, if the modification removes an H and adds a CH3 group, the Composition would be shown as H(2) C.
The formula is displayed and entered as "atems’, optionally followed by a number in parentheses. The number

may be negative and, if there is no number, 1 is assumed. Hence, H(2) C is the same as H(2) C(1)

/=

Misc]¥ TIFEF I VM) —ICRAULTINE TORERBLUADAE [EDMIEBUET,

Delta | Specificity | Ignore Masses | Misc | References

Creation Date 2017-08-17 14:12:08

Last medified 2018-09-132 11:40:08

User unimod

Motes

o

Alternative name 1 |bis[su|fosuccinimidy|] suberate (BS3) || Delete |

| New Alternative Name |
|
| Save changes | | Cancel | | Update | Revert to Unimod Show differences
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[Referencel¥ J1E. ZD link (BIRZERET DICHUSEICUBERICDVWTEALET,

Delta | Specificity | Ignore Masses | Misc | References

Reference 1
Source Misc. URL v

Text |ThermoF|'5her data sheet |
URL | https://www.thermofisher.com/order/catalog/product/21655 | Goto

New Reference

| Save changes | | Cancel | | Update | Revert to Unimod Show differences
P ]

13-6. Enzymes

FONDBHIONRTFRICHIMT T D/N9—ICEAT S
Editor -> Enzymes CH<ENTEZET,

RAICREBHDER—ENENET (TH) . BECHIREETDEEMRAR I DHSILEAit|D
V2020 ILETHRFEOEDERFERGIHMBEDREZENRT SICIFEE FERDIAdd new
enzyme |\ U EHBULET,

EZ{TOEME CY,Home -> Configuration

Xis

Mascot Configuration: Enzymes

Title Sense Cleave at Restrict Independent Semispecific

Trypsin C-Term KR p no no Edit Delete
Trypsin/P C-Term KR no noe Edit Delete
Arg-C C-Term R P no no Edit Delete
Asp-N N-Term BD no no Edit Delete
Asp-MN_ambic  N-Term DE no no Edit Delete
Chymotrypsin  C-Term FLWY 2] no no Edit Delete
CMBr C-Term M no no Edit Delete

) C-Term M ;

CMBr+Trypsin C-Term KR b no no Edit Delete

. . N-Term D .
Formic_acid roEr— = no no Edit Delete
Lys-C C-Term K p no noe Edit Delete
Lys-C/P C-Term K no no Edit Delete

MN-Term BD .
LysC+AspN CTerm K p no no Edit Delete
Lys-N N-Term K no no Edit Delete
PepsinA C-Term FL no no Edit Delete
semiTrypsin C-Term KR p no yes Edit Delete
TrypChymo C-Term  FELRWY p no noe Edit Delete

MN-Term ]
TrypsinMSIPI C-Term KR P no no Edit Delete

C-Term ]

R MN-Term ] ;
TrypsinMSIPL/P CTerm KR no no Edit Delete
V8-DE C-Term BODEZ P no no Edit Delete
VB-E C-Term EZ P no no Edit Delete
NoCleave C-Term ] ABCDEFGHIIKLMMOPQRSTUVWXYZ no no Edit Delete
None
|
| Add new enzyme || Main menu |
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LIRE, Trypsin ZHIICEREIC DV TERALZLET,

Edit Enzyme: Trypsin

Title | Trypsin |

Independent O

Semispecific O

Components
# Sense Cleave At Restrict Delete
n — O

Test

Protein :

MSEELSQKPS5AQSLSLREGRNRFPFLSLSQREGRFFPSLSLSERDGRKFSFLSMFSFLM
PLLEVIKIIIASVASVIFVGFACVTLAGSAAALVVSTPVFIIFSPVLVPATIATVVLATGFTAG ™
GSFGATALGLIMWLYKRRMGYVKPKDNPPPAGLPPNSGAGAGGAQSLIKKSKAKSKGGL

# Start End Peptide

1 1 1 W

2 1 18 WEEELSOKPS SAQSLELR

3 2 18 SEELZGKPES ADSLELR

4 19 21 EGR

5 22 23 MR

6 24 32 FPFLELEOR

7 33 35 EGR

8 36 45 FFPSLELSER

9 46 48 DGR

10 49 49 K

11 50 67 FEFLEMFSFL MPLLEYIK

12 58 140 TITASWASNT FYGFACYTLA GSAAALWYST PYFIIFIPYL YPATIATVYL
ATGFTAGGEF GATALGLIMW LYK

13 141 141 R

14 142 142 R

15 143 148 WGYEPE

16 149 172 DNPPPAGLPP NSGAGAGGAD SLIK

17 173 173 K

18 174 175 3K

19 176 177 AK

20 178 179 3K

21 180 183 GGLE

22 184 187 ANCK

23 188 188 K

24 189 191 WLK

25 192 193 3K

26 194 197 FGGK

27 198 198 K

28 199 200 GK

Test Enzyme

Title . RES
Independent :2 DLLEM Components BEREICFTENTLVDE, 2 DDREZIXSIXSICEELT
TDBBEAINLZT—RZRELTHIIEINIZNY—2ZEZER TS (FIvI)N TN
EEEBFICUMTI/IN Y- BMCRDT—RZERTH(FITVvIEL)D
Semispecific : N F/z(E C RimDH{AIN Components TEZRUEZHA. ©O FAINMERDIZAT

Y g SUEEZER T DN EDN

Components : YIf/\9—VICBT R E LLFIEEZRELE T,

- Sense

: UIERERRAY N Kimh C Kifmh

- Cleave At : EDO7PI/EEBREZR#LUTUITIT N

- Restrict

Test Enzyme K52 :

tIRT L7
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YI#T/N9—2 D Components [F2DRETDEELTETXT, FHIEICNBr+TrypsinlsZEDNHFI T,

Title |CNBF+TF‘,"|JSiI‘I |
Independent O
Semispecific O
Components
# Sense Cleave At Restrict Delete

: v ] O
2 kR ] D

II

13-7. Instruments

TOTIATAIZARININD I ST A SE—DBRIEEREER T D214V —XICHATDEREZ
{TOEME C9 . Home -> Configuration Editor -> Instruments CTH<ENTEXT,

wstvwments ____________________________________________________________________________________|
Ion series Default ESI QUAD MALDI ESITRAP ESI QUAD ESIFTICR MALDI ESI FTMS ECD ETD TRAP MALDI MALDI MALDI CID+ETD EThcD EAD
TOF TOF PSD TOF TOF 4SECTOR QUAD TOF QIT TOF 1sD
1+ X X X X X X X X X X X X X X X X
24 (precursor>2+) X X X X X X x X X X X X
2+ (precursor>3+)
immonium X X X X X
a X X X X X X X X
a* X X X X X
a0 X X X X
b X X X X X X X X X X X X X
b* X X X X X X X X X X X X
bo X X X X X X X X X X X
c X X X X X X
x
¥ X X X X X X X X X X X X X X X X
y* X X X X X X X X X X
yo X X X X X X X X X
z X
yb X X X X
ya X X X X
y must be
significant
y must be highest
score
z+1 X X X X X
d X
v X
w X X X X
z+2 X X X X X X
Min internal mass
Max internal mass 700 700 700 700 700 700 700 700 700 700 700 700 700
Refine results with
machine learning
DeepLC model for . . e | e | | — o w |tnone) ~ |[tnone) v | Tmone) v |[fnoney ~ |[(nore) w |[tnone) ~ |[fnone) ~ e -
retention times - o o S S o o o S o o o c S o o
MS2PIP model for . ——— e e [T one) v |[tnoney ~ |[(noned ~ |[none) ~ |[tnoned ~ |[(none) v |[tnone) ~ | [{none) ~ one) v
spectral similarity  * - o o - o o o o - o o o o - o o
Delete Delete Delete Delete Delete Delete Delete Delete Delete Delete Delete Delete Delete Delete Delete

Edit Edit Edit Edit Edit Edit Edit Edit Edit Edit Edit Edit Edit Edit Edit Edit

Yy Of y++ MUSE be highest scoring series
%

RIS BREBFADEE—ENENT T BRICHIBREZTDFEIMRAR I DZARFEERLDTICHD
TEdit |V 020UV ILET RAFOEDEFERDIHBEDEREEIENR T DICIFEE FERD New
Instrument /Ry ZHLET (LX),

MS2 T—9EDYYVF I EERTDAIA V) —XPERICDOVWTFIVIEAN, FREERREIC
[Save changes|/NY V=T & TCEHREMRFINETT CRR—I LX),

EREICIX refinement TR T DREEHAIAFTE D EMTE XY, Proteome Discoverer & DEHERF
R E | Instrument FREEBEBIEHDDIC refinement [CEATBHREBENRVIGETREICZDERED
CHIRZECHRE<IET L,
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Instruments

New Default ESI QUAD MALDI

TOF TOF PSD
X X

X

Ion series

1+ X

X

X
2+ (precursor=2+) X
2+ (precursor>3+)
immonium

a

a¥

ao

b

b*

bo

H

®oX o ox® X X X X
=

c

X

Y

‘}'*

y0

z

yb

ya

y must be
significant

y must be highest
score

*x
=

z+1
d

v

w

Z+2

|i|DDDﬂDﬂ Oo0d00@epeU000@®@UBR0U0BO O

Min internal mass

Max internal mass I:I

Refine results with

700 700 700 700

machine learning

DeepLC model for (none)  |[(none) v | (none) || (none)
MSZPIP”!DCH for HCD20: v || (none) v |/(ncne) v | (none)
spectral similarity

~

ESI TRAP ESI QUAD ESI FTICR M/

TO
X

X

X
X

>
=

>
>

700 700

v ||(none) v | (nor

‘‘‘‘‘ ~ v [ (nor
(no

(none)

retention times
Instrument name: |M52PIP:HCD2021

p—
| Save changes |||Cancel |

DI CID+ETD EThcD EAD MS2PIP:HCD2021
D
X X X X
x X X X
X X X
X X
X
x X X X
X X X
X X
X X X
X X X X
X X X
X X
X X X
X X X
X X X
700
X
) v || (none) v | (none) v | (none) ne) v
) ~ || (none) ~ |(none) * ||(none HCD20: v
te Delete Delete Delete| Delete
it Edit Edit Edit Edit
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13-8. Quantitation

SONIOBNDEERMICEITSIREZITOEMETI ., Home -> Configuration Editor ->
Quantitation CTH<ENTETFHT,
RAICKREBRADEE—ENENET (TH) . BECHIREEZFNDEEMHAE T ZIHSFBEERD
)200% RESREZZRLIE—UTESS TESRAGRIE Copy DUV 0EI )Y ILET . BEFD
EDEIFERDHFHRDZLEZIER T DICIKEE MDD New quantitation method |NY U EIBLE T,

LIBE, ITMT 6 plex | DREZEFE > CTEERDHRBAZVEUET,

Mascot Configuration: Quantitation Methods
Name Protocol
None null
iTRAQ 4plex reporter Copy Delete Print
iTRAQ 4plex (protein) reporter oDy Delete Print
iTRAQ 8plex reporter Copy Delete Print
TMT 6plex reporter Copy Delete Print
TMT 2plex reporter Copy Delete Print
TMT 10plex reporter Copy Delete Print
TMTpro 16plex reporter Copy Delete Print
DiLeu 4plex reporter Copy Delete Print
180 multiplex multiplex Copy Delete Print
SILAC K+6 R+6 multiplex multiplex Copy Delete Print
IPTL (Succinyl and IMID) multiplex multiplex Copy Delete Print
ICPL duplex pre-digest [MD] precursor Copy Delete Print
ICPL duplex post-digest [MD] precursor Copy Delete Print
ICPL triplex pre-digest [MD] precursor Copy Delete Print
ICPL quadruplex pre-digest [MD] precursor Copy Delete Print
180 corrected [MD] precursor Copy Delete Print
15N Metabolic [MD] precursor Copy Delete Print
15N + 13C Metabolic [MD] precursor Copy Delete Print
SILAC K+6 R+10 [MD] precursor Copy Delete Print
SILAC K+6 R+10 Arg-Pro [MD] precursor Copy Delete Print
SILAC K+6 R+6 [MD] precursor Copy Delete Print
SILAC R+6 R+10 [MD] precursor Copy Delete Print
SILAC K+8 R+10 [MD] precursor Copy Delete Print
SILAC K+4 K+8 R+6 R+10 [MD] precursor Copy Delete Print
ICAT ABI Cleavable [MD] precursor Copy Delete Print
ICAT D8 [MD] precursor Copy Delete Print
Dimethylation [MD] precursor Copy Delete Print
NBS Shimadzu [MD] precursor Copy Delete Print
Acetylation [MD] precursor Copy Delete Print
Label-free [MD] replicate Copy Delete Print
Average [MD] average Copy Delete Print
I| New quantitation method ‘ | Main menu |

Proteome Sciences 6-plex Tandem Mass Tags(R)

4
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EE_LERICIZName | & [Description )34 | EREEB D#AIIEHRE L THALET,

Method 1Y T CTIEY VNVBNDERIEZFREIT DR ORTFREEENSIVNVBDEEEZ
STRE IS EICRET SRERBNEHSNTNET,

Edit Quantitation Method:TMT 6plex

Name | TMT 6plex

| Description | Proteome Sciences 6-plex Tandem Mass Tags(R) |

Property
Constrain Search

Protein Ratio Type
Protein score Type
Report Detail

Show subsets

Require bold red
Minimum Peptides
Significance Threshold
comp qualifier

seq qualifier

Modification groups

Save changes | | Cancel |

Method @ Protocol | Component | Report Ratio | Integration | Quality | Outliers | Mormalisation | XML

Value Action

median v

Define

Define

Clear

Define

Add Composition
Add Sequence
TMT fixed | Add Modification Group |

If any modification group specifies exclusive mode, then apply this constraint during the search so that only
matches that can be used for quantitation will be returned.

Constrain Search

Protein Ratio Type

Protein score Type

Report Detail

Show subsets

Require bold red

Minimum Peptides

: [Quality|¥J DIExclusion|IHE THRE S NZEMIC DT,
BREGBRNSFRVTLUR—bIINEINZERELEF T,

 PHAURTFROEEBHRN ST VN VBDEEEBESET D 5%
median, average, weighted(intensity [CKDEH DT Z LTz average)
NoEUFET . BREHE CEE AR,

: FVINDBDRAOA7PELRAECTT IAIWNERENSDEEZHLE T DEFIC
$8XE. standard /2l mudpit HS:BIRULET,

: RTIFRURIIVTHOEEBZR/REAICTRTT DHEDIN,

: subset DY VNI BZHB/REAICKRTT DHDRECTT IAIEDHSEER

BORRITIEE. 0(2<FRTERL)DS 1(TARTRRSE D) DEIDEIE,

. EEETEXNRDODARTFRZ bold red (AIEREEBZ S IM14I) IC
[RETDHEDH
: IUNDBICT A IINBIRTFREORIEIE, EREIE CEE AlfE,

Significance Threshold: RTFROREIEEEET J4 IV NERENSEEULZWGRICIERE,
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comp qualifier

seq qualifier

Modification groups

: RTFRICEEND 7/ BBREIC K BRE. XEIE Sequgnee Query (&
DERERUTY, fl) *[C]>C ZH%T1DED, RE
: RTFRICEEND T I /BB L BRE, XA Sequence Query SED
EREEU T,
) *-TSL —>N KimKlE C KimHS TSL EW\D WU DEFI. RE
. EEFTEZITOBRMNTIEE T EMDMEERELE T, KT
[TMT fixed | &\L\ DT IL—T MY, J)L—THT TMT6plex (N-term) &
TMT6plex (K) MEZRINTUVET,, I —TOXREE@IILLTDEY T,

Property

Name
Mode
Required

Unmodifiad

Modification

Local definitions

Maodification group 'TMT fixed"
Value Action
| TMT fixed |
O
|TMT6pIex (N-term) b |
|TMT6pIex (K) v| | Delete | | Add modification |
| Add local definition |

Name
Mode
Required

Modification

Unmodified

Local definitions

. BRIV —TDHEFR

: fixed K/zld variable,

: BB EZTI LT COBMARIRHNTVSZEhRHENDHE DD
. [ERERRE,

: RBEWNRNORN T D7 /EEFREA N/ C FKiffo

: Quantitation AR/ T TERAT 3B ZEIEE ],

[Protocol ¥ J TCl&. KT D EEMEMTN MASCOT CTEERIDEDNI—VDEERTAENE
BETDEEEIC, EOFAMBEDOBERERENKIINET (TH) . ZR-HIIE reporter DEXTEIRHE
TIN. ZOMDREEGBIRSNAZTORINICE O TATKERVFE T (REICEELTHD &
BETIREBEBENMIVEDVET)  BERAICA—VILEEHDED S, TORMICHBAXNRENDIDT
FULIFEESEISRIETL,

Method

Property
Protocol

Reporter Tolerance

Reporter Tolerance Unit

Protocol Component | Report Ratio | Integration Quality

Value

reporter w

Save changes ‘ ‘ Cancel ‘
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Protocol : MASCOT CEZINZEEMET IO IILOEIR, LTOEERHUET,
- reporter : MS2,FEMRIBICENSIBZE—IDREZEESTREICFA,
- precursor : YVIREDNFETEBENERDE-—XRTFRORT7ZE 1 T—IHAHNSEL,
BIERTF RO MS1(XICs) IR ZFAL CEEETEICFIH, Mascot Distiller NNE
- multiplex : MS2,AERTFRD TSI A ME—DDgEEEETEICFIA.
- replicate : IRV ITU—FE. EHDT—F(CEXK=N o>, BERTFRD MS1(XICs)
BHRZEFIAL CEZETRICFIA, Mascot Distiller BMAE,
- average : INII—FEE. EEDT XKDz, B VINIBDEZEICDWVT
FRENGEL) top N(N [FEE) DR TFRTFT—9ZEFBEVEGHETDEEBIC
reference EDLLR CEEEZR T Method | Protocol | Component | Report Ratio | Integr
Protocol
GBI Average TORIILDIHETY, LigE E:;zz:v
RTIEENERVET, Num peptides
Selection
Reference Accession [ ]
Reference Database [ ]
Reference Amount

[Component |9 JTlE. EEFTRZITOTEHICERLULLRT —Y V) —X (Component)[CDLT,
BIMCBEEREDHREZITVERT (TH). 55 Protocol [CKWEREBENEILLE T LAF reporter
DBICDOVWTEFBRBICOVWTHRICHBLI TN, FT0OMI . SIEEOFMIEEREOEE T
A=V I ZREBEBICHOEZE. Bl FEROSBARICKRAIINSIRE BT,

Method | Protocol | Component | Report Ratio | Integration | Quality | Outliers | Normalisation | XML
Components:
Property Value Action
Component | 126 ‘
M/Z Monoisotopic : Average :
Corrections Type: Shift:
Element: b |D.D ‘ | Delete |
Type: Shift:
Element: v |D.1 ‘ | Delete |
Type: Shift:
Element: v |8.5 ‘ | Delete |
Type: Shift:
Element: v |D.5 ‘ | Delete | | Add correction
Components : E&REHANDIComponent|—&(HK)

Component
M/Z

Corrections

Components:
: IEIRULTLVS Component DZFNR Property
: reporter DE—DDALE Component
: & component CEUBIE—UI TR M/Z

2L\C, 7 F?%ﬂ‘ﬁ%%@%”é@gﬁﬁgo Corrections

Elamaont

144



[Report Ratio /¥ J CIIBER TR RIDLUICDVWTERLET . B FICERATINDS
Components ZIEEUFR TN, BHIGERELZ T TR BERALZERULEVITIEREERAEETT,

Method | Protocol | Component | Report Ratio | Integration

Report Ratio

Normalisation | XML

Denominator

Property Value Action
Report Ratio [127/126 | Delete Report Ratio |
Numerator Coefficient :
Denominator Coefficient : | Add denominator |
Report Ratio 1128/126 | Delete Report Ratio |
Numerator Coefficient :

Coefficient :

| Add denominator |

Denominator

Report Ratio 1129/126 | Delete Report Ratio |
Numerator Coefficient : Add numerator
Denominator Coefficient : | Add denominator |
Report Ratio 1130/126 | Delete Report Ratio |
Numerator Coefficient : Add numerator

Coefficient :

| Add denominator |

Report Ratio
Numerator

Denominator

| New Report Ratio |

| Save changes | | Cancel |

[131/126

Coefficient :
Coefficient :

=e e =e e =e
oo oo oo oo oo

| Delete Report Ratio |

Add numerator

| Add denominator |

B EMHRREICDOVTIEILT URL ZZEBLETL,
https://www.matrixscience.com/help/quant overview _help.html#CONCEPTS

B SAJVI—FEE. replicate OV TD Component X° Report Ratio DEREFIC DL TIE
LUTFEROD P.16~ ZEIEIRTL,

https://www.matrixscience.co.jp/supportpdf/MascotDistiller replicatesQuantTutorial.pdf

lntegration|% 7| Precursor 0 intensity [CDUL\T,
BEXRTFROE—IBEZREULEDE TVLEDIL—IVIC
DUWTHRET.MS1 BENEEFECHRENVERIEH
THNRTFRABEINLZRA U MZRGLIC Retention
time ZRIBRUBRMNOYI—TVRERBIRTFRE—ID
intensity ZEZEE U TERLEDETL<EDIL—ILTT,
reporter JORIITIET IAIVREREDL DS, EARHIC
MonelXE CTHIRAIAKEICRVET (BH).
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Method | Protocol | Component | Report Ratio
Integration
Property Value
Integration Method
Integration Source survey v

Simple ratio
Allow Elution Shift
Elution Time Delta Define

Elution Profile Correlation
Threshold

All Charge States

All Charge States Threshold
Matched Rho

XIC Threshold



https://www.matrixscience.com/help/quant_overview_help.html#CONCEPTS

https://www.matrixscience.com/help/quant_overview_help.html#CONCEPTS

https://www.matrixscience.co.jp/supportpdf/MascotDistiller_replicatesQuantTutorial.pdf

LD TZITIE TMT TR [Label-free[MD]IDEXEZ{ED T Integration NDRIBEBZFHALET (T
).

Method Protocol = Component | Report Ratio | Integration Quality | Oul

Integration

Property Value

Integration Method

Integration Source

Simple ratio O

Allow Elution Shift

Elution Time Delta 500.0 Unit : | seconds v | | Clear

Elution Profile Correlation

Threshold ‘999 ‘ | o= ‘

All Charge States
All Charge States Threshold 0.20
Matched Rho

XIC Threshold

IiI |

XIC Max Width 250

I

XIC Smoothing

Integration Method : T—YDHEFED) A%
- nome : :‘ﬁ:nt’éfbﬁb\o
- simpsons : YUY IUXRICEDVZED
- trapezium: BFEARICEIVVZEDS

Integration Source DT —YZEED T DN DOVTDERE,
- survey :survey scan () Precursor E—JH&,
- zoom : zoom scan @ Precursor E—2Hf&,

- header : AVY—BERICEHINTL\S XIC DiE,
- fragments: MS/MS DI T XV E—IEBEDEET

- mrm : MRM, multiple reaction monitoring
Simple ratio : FIVIRADTVBHIIEEHENEDEFKERICFAINET,
FIYIEINTVWRWEE SEUBROAEZLERELET,
Allow Elution Shift : BAEEEDIILYINERRI DN
(T—F[BD RT PIAXRIEEETDINEDH),
Elution Time Delta  : 731 XJMDFFEEHE,

Elution Profile Correlation Threshold :
XIC E—=ODERAF+ U DERDBEN SIEUERESEHNBTZER. EfRE
BAF Y EDFEREE AT Y ZEEDRHEE UTHIA,
All Charge States : MOER CRESNERTFROE—JZEESFETERIINEDH
All Charge States Threshold :
LEClAll Charge States|[CF TV IMNAD TV DIEE. xEEBENEL)
BRICHU TS TREUV ZEIGU LDBELE DERDE—IVZ58R
wWREUVTEERICHIA,
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Matched Rho : AR O SR —E—ODEANE E EERIED BRI C DREBLULD

RESTEICHIA,
XIC Threshold : XIC SRR KIEICTH U TDEIG, XIC DIEEIZ DU T, SHE R
XIC BENCDEREBULDEISDETH D ENKHONET,
XIC Max Width : XIC STERRBEHEDILREER T 2 X+ v V8D LR,
XIC Smoothing : AL—=I DT DINGA—9—TC, ZEMEZ n EUREF 2n+1 ED

Savitzky-Golay AV 1—Y 3V BHD T YNIL > TRLA—I VT ZEERE
FEENRKSVIEEMH <RDINETERFEAHNN D).

Matched Rho [CDWTIIUTFEREHEEREUTISRBRIZETL,
https://www.matrixscience.co.jp/supportpdf/MascotDistiller replicatesQuantTutorial.pdf

Matched Rho [& P.42~®M[ Correlation coefficient][CEZHUE T,

[Quality ¥ JIEEEAEDTEE T IR TFRICEAT 2:BESXMHTT (TH),

Method | Protocol | Component | Report Ratio | Integration | Quality = Outliers | Normalisation | XML

Property Value Acti
Minimum precursor charge
Isolated precursor O

Isolated Precursor Threshold |0.5 |

Minimum a(1) |0.0 |

Peptide Threshold Type |at least homology v |
Peptide Threshold Value

Unigue Pepseq O

Exclusion Add Exclusion

Save changes | | Cancel |

Minimum precursor charge :
SEHRETIRTFROEBRD TR,
Isolated precursor :
precursor E—JfHENEE—IHEIEICH U T, precursor DV 5 AY—E—DODEEN
HHBENEZE XIC SHENRETHIRTFRDOZEEDHBFICFIRT 2HE 5D, Distiller LD
fEREME ClFraction | E U THRRINDEERU T,
https:/ /www.matrixscience.co.jp/supportpdf/MascotDistiller replicatesQuantTutorial.pdf
P.40~ (2. &H(C Fraction [CEHYT 3EANCIVET,
Isolated Precursor Threshold :
_LtZtlsolated precursor| CEA T DENE,
Minimum a(1) :

BAE—UEICRUT a(l)E—UD5EE L TKHDEIE,
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Peptide Threshold Type :
EEFSTENRETHIRTFRICDNT, ROAP0HIRHE, AEEEEZE O
T4,
Peptide Threshold Value :
5l Peptide Threshold Type | CRIO 7 PHARHEZZIRUIR, BBEICEHONDHF
Unique Pepseq : 1-— IR TFRDAZEHZRICEK T
Exclusion : CCTCEREULRER(TIV—IRDVWTVWBIRTFREESSENSHUET,

[Outliers |9 TIIRTFRODEEEN ST VINIVBEDEEEZHE T IE. [ANEIDRVNEE DTS
MMEDVWTDFRETYT (TR,

Outlier method : SHUBEH< A Outliers

- none  HMUEBERLBEZETDRL Property Value
- dixons . Dixon 3£ Outlier method auto W
' ’ none

- auto . T—IEIZL DT Dixon EFTzIE w
Rosner JEDEE S5 H % EIR | Save changes | | Cancel |

X grubbs
_ grubbs - Grubbs }f method of dEtECtiﬂg outliers FoSners
- rosners : Rosner’k

morme—Ble satlise mmmn e

[Normalisation |9 JI|3EUYED normalisation |[ICETRRECTIT (TH) . N OEBRDEZHIIE
EUTET 9 DENTDIFH B none”[C normalisation [TERAARERT—INHIGEIFLULTIRAIC
HOTTHALESL,

Method Protocol | Component | Report Ratio | Integration | Quality | Outliers | Normalisation

Property Value Actio

Normalisation method
Normalisation Peptides Add Peptide
Normalisation Proteins Add Protein

Save changes ‘ ‘ Cancel ‘

Normalisation method :
- none : normalisation ZEELRL\,
- sum : (reporter FORIILDH) MS/MS ARTMVDUIR—F—A 7 DREEDOFIMN
U TIVETRUICESRIRET Do
average : RTFROD ratio ICDWVWTH I FIVETHRATIINEU ISR DHEHRE T D,
- median : RTFRD ratio ICDOVWTH U FIVE THIMENREUIC/RDREIIRET D,
148



Normalisation Peptides : Normalisation [CfEF T 23X TF R (ELF) 8%,
Normalisation Proteins : Normalisation [CfEf9 %52/ /VUE (Accesion)ZiEE,

[XML1Y TIIERET 7MIVATEHREABN R INTLD XML J4—Y Y EEE(ICRRUTHESRTS
EEBICBRICEL O TIFERRET DO DREMM T, sLihZEE#EUpdate method |INY VEHT
CE TN ERAINET

Method | Protocol | Component | Report Ratio | Integration | Quality = Outliers | Normalisation | XML

Property Value

<method constrain_search="false" description="Proteome Sciences 6-plex
Tandem Mass Tags(R)" min_num_peptides="2" name="TMT 6oplex"
protein_ratio_type="median" report_detail="true" require_bold_red="true">
<modifications mode="fixed" name="TMT fixed" required="false">
<mod_file>TMT6plex (N-term)</mod_file>
<mod_file>TMTéplex (K)</mod_file>
</modifications>
<component name="126">
<moverz average="126.2188" monoisotopic="126.127726"/>
<correction shift="-2" type="AB certificate">0.0</correction> P

xml

Update method

| Save changes | ‘ Cancel ‘

13-9. Crosslinking

DORVIIORTFRBRFRICEAISDEREZITOEME CJ . Home -> Configuration Editor ->
Crosslinking TH<ENTEXT,

RYICHEBRADER—BENENK T BCHIREEZTDIEMHRE I DEFIFHEERD VIZE,
BEREZERLIE—UTCEES TETRADGRIECopy DU DZEDIVILET . EFFDED EIE
BERDIHEDREZIENR T DICITEME TED New quantitation method |/NY U ZEIBLE T,

Mascot Configuration: Crosslinking Methods

Crosslinking Methods

Name Strategy

Nene MNone

Disulfide bridge in Lysozyme Brute-force Copy Delete Print
EDC MMD1_ARATH+HOPZ_ARATH Brute-force Copy Delete Print
HSA ¥link:D55 Brute-force Copy Delete Print

| Mew crosslinking method | | Main menu |

L& RIEBOREEREIC DUV T, THSA Xlink:DSS|DEREEFE > CEAEL\UET,
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EE _FERICIEIName | & [Description |)'& Y SREDFEACFAULET,

[Method |9 7T GUI COREZITIOBNTTET(TH),

Edit Crosslinking Method:HSA Xlink:DSS

Mame | HSA Xlink:D55 | Description | |
Method XML
Property Value Action

strategy

InterLink
IntraLink

LoopLink
Linkers Linker : ¥link:DSS (K) A
I XI!nk:DSS (K .
Monolink : J:'u' DoesMotPairWith : Xlink:DSS (Protein N-term)
T
Linkar : |}(Iink:DSS (Protein N-term) V|
I Xlink:DSS (K)
Monelink : ':.“, DoasMotPairwith : Klink:DSS (protein N-term)
T
Accessions Database name : \:\ Accession : | Delete || Add parameter |
Filters Mame : Value : | Delete || Add parameter |
| Save changes | | Cancel |
Strategy : 2OZUDDDRPRTFREHFT HIE, Ver.2.8 TIEEMRDEIREEN
[Brute-forcel (#8Z7zW)MD 1IRTT,
InterLink : BRB9VINVBDRTFREIDKEEEET SN
IntraLink : A—TEEDYVINVBDERRDIRTFREIDESEERBIT DD,
LoopLink : A—EEOYNIE - F—RTFRETOESZERT DN,
Linker : Dh—DE8E, ) U h—RELVUEFER,
Monolink : —ADRTFROHZ) D A—DMGEEBEMDL D IZREIT—RJH—&UT

BREUVCVWEIRREEEENER D=6, T linkers(13-5) | ATEH TH\2B=E
Z{t/\9—2% Neutral Loss EUTEFEUTZ Code ZFEIRULFE T, Code KM%
RUTWEME, Linkers DEREEHER T DUENHYEXT,

DoesNotPairWith : FERFICERUARL) Linker DAENTE,

Accessions

Database name : JORJ IV IBRRZEZER T DI VINIBICDWVWT . HREDT—IR—RZHFELL)
BRICT—IR—RZZER AU TERUE T, Accession DELEH N RVZEE
T—IR—=RIU M) —ZEHRNITIERVEIHEARNICIFERTT  &OLTE
FALEWSEIEIU N —EBHEERICDE V(interlink 785 10 LUF,
intralink 8% 100 L F) RTFREAEDEEERIT DIV /NN IBDOFREN
100 U FERDBLDMBUANTEEDT —IN—RZHEHLTIZT,
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Accession : DOV ORFREERT DY VINIED Accession Z15E
Filters : crosslink BRFRWR E T DIEFRTFR DR
- MinPrecursorMr : {EEXRTFROBENHRKE
- MinLen MNRBERTFROBRERDRIEE
- MinCharge  EHEAR T FROERORIKE
Settings : TOIEFENDERE REFLULT—DODH
- MaxProteins : R V/N\IBHOHEARE F—/\—ADEFZHEILLZWEEREICHA

[XML|Y TFERET7MIVATHREEEDRBNEBRIN TS XML TA4—Y Vb EERICRRLT
2L BAICE O TIIEERET 2HDREMTT (TH). fRE%Update method |/NY > ZEIHT
CE TIRERBNBERAINET .

Edit Crosslinking Method:HSA Xlink:DSS

Mame | HSA Xlink:DSS | Description | |
Method | XML

XML

Property Value

<mxm:method description="" name="HSA Xlink:DSS" strategy="Brute-
force"=
<mxm:linkers=
<mxm:linker ModFileMame="xXlink:D55 {K)">
<mxm:maonolink=A</mxm:monolink:
<mxm:monolink=W</mxm:monolink:=
</mxm:linkerz
<mxm:linker ModFileName="xXlink:DSS (Protein N-term)"=
<mxm:maonolink=a</mxm:monolink:>
<mxm:monolinks=W-/mxm:monolink=> v

Update method

‘ Save changes | | Cancel ‘

13-10. Configuration Options

MASCOT Server DA T3V ICET SR EZEITDEME CJ . Home -> Configuration Editor
->Configuration Options TH<ENTITFTIT(CREXN),

INTX—=F—|Z(FZEMHDZE MASCOT Server N FHEH TS T IA4IMEZ BRI DIHZE L. BRE
ENRVIZED 2 INFI—UMRHYET, £z Configuration Options 7 T4 TRRINTLVRN
AT3avEFEL. TDIFEIE MASCOT Server NEH DT IAIMENBERINTVEIMN, ZDIEH
BEREBEECOEEH CHARI 2B CREBEEEITIELTTET,

REBEND—EFTICHSDAdd New Options | 21 g & —ERRICIFRND7T2A T3 VITDONT

RERBRBEREEZEANT DWHIENET,
IRTORERENT T UIRR TlApply IRy V&I & TEERNRHERINE T,
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Configuration Editor: Edit Mascot Options

Detailed descriptions of individual optiocns can be found in Chapter 6 of the Mascot Setup and
Installation manual.

To drop an option, clear the value field.

No changes are written to mascot.dat until you choose APPLY.

ProxyType

proxy_server host | |

proxy_server port | |

proxy_username | |

proxy_password

UseHTTPProxyForFTP () yes ® o O clear

UseHTTPProxyForHTTPS () yes ® o O clear

Test Proxy Settings

SaveLastQUeryAsc  ® yes O no O clear

SaveEveryLastQUeryAsC @ yes O ng O clear

LastQueryAscFile | ./logs/lastquery.asc

InterFileBasePath |C:/inetpub/mascot/data

MaxVarMods |15 |

SearchSubmitAcceptedFileTypes |Mascot generic,mzML (. mzML) |

SearchSubmitDefaultPeptideCharge |2+, 3+ and 4+ |

SearchSubmitOutputFormat |msr |

AlwaysCreateDat28ResultsFile |1 |

ClientResultFileMimeRefining |1 |

Add New Opti0n| |APPLY|

Configuration Options CHIHIR/AIN TS /LR [ZRR7G<. MASCOT Server C{ERRIREXR
FTaUNBYUET, FHBITRHED BAEERNER

URL : (BREERTER. STRREARWVEZLET)

F7zI&. MASCOT () Setup & Installation manual (Home BHICH3') 0 THENTESD PDF
T74), HEE)D 6 Z. [Options IDIERZE BT,
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13-11. Database manager

MASCOT CERULTW\WST—IR—

AT BEREET

[HE CJ o Home -> Configuration Editor

-> Database Manager CRHA<ZENTEXT,

Database Manager

Databases (4)

Parse rules {10} Name Modei:_f?.'_'i
?g?eduled updates 7proteinsForManual  custom  AA
Running tasks (0) PRIDE_Contaminants predefined SL
Settings SwissProt predefined AA
UP5640_H_sapiens  predefined AA

Databases and spectral libraries

Type " Status

Latest task

In use

In use | Get new files | | Deactivate | T_;gq‘?late ended in error (view
In use | Get new files | | Deactivate | Upéate succeeded (view log)
In use | Get new files | | Deactivate | Update succeeded {view log)

Enable pradefined
definition

Synchronise custom

dafinitions libraries_20210120T131537.xml).

Create new

Latest predefined definitions files are from Sat Feb 13 01:06:10 2021 (FASTA databases:
databases_20210212T160610.xml) and Wed Jan 20 22:15:37 2021 (spectral libraries:

Full database status is available on the database status page.

Database manager [CDWTCIFEHEDBREER ZEBLUTHVETIDTELELEZIEBLZTL,
https://www.matrixscience.co.jp/supportpdf/ MASCOTServer _ver26_sequencedbmanage.pdf

13-12. Security

X217 #EEICRAT R EEITOEME TI - MASCOT Server T Security #8E% ON [CLUTL\ 505
D&, Home -> Configuration Editor -> Security CH<ENTIFHT,

Mascot Security Administration

Logged in as Administrator

Add.
Options
Option Value
Security enabled
Session timeout
Default password expiry | 365
Minimum password length l:l
Use session cookies ]

Option
Verify IP address [

Value

Logging level |3

Help window.

Use this configuration application to add/delete/edit users and groups.

For further help on any input parameter, hold the mouse over the blue text.

tFa )T 148

EICDVWTILAHRDEREBER =# /L THVEITDTEESZEBLIZT W

https://www.matrixscience.co.jp/supportpdf/Security.pdf
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