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& 1 | SwissProt ::CFAH_HUMAN 37520 | 167416 0.962 1.130 0.872 1.103 1.306 1.096 1.132 1521 1521
[ 2 | SwissProt ::FHR2_HUMAN 1329 36538 0.858 1.123 D.Gﬁ? 1.132 1.406 1.065 1.071 82 82
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Accession Score | Mass | (15ngR1+15ngR2+15ngR3)/(3ngR1+3ngR2+3ngR3) SD(geo) | # (15ngR
& 11 sp|PO6T33IENOA_HUMA! 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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4{ sessions ‘ r__________ft_f'_________j current ‘
— taxonomy | old |
4{ unigene }%r _____ = ?c._____jl

—| X-cgi '



BIFIWY|T4LIR) [CEFENBABTIUTOEYTT (BIRITANITENSBET D EN
TETET),

bin  : CGILANDRITTOTSLA
cgi : CGIMETTOT S L
cluster : cluster VAT LFERARREE/—FICEHISTOT I A
config : FREIT7AIL. A ECIAT7II
data : MASCOTBRFRER I 71 ERI7MIVIIREADAMN L ITAILY (yyyymmdd) D IS
B Ns,
htdig : VITR—IRFTOUSL htdig BBED T 71
html :web R—IRFaXIT7PAI
logs : BREWCICEEEMEOOT I71IL
perl64 : perl D FZAAR—rIJE— (version 5.18)
sequence : REWNRERDT—IN—X
- current : REFRAPDT 71V
- incoming : RIZEAT 5T —IRN—XD—FHREGAT
- old 2 1 DEICERLTWET—IR—ZD fasta T7AMIVEFRF (18T 6L
sessions: ¥ 1T/ (CERTIEYIIVIER
taxonomy : £YREFRICEAITSTI71
unigene: UniGene 127 VIRXT7A)l
x-cgi  TFIUTAHEREEREEL RTINS CGIDOEITTOTI A

2-3. 3 {E5A( MASCOT &%

MASCOT Server CIEIANT—IDI1 T3 DDRESEEFERITDENTITEHT,

B PMF (Peptide Mass Fingerprint) & :
MSIRTFRE—DDAEDENSTVNIBZRE
B Sequence Query % :
MS1 ¥ MS2 DE—JIEHRICRIBERYIAHRMGZENL TIRER
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 Ilons Search) & :
MS1 1F#RkE MS2 [FRZEHABDE TR TFRERE. MS1T TRTIFRERYIAH MS2 T
RYF VT BAESNERTFREL LYV BEZERE (HE)

FIZ TOF RETTVA—T—YRARINVZERELUZEE. EDT—INSIVNIBZERETDH
[ZI& Peptide Mass Fingerprint JEZERAUET, £/lzay AV RTFRD MS1,MS2 1FHR%E
EEIIRTFREHICIVINOBZRIET D HEELTIE MS/MS Ions Search JEMMERTINZET,

6



3. MASCOT Server DAHT—%4

CDETIE MASCOT Server CHRRZRZ{TD=HDENRLIEERFRDFNZEERALE T, MASCOT Server
TRFBEEITOIEDICIE. BEDHEE TAEL T —9ZEFNDEF MASCOT Server [ZIITDDTIFRL,
HRIICT—YUIBETINENRHYET, T —YUBDRAUNE2DHYVET,

IAXENYRUNRTFRXIETSTAVNDEEZRRTDE—IDHEEDZT—HICTDE (3-1)
A FTIFRD Raw T —FEHIFREIRER T F AT P AIVE(E xml TA—VYMIERTDE (3-2)

JRNDE MASCOT BRRZEITIRIIC.HKED raw T — Y ZHFHAE THERFTROAHELE
T—HCEBRTDIUNENHYET, MASCOT Server BE TlE raw T—9 I DEETTEEA,

3-1 TIIRRICKITBRICT Y DUEBHNEGIERHE MASCOT Server B2IFfF1FHT 71
TA—YKIDWT, 3-2 Tl raw T—F N5 MASCOT TERAHMAHNARER T 7AI TA— W S ZEHR
I5TOTSLICDVTTBNUET,

3-1. MASCOT Server ' EEAAHRRER T 7ML TA =TV

MASCOT Server DewAAHFFBER T 7V T4 — v EZTRDEICITTONIZE—IEUIEDRE
[CDWTERBALTLWE T,

PMF BRERODANT—FEATFROBRHNRBRINEE— 2T HIERTT . PMF DANT—F
(OB IZA TF REROE — 2 £ 2 SN B EF (T, EEO®) EHEL. ZOE—ID m/z DH.
53\\d m/z & intensity BRERALET, /1 XICHYT B ERORIEIEC ORI TIRTONET,

Int.

10

:M@M\Lﬂh M\Lm“v_

500 1000 iz

(10e1)




TPAIICDOVWT THFRAN I Z7MIVTHNIIILRFHMATH > TEMEGR<KKRRZERITCEET,
T7AIDHRFELT, FERDESIC 1 FICDF1DMD m/z BREBICEHNMNTUVNISERENATETY,
THEEDKSICHEAIC intensity XU T DIENSENTLDIHA. intensity [BFHRZESEICAD
T—9MND m/z DEAENEZEZHFBALZWVWDOHODNY—2DZEHRLU B/INFY—2 D557 HHRE
BWT—2ZEDANT—IEVLTHERTEIARERVET . TDEHREACAMET —FTEERSIC
intensity FREZFRVNT—RERCT— A TRABRZLND EBRMIERDT—IANHYFET,

-~
© D (@ )
832.662 361.21774 4838.6552
903.342 487.26656 5281.3009
1186.439 494.28934 8868.6732
1373.681 5056.77755 16079.047
1403.722 686.36334 22677.156
1515.444 723.34797 36555.65
1727.916 836.78635 6731.0498
1743.951 955.4842 2890.8536
1759.966 1002.4743 5553.321
1788.721 1020.521 2661.7174
1804.71 1263.679 1759.9609
2174.812 1350.7063 3770.1817
2190.112 1495.685 43476.619
2256.871 1533.6332 3063.8439
2273.266 1675.6148 3315.1174
2288.489 (Z

& ) G y

PMF RZRTCIXEEED LD ICEMMRTF AT 7AIVICHIA FREX—A—/HBITA -V Eh 5N
INBUTDT7AIVDFRMAAAHZERIELTNET,

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 BRFRETIIAANT—FEUTRTFRIEWICTTIIAVDEBENRKMINZE—IDIFREEN
UCTHIBUE Y, FTHICEHD LIS TUA—1T—YRZARIIDSIEIRTFROBEZETET B2
[CHETR m/z EERDIER(FRRGSIFHEE) . TOTIMAIRZAZARINVISIET ST AU
ERBTDE—DVERV, JA XY SENZIEREHEUET,

- TUH—Y—IZAANRT MU 10
- AIFROBER mz B | )
- TOYTMASRAZRRINL .
- JAREAY RU, TSTAS K - ,[
HSRDE — %8R Claeatd et .

Mascot Generic Format (mgf) |[& MASCOT Server D MIS ANT—9EUTRBFERTINTLD
TA—=TYRTT UTDL S BHEHERDTNET,

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 THAZFEY END IONS THEDOYUET, DD KLWXFEDITIE
TUH——RAZARIMIVD S EONTZIBRICEE UE T pepmass B m/z &, charge NEfRZ
KUET QDED DX FDITIEITOYT I A IR ZAZARI NIV S BOSNTZIBRICEE L, /A XN

9



NYRENTSITAIRE—DITEZET D m/z & intensity DIFIRERVET, R intensity DIEIZEfRT
BRNMEINTLDIHS . MASCOT Server fiIT 1 fflilC#iE (decharge) L7 7SI X E—DEULT
T/’HONZFET , intensity DREICERBERMESNIZHETOIT7MIVEAIARTDY ITII7TITHND
DIF TR BEDE S MASCOT Distiller ZERAIT2EFTOHREARETIDTIERSIETL,

mgf T 71 IVICIFEED query ZFREH THREFIDEELTEFTI (TR,

FEOEDEE - BRE LCH et e
- ; 7
rmpn gR%EY2 R Q mefIrL )
10 1 . @
— X 2‘ —> A V' ®BEGIN IONS
S 4 S WM My -
7 AY 'f AT (1084 : pepmass
1 2 1900 2000 2100 2200 2300 Charge =
END IONS
®BEGIN IONS
pepmass=
charge=
END IONS
— ?
< 1 e L 2 ® BEGIN IONS
| Ms Z | MSY thorges | B~ T ILERDART
s PN N & e W F RDANRT )L
1] M52 1) Ms2 END ION{ 5 — &' 1 T 7 1)L
e N ( Ij (CEEHSNTNG

mgf T71IVE1JSDHEE LT, MASCOT Distiller, ProteoWizard () msconvert,ZU C&{EE
X—HA—DHABY I T7H o NTE2ATIarvRslEd, 35llllE 3-2 THEALWEULETD,

MASCOT Server M MIS #RZETIE mgf T 7MIVLNDEE T+ — Y NEHRE T 71 IV DFRAAPHE
WML TVERT o W T A=Y MILLTFDEY TT
e Finnigan (.ASC)
e Micromass (.PKL)
e Sequest (.DTA)
e PerSeptive (.PKS)
e Sciex API III
e Bruker (.XML)
e mzData (.XML)
e mzML (mzML) * ZLDEECHEAAEERTA—V VLT mgf DRICK<SFIAINET,

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

BIF—TYRDFMILUTD WEB R—IZTEBLIETL,
https://www.matrixscience.com/help/data_file_help.htmI#FORMAT

3-2.raw T—YZRTOT S

INAFTURERD Raw T—Y ZHFAIRER T F RN I 7V EZIE xml TA -V NIERT S TOT S A
[FARELDITHELUTD 3BEHVET,

B ProteoWizard msconvert
FA—=TN)—=RATOORTIYN T —LDY—IVEEZIESA1TSITT,
https://proteowizard.sourceforge.io/
msconvertGULexe &\ OIS ALZEHLTTOVSLNT mef ZERTDIEETITEIL.
MASCOT Daemon EHAENETHIATEEETETET (4-3 THRELRIEDBNZLTULET ),

B MASCOT Distiller

B MERFEL TL\DY TR I T 7 TJ . MASCOT Server/Daemon & U\ D728 ERUIRLNY TRI T 7
EDFEHEDRICEHMITIA I NE— DT —YERRIHMATENTTD2ONEFETY,
https://www.matrixscience.com/distiller.html (REEFEHTR—)

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

B BESHEEMEDYINIIY

FEAEDBESMEEMBDENT TR II7TIE mgf T71IV(E—DJURMDTFINT7AIV)R®
mzML J#—< I AMETRE T, TN5% MASCOT RRICHHT Z2ENTEE T . mzML TEFTS
BA E—UICZYETIEDERVBURETENERBLZ D 71IVEANETNTVBREREELLL
T9Y,

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 @& AE

CDETIE MASCOT Server CHRERZITOHAEICDOVWTIHALTLET,

4-1 TIE MASCOT Server ZRWhJ—J L THEEITDIAEICDOVWTITHAHALET . £z 42 TlE
ASHDHETERBLUIE mgf EANT—FELT.WEB TSI ENUTMASCOTRRERET DA EE
CERBALE D,

4-3 LETIE raw 7—9N'5 mgf ADEMEEH#T D ER<BRRZEFEIT DAHEICDOVWTITE/N
UE T .4-3 [& MASCOT Server [ZERIT/NURIILENTLSY IRIIT MASCOT Daemon ZfF>7=
BFEHE FTUT 4-4 TREESHEEXA—A—DRBLTVWDY INII7EFE>TITOIAEICDOLNT
CERALVELETD,

4-1. TURL]& MASCOT Server [RYEJ—2_ET MASCOT Zi5E T 35E]

MASCOT Server [& WEB 7 FUT—Y3>THY. BABEEHZVERIOIVE2I—9—H5
MASCOT Server & URL CTHEEULF T,
URL DEEAPIEUTIILLTDL S HEERE RV ET,
http:/ /(computer $)/mascot/ fl: http://mascotserver/mascot/
http:// (IP 7KL X )/mascot/ fjl: http://192.168.100.222 /mascot/

MASCOT Server D1E1—49—BEHS MASCOT ZI8E I DH5a. FEDLSIC
http:/ /localhost/mascot/
EUVD URL THEETI B ENFEAETT,

£y i i
O (i localhost/mascot;

MATRIX
SCIENCE

GG Access Mascot Server  Database search help  Contact

—7 MASCOT Server &IERINDIVE1—4%—hHS MASCOT Server % URL TIEET D5,
JUE1—9—RE P FPRLADEESH, HDWEEAFEABEEMNI DLW TIET—R N1 T—X T,
HUELLARILELTIE IP PRV ADAN K YVIRIGHSEHEA C7S S8 MASCOT Server [CEZE IP
PREUVANEIVIRONTWDERIE IP PRLATDIEEZ T ANLVAREMENE<ER CEXIT.—FA
RYRT—=DDAHEAE LT DHCP R EEIRYR IP WU HTHITON TV DIFZBIETI 1 —5—RICLD
IEEETRECERREEIND IP PRLRICEMIGT ZENARETT,

12


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

4-2. ZEH T 71)V%E WEB J S5 TR

ASHDAECT —IERETOEANIPAINEFETICE >TVWAEA . WEBT SO EEST
MASCOT Server DIRZBE{TOIBNTEIET, PMFOEZEE MIS DIESICHITTIRZALET,

D E—=2URRIPAIUTFRNE#LH

@ T35 %RE. MASCOT Server A7 72X

3 Home -> Access MASCOT Server

@ TPeptide Mass Fingerprint|(D[Perform search ]
B BRNTA=I—UMICANT—IEIEE

©® [Start search /Ny Z#d Z & THREREET

@ Incalhost t 4 ] t s U & &

MATRIX
SCIENCE

e e

Masczt detabase saarch * dcope Mascot Sarver T Dapbide Maas Fegeeonind

i Db baga
Haie decabane sakch * Aocein Mt Ser @

MASCOT Peptide Mass Fingerprint

Yoo Can Subimit Searches bo this Masool Server i Four name Email

i pmarchen of babchay of Search title
dowi PC L Do Tomfid F

istiler and many instrome  DBtabase(s) | Human_EST - Enryme | Tropsin w
asT
TprobainsF ofdandal Allew up to | 1 w | missed ceavages
(RAR

b 2proteing =
Peptide Mass Fingerprink UL

{4 Tha axpearimantsl dita are & ks of paptide madd Taxomomy | Al enires bl
e RUCh 35 rypsis
Fimod [— none selsciad — Acatyl (K]
Perform iearch §Fxsmple of resuls report | Mo | mpdiflcations » ;"..l’m M-{aren)
Acelyl (Prolein N-term)

Amidated [C-tam)

Seguance Queary Amidaiad [Prolein C-iarm)

B Display all modifications. Ammania-loss (M-taem C)
O oF MO paplide Mads values sssociated with Carbamidomethyl (T}
BRI .:n: Hrirgs, ming I*'_.= ompegitich -I.:.'n'u ‘.r,rlahle e MONG S El\:lllﬂ . = l: .’hﬂmldnmnlh\l I.,“ mr’n:
supsr-ast of & sequancs Lag query s 2 :

. ! 3 madifications > Carbamyd (K}
Pt search | Examphe of resulks report | Mo P Caramyl (M-8gem)

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 "t M M-H Hn.plm:.u'-: L3 j_v.@r_gg

L

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

5 pata file| 27 ILOHR | 27 ILFEREFNTOER A
oy

Search form defaults

Save vour preferned default settings a5 a browser

Data Inpat

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

13



@ mgf/mzML 771V %%

@ T35 %RE. MASCOT Server A7t
® Home -> Access MASCOT Server

@ TMS/MS Ions Search DI Perform search ]
B BRRNTA—=Y—UMICANT—IEIEE

©® [Start search /Ny Z#F Z & TIREREET

@

MATRIX
SCIENCE

Access Mascot Server

Mascot database search > Access Mascot Server

localhost/mascot/search_form_select_windows.htm| 8

Access Mascot Server Contact

rch help

database search > Access Mascot Server = M5/

Mascol

15 Ions Search

MASCOT MS/MS lons Search @

Home Database search h

Your name | | Email

Search title | |

Access Mascot Server

se(s) |2sequencesT (AA) - Amino acid (AA) -
You can submit searches to this Mascot Server using| F‘ TproteinsForManual
This is ideal for interactive searches, where you are m cRAP
parameters. For automated searches of batches of fi - sshbAmong2proteins
Mascot Daemon on a Windows PC can be found on tf SwissProt
searches from Mascot Distiller and many instrument] twopeptides

UPS640_H_sapiens
UP59680_0_sativa

Nucleic acid (NA)
Human_EST -

applications.

Peptide Mass Fingerprint

The experimental data are a list of peptide mass val
specific enzyme such as trypsin.

Taxonomy |Allentries "|

Allow up to | 1 v missed cleavages

Perform search | Example of results report | More inf

Quantitation [None v

Crosslinking | None v

Sequence Query

One or more peptide mass values associated with ini
sequence strings, amino acid composition informatiol
super-set of a sequence tag query.

Perform search | Example of results report | More in|
MS/MS Ions Search
i ed on raw MS/MS data from one or]
Perform search | Example of results report | More in|
@earch form defaults

Save your preferred default settings as a browser cdl

Fixed

-== none selected --- -

Display all modifications O

i € |— none selected —
modifications

bt iz |[ba v] #2c[0v]

M|

Dat

Data format | Mascot generic v |

Instrument | Default v

Decoy [

Acetyl (N-term)

Acetyl (Protein N-term)
Amidated (C-term)
Amidated (Protein C-term)
Ammonia-loss (N-term C)
Carbamidemethyl {C)
Carbamidomethyl (M-term)
Carbamyl (K)

Carbamyl (N-term)
Carboxymethyl (C)

MS/MS tol. + (0.6 Da_ v

Monoisotopic © Average O

file | J7AILOEIR | I7AILTERENTLERA

Precursor | |m/z

Error tolerant [

Report top | AUTO v | hits

l Reset Form.

4-3. Daemon Z{F> T raw T—9 = BEIERER

BEl raw J7AIVHS megf TJ7MIVEZEFTDDNKRERIF S MASCOT Daemon £ TZEHE

TOJSLZNUT raw T—IHO S BEFINICIBU D DRRT D AENRHUET,

Ees il

https://www.matrixscience.co.ip/supportpdf/ MASCOTDaemon ver28 manual.pdf

14
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https://www.matrixscience.co.jp/supportpdf/MASCOTDaemon_ver28_manual.pdf

DI3.Fa1—KITIVIP.11~)EZELLEEL,
T OS5/ LT ProteoWizard & MASCOT Distiller Z{ER T3 A EICDVWTENETNTRER
LET,

4-3-1. Daemon + ProteoWizard

FRIRALEL

https://www.matrixscience.co.jp/supportpdf/ MASCOTDaemon_ver28_ manual.pdf

DI3.F1—rJT7IV1([P.11~)[&. ProteoWizard ZF> TEHBU TREREZITOTVWERT . F L&

Fa1—hIFPINZEIELLZEL,

AMERADARBERESH BEGFIRICOVWTUTICTRALET,

@D Daemon ZkCH)

@ Parameter Editor ¥ 7 TIREFMUZIEEL. RMUET7MIVICREFT Bz Save |F 2 Save As|

@ Task Editor ¥ T TYRIAMRERNRD T 71V INSX=FT 71V EIEE

@ Task Editor ¥ 7MIData import filter | CIProteoWizard msConvert|%Z:#iRU. [Options |
(DTPeak list format| CTMGFJX¥°ImzML]ZZEIRLTHSTOKIRY

® Task Editor ¥ 7 CIRun MY {9 & TRERET

© Status YT THREDEWNRT IRFRT T I 2 ER/REMADURLNRRIINDEDTY)YD

DO~ODFIREICDOWTERD—ERBIEMRAICSEVWRTDTESSHHETISRET L,

4-3-2. Daemon + Distiller

Mascot Distiller ERUIE1—9—[Z1 VX —)LENTz Daemon Tl&, BT 055 LI Mascot
Distiller Z#AT3ENTETET, FlREE 4-3-1 SIFIFRAU TIN, T—IEEE D DIEE@EAI CTH D
@ONHPUERYZET,

@ Daemon Z¥CEf

@ Parameter Editor ¥ 7 TIRBEFMUZIEEL. RUZET7MIVICRET Bz Save |FK 2 Save As|
Q Task Editor ¥ T CYRIAMRERNRD I 7V INTA=FT71IVETRE

@ Task Editor ¥ JDIData import filter | ¢l Mascot Distiller | Z&RU. Options 1D

[Data File Format] T raw 71 JLDFZR Z . [Mascot Distiller Processing Options] T

ZTHDRICHER T DE—OZMAD/IN S X—5 v haERU THSTOK MY
® Task Editor ¥ 7 CIRun| MY ZH9 & TIRERET
©® Status Y TITHRZRDEW N T IRFET T I EBREAANDURLNAFKREINDZDTO VY

D~GODFIBIZDW\WTEREDO—BERDIRNRBEICCTVETDTEESEHETCITBRBLIETL,

15


https://www.matrixscience.co.jp/supportpdf/MASCOTDaemon_ver28_manual.pdf
https://www.matrixscience.co.jp/supportpdf/MASCOTDaemon_ver28_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 |  Dat @ 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. BEDHEEX—HN—DYV I I T7HSRER

BMHTERBUTCLWDIRRODAERZERFIHNIC. BEEFMEEA—N—ICTRFTL TV DS RER
VIRDIFPH5 MASCOT ZHUHUTKRRZITDOAENDBYET, TDHAE . MASCOT Server &
HEEBEX—A—YVILII7REERNICHOIIEI—F—[CAVRAM=ILEINTHY  EBX—H—
VI RJI7 LT MASCOT Server % URL TIEET DHEICRUET,

BEHEADEVHDRVIBEEDLARNINTER TS CLVRWAEEER TS0 VI I I 7 TEHRERE
TOFIICALIYE1—9—0 WEB 75T MASCOT % URL 5L TC.Home BIEZH<EN
TEBHIWNT CHESRIA<SBEZHERLET,

BREERZEDLSICHAITEINIY I ITIT7ICE>TERYET . 83RE MASCOT Server D
REBREEN T T TRIINDT—XEHNIEX MASCOT Server DRFRIERMNIZEAX—H1—
VIRII7ICRYIAFEN, EDYV IS IIPDARTRAINDFEHVFET, WITNDT—XICHWTE
MASCOT Server CHRZRINIZABIZHT MASCOT Server ([ZF.Y) . MASCOT M Search log /R2EHS
BRI DEMNERETY,
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5. RFBINGA—HF—ET—IR—-2

CDETIE MASCOT BRZRIFICIBET D/INTX—F—[C DLW TERBALTUVET,
5-1~5-3 CIIBRBFEICHIFTRNIX—=F—[CDVWT RRBEFERICTIDIDHBAZLTVWET,
5-4 TlE/NSX—F—DHTHRIVAXARERIEBIZ DU T, 5-5 TIIMERENMRDT—IRN—ZITDT,
5-6 CIXWEB J 35U TRREZTIMRICTSIHD cookie HEEEFE D> TFHUVDE[ES /NS X—5—D
BRERIFIDHEICDOVTEHALTVET,

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 : IRZBR/I\SA—H— —&

MASCOT Peptide Mass Fingerprint

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

(3) Search title ‘ |

(4) Database(s) |SwissProt (5)  Enzyme | Trypsin v
UP5640_H_sapiens

(6) Allow up to |1 v | missed cleavages

(7) Taxonomy | All entries v |
®) Fixed |-— none selected --- Acetyl (K)
modifications Acetyl (N-term)
Acetyl (Protein N-term)
Amidated (C-term)
Amidated (Protein C-term)
Display all modifications ([J Ammonia-loss (N-term C)
() i Carbamidomethyl (C)
Variable |- none selected -—- Carbamidomethyl (N-term)
modifications Carbamyl (K)

Carbamyl (N-term)

Carboxymethyl (C) >
(10
Protein mass kDa (11) Peptide tol. £ [1.2 |Da v~
(12Mass values @MH+ OM, OM-H- (13) Monoisotopic @ Average O
® Data file| J7(JLEEIR RSN TOFEA,
(14)
O Query
Data input
(15) y
Decoy U

(16) start Search ... a7

PMF #ZRD /NS X—F—IZDWT ., LIEIBICEHEVLZUE T,

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

REM R DL S IC MBEREmI OIS Search log [CHWTHRBEDABORRE T IHRIC
FRULET FEDOXFYEANTTEETT , Email [CDUVTIE Email THRERBRE BT DREDHRESE
UTLWVRWEES XERODRDY EUTHERT2ELAEE T,
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NiE MASCOT Search Results

User : Monitor Test DB 0
E-mail :

Search title : M5/MS Test Search
“MS data The . oL saarci.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  [help] | 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)
BERWNRDT —IN—RAZEIRUET . T —IR—XITIFXLLTD 2 FEFEH 5 BIRAGE T,
- AA : Amino Acid, 7= /BEEECA
- NA : Nucleic Acid, #%B&ECH!

Ctrl F—ZLBNS I )Y I T 2B TEHDT —IR—RAZBERTEIEELTEFY,

(5) Enzyme
HOINOEDYRINY— D EEELER T,

(6) Allow up to

Enzyme FREICDWVWT, YIEFTERESNIZEAZ RELERURTFRZERTE2ENTEET
N AEFETRATCEZFETITEINIDOVWTDRETT  FIZ L Trypsin 38E TIE K,R D C KRimh IHT
INHRIHN

EGRNRFPFLSLSQR

EWLVSERSIN G D725 missed cleavage FREMN 0 85
EGR

NR

FPFLSLSQR

EWVVD 3FEDRTFRODHEEREUE T . missed cleavage I 1 DIFH. LECIZINA
EGRNR
NRFPFLSLSQR

D 2 BADRTFREER T ORNREVTEMINE T,
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(7) Taxonomy

EMEDRYIAHICEET DEEETY » Taxonomy FRENIN TS T —HIR—2X (SwissProt RE)DH
BAARETT . XESNTVWRNWT—IR—XICEALEHE. I7—XvE—IJ[FHTITHRRIE
ZTDERFEITIEIENTTET,

DZCEH SN TV SEYREIL I - — DN NRIVAXTDEEHRETT,

(8) Fixed Modification, (9) Variable Modification

EERICRAT R ETT . sxELZEBICDVWT. NERPIV/BOBENELZERLET, (8)D Fixed
FHRDITRTOTI/BEICOVWTIEREVZABICEENZEELET,—7 (9) D Variable [FEEFN
DNI=DEDHRVWNI—VDEAZEERULET . BAZERIT SDRENHSEIIICRATTHN
BREFENRZRDZBEXADPI I TARHIIBYRIEUICKKRDEWVWDITXAUYENBYUET EE
TRHRFERAICHD IR SHHEIERZEU BEAFICHSD < ZFEDT Fixed F/zIE Variable O
REELTIEELXT,

Fixed
modifications

Acetyl (K)

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)

--- none selected ---

Variable

Carbamyl (K)

Carbamyl (N-term)
Carboxymethyl (C) -

FLEUZANIHHRTINDEMIIERATRELEHRED - <—H T AR DEVRRICD W TIEHIHIC
RARINBZVWELIICBRODTVWRT, ENSDEDME<DREZRTSEDICIE. BEEFRICHD
Display all modifications|[CFIVIEANDETHAIDUAZELLET,

(10) Protein mass

SUNIBEDNEEIZHT B ERETT . T—IR—XICIVR—ENTVREFIDLERICH T DEET
[FRL VYFURRTFRDOIERE N Kinflle ¢ Rinfl Ty FURBEIBZENREL T ED N Kin
M5 C RinE COEIIDEENFERNRERVUET,

(11) Peptide tol.*
RIFEDEEICDOVT BAMEN SRS NIEERTFREIID SEHEISNIZIEEDFFERETI,
A—H—RAITREDARY IPHERIICATo>Fr )T —YaVDRBREEIGEEEZHIMTULET .

(12) Mass values

PMF RBZRICHLTIITI—DEEL—IN MHH M-H-H., HANFAAUREHRILTVRVWES(CHRE
INZEDROHN M) EEELET,
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(13) Monoisotopic / Average
TI/BODEBE5E%Z Monoisotopic TITD M. Average CTIIONZHEELET . REIZ
monoisotopic ZEIRTEENEFEAETT,

(14) Data file / Query_Data input
R query &0 T —IZIBELE T, TP M TETIHSEData file | CEZH T 7ML EEIRUE T,
—hH. TP T<BEER T —YZE AUV TEIHA. [QueryZ1EELT. [Data inputli@lCT—4%%Z5C
ACEURHUET (TR T—F 74—V HIDWVWTIEI3-1-1.PMF THBT ST 7 ITA—Y V]
BTV,

O Data file BIRENTWERA

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

(15) Decoy
FEEBROREECHER [FDRIZEHTDHIENTEITERIN PMF TlEHFWUEDODNTULEE A SFH
([¥T11.FDR & Decoy T—IN—R & EBIZTL),

(16) Start Search
RERERIBULE T,

(17) Reset Form
INTGAX—=F—BEZET IAIVMRREICRUE T,

5-2. Sequence Query : RFR/INTA—F— —&

MASCOT Sequence Query
(1) Your name (2) Email
(3) Search title
(s S (5) e
(6) Allow up to |1 ~| missed cleavages
(7) Quantitation None v
8) Taxonomy Al entries v
A
9)mo¢im;:::: rone selected o
Ac
Ami
Ami
Displ mod it Ami
Cas
(110 occntions """ oo
=l Ca:
(11) (12) c
Peptide tol. £ 12 Da ~| #13¢/ov MS/MStol.2 06 De ~ (13)
Peptide charge Mr v (14) Monoisotopic ® Average (15)
(16) query
(] 7) Instrument Default ~
(1 8) Decoy
(19) startsearch... (20) |ResetForm
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(1) Your name, (2) Email, (3) Search title

RFEERBEEAOC Search log [CHLV\ TRERODABCIRFEE T IEICERLE T ARDXF
F|Z AHNFIEETY o Email [CDWVWTIE Email TRRZRITREDREZLTVRWGE . XERBD
RKOVICERTDIEETEFRT,

NYES MASCOT Search Results

User : Monitor Test DB O
E-mail

Search title : MS/MS Test Search
TS Uata (e (oo soaT e
Database : UP5640_H_sapiens 20201007 (100,100 sequences; 40,284,240 residues)

s =47 A N4 o AD.EN.E7 SMT

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
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)
RENRDT—IN—RAZEIRUET . T —IR—X(CIFLLTD 2 BENHBYUET,
- AA: Amino Acid, 7= _/B&EC5
- NA: Nucleic Acid, #%E&EZ%!
Ctrl F—ZIUGNS IV I T DETERHDT —IN—RZEIRTHBELTTXT,

(5) Enzyme
HOINOEDYRINY — D EEELE T,

(6)Allow up to

Enzyme FREICDWVWT, YIEFTERESNIZEAZ RELERURTFRZERTE2ENTEET
MAEEFCTRETCEZIFETIDINIDOVWTDERETT . HIZIE Trypsin FRET K,R D C KimHtIHT
INEIH,

EGRNRFPFLSLSQR

EWLVSERSIN G DT235E . missed cleavage FREMN 0 85
EGR

NR

FPFLSLSQR

EWVVD 3FEDNRTFROHEEREUE T . missed cleavage I 1 DIFE ., LECIZINA
EGRNR

NRFPFLSLSQR

D2 BEDONRTFREZERTEINREVTEMEINET,
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(7) Quantitation

EE2EHEICEAITSDREEB TJ o, MASCOT TIE | Quantitation None -
Spectral Counting D 1 #&Td%% emPAI [CDWTIEZZ | Crosslinking #?:O 4plex 1
TR B A<EREEICEBNCRRINGS, | Fxed |00 B e

COBEERRAOENSE<HATE 30T [T (o
HYUFEALBRBEEHD DS, EAICMD]A DL TLVRL m;;rgplzzlex
EMDIZDLTIE MASCOT Server B TEHETENATAE
TEN EHHET BRI TS AD B E T | Vbl | s mulipler
o T < BB BT MDD | | PTGt nd D) e
[CDWTILEE Dz ThIT7 MASCOT Distiller ICPL duplex post-digest [MD]

ICPL triplex pre-digest [MD]
ICPL quadruplex pre-digest [MD]

DHEET 1-VETEBINEEONBETT £
SALTU—DFEEERE, HEORDICFTAIC (PN |l o)
ADEEREESSH UHT>THBBENBYET, Datatlle J  re ksoraomDl |
HEETSHICE B BREEERICTV /YT — |
fEL T aHERE LB R SRR CIEE T 2RIV ET,

SHHHIXI 10-2.Quantitation |2 C&LEIL),

Peptide tol. £

(8) Taxonomy
EMHEDRYAHICEET BERETY, Taxonomy REMNINTNDT—HIR—X (SwissProt RE)DH
BAARECTT . XETNTVWRVWT—IR—XICEALEGE. IT7—XvE—IJ[FHFTITHRRIE
TDERFETITEHIENTETET,
UZNIEHINTVWSEYEF IS D HRIVAXTDEEREE T,

(9) Fixed Modification, (10) Variable Modification

[EERICRE T BERE T RELVERBICDOVW T MRV I/BOBENDELZZERBUE T, (10)D Fixed
FHRDIRNTOT7I/BICDOVWTHEELVERBICEENEELEXRT . —F (11) D Variable [XEEFN
DNG=DEDN W=Dl AZEERLET . MAZERT DORENFSLIICRATIN,
RREENRGDIFBEREHETAHICRVUBREUICKLKBBEVWITAVYINBUE T IEET D
BRIFERICHD AN SZHBERERV, EAHICHSD < ZfFDT Fixed £/zl& Variable DRABE
UCTHEELET,

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

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

Amidated (Protein C-term)
Display all modifications (J Ammonia-loss (N-term C)
Carbamidomethyl (C)
Carbamidomethyl (N-term)

Carbamyl (K)

* | --- none selected ---

Carbamyl (N-term)
Carboxymethyl (C) -

24



F72) ANCHEAR TSN D ERRIXER AR R ED < —E T, SBEDEKVWER IC DWW TIXYIHAIC R
TNRVKSICHBOTVERT . ENODZFDMEZELDEREZR RS E DX, BIEARICEH S Display
all modifications||[CF T VI ZEANDETHAID AMNZEILLET,

(11) Peptide tol.*
RITFEDEECDOVWT, BIHEN SR INIMEERTF BN SRS NIEE DFFERETT,
A——AICEEDARY IPHERIAT O IeF v I —U3a V) DRBRREEISEEEZFIUE T,

(12) #13C

BENTERE CORIER, 12C DHFHNSBRINEIRTFRTIF SR 8C ZEORTFRZRYRAAT
WBTERBYET, TOBREUDIEREEDINERMET D/2HDINSA—F—TT RTFRDERIE
[CXHUTHEISINET, LE(11)D Peptide to.+% TOL, EREWVICERBENEEEZTNEN
exp,calc EXRIFTDHH. BFE
TOL > |exp - calc| DEDHZENYFEMRULETH,
CDREEE 1 EUEIZAIE TOL > |exp -calc - 1] HEIYFEHFRUET,
FREEE 2 EUEIBAIEEEICINZ TOL > |exp —cale - 2| EYYFEHRULET,

(13) MS/MS tol.+
RITFEDITSITAVFDEZICDOVNT, BB SEHEINIZEERTFREFINSSHEINZEED
AR ECTEKEDARYIVCERIIT2/I2F v )T —0ar0REEEIEEEZHIETUE D,

(14) Peptide charge

BEIERATNGVWNSIX—9—TT, 9T )—FT—9DH(Z charge. TRNDERTFRDERHIC
BATaR\BNAEBENLBVEE. CCTHREVEEMERAINE T, Z7ZLEEAEDT—XICHEWNT
RTIFREDEFICEATBBERIETTPINICEENTVT EDHZAECCTHEEVEFRERINET,
T7MIVATERMKNRTZTRT charge ITIK RICERNMBFECTRVIT—XATEHE[EELT
charge=2+,3+4+ REEGLATNTVNDZENZVNEH COINSX—F—PMEATNBEEHRY
HYUFREA.

(15) Monoisotopic / Average
TI/BDBEEHE%Z Monoisotopic TITD M. Average CTIIONZEZHBELEFT . WEIX
monoisotopic ZERTDENFEAETT,

(16) Query
RE query ERBDANT I ERELERT . 7S /BERECHIDILUPHEKICEE T SIFHRE T ILY—&ULT
FETDENTEZET, Sequence Query DICEICDWLTIE
https:/ /www.matrixscience.com/help/sq help.html
BT,
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(17) Instrument

TSTAR V=V EBREENYYFITIR BRI DA V) —APITSITAINE—ODERIC
BAI5RmAERINLEYN(THE) T REENEDDIETEREEDVYF U ITIRNANEDY,
MASCOT O Ion Score NZENDY, OVVWTIFRAERBREEN > TLBDENRBYFT,

s o e or et [t [WOUES v v [0t M0
TOF PSD [P | U | [Face s TOF SECT EEy | kLY TOF TOF

l+
fragments

2+
fragments
if
precursor
2% or
higher

2+
fragments
if
precursor
3% or
higher

Immonium
ions

a series
ions

a-NH5 if

fragment x X x X
includes

RKNQ

a-H,0 if
fragment X x X
includes
STED

b series
ions

b-NH; if
fragment
includes
RKNQ

b-H,0 if

fragment x X x X x X x x X
includes

STED

C series
ions

X series
ions

Y series
ions

y-NH; if
fragment
includes
RKNQ

y-H,0 if
fragment
includes
STED

z series
ions

(18) Decoy

RIFROBEFERERILTDHICNER “FDRZEEIZIENTIEIFDR ZEEULEZVEES
[FFTVIEANTLIET WV REREE UTIIANRVIZE TR 2558 X, 55X M11. FDR
& Decoy T—INR—R | &= BLZEL,
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(19) Start Search
RRZRIRLET,

(20) Reset Form
INSA—=F—BEZT IAIMRREICRULE T,

5-3. MIS : RFR/I\NSAXA—5— —B&

MASCOT MS/MS lons Search

(1) Your name | |

(2)  Email |

(3) search title |

(4) Database(s) |SwissProt (AA)

(5) Taxonomy |All entries

vl

~

(6) Enzyme |Trypsin

(8) Quantitation |None v

Spectral library (SL)
PRIDE_Contaminants

Amino acid (AA)
UP5640 H_sapiens

(7) Allow up to missed cleavages

(9) crosslinking | None

v

(10) Fixed [ none selected —

Display all modifications [J

 |--- none selected ---

(12) (13)
Peptide tol. £ |1.2 |[Da v| #13c[ov

5

Peptide charge |2+ v

n

(16) Monoisotopic

(14)

Acetyl (K)

Acetyl (N-term)

Acetyl (Protein N-term)
Amidated (C-term)
Amidated (Protein C-term)
Ammonia-loss (N-term C)
Carbamidomethyl (C)
Carbamidamethyl (N-term)
Carbamyl (K)

Carbamyl (N-term)
Carboxymethyl (C)

MS/MS tol. + (0.6 Da_v|

® Average O

amn ile | J7ALERR |BRENTHEEA,
(18pata format | Mascot generic v | 19 Precursor :m/z
(20)Instrument | Default v (21) Error tolerant [J

(22) Decoy UJ (23) Target PSM FDR (no target) v

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

RFEERBEEAOC Search log [CHLV\ TREROABCIRFEE T DEICERLET (TH) . R
DX FF% ANERETY . Email [CDUV\ T Email TIHERERTREDREE L TLVRWNGES. XERD
RKOVICERTDIEETEFRT,

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)

Log File: | /logsiseaffnes log Btarc at: (-1=end, Tostart) 1 how many: |50 BN 10g, b arter mers. pa ar: GEls?: U

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

1942 12096 swissPlb 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

1240 11760 swissPhb Copy .of mgf 02 (C:¥ProgramData¥Matrix Science¥Mascot Daemon¥parameters¥default.pa

submitted from

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

(4) Database(s)
RENREDT—IN—ZEFERUE T, T —IR—XIZFLLTD 3 BENHYUET,
- AA: Amino Acid, 7= /B&EZ%
- NA: Nucleic Acid, #E&EZ%!
- SL: Spectral Library, =2 ZX R BEISHEUVERTFRDITSTA I ME—0T7—5
Ctrl F—ZUEBNS V)Y I T EBETERDT —IR—REERTEIEELETEFT,

(5) Taxonomy

EMEDRYIAHICET BERETY . Taxonomy RENITN TS T —HIR—2X (SwissProt RE)DH
BAARTT . RETNTLVWRNT—IR—XICEALVLEHE. I7—XVvE—IJ[FHFTITHRRIE
TDFEREERITIEENTEXT,

DZMIEHIN TV SEYEF I —HHRIVI AT HELREEETT .

(6) Enzyme
Y INOBEDYIMRINY—DEHEELE T,

(7) Allow up to

Enzyme RXEICDWVT, YIMEMEERE SNIEMZ REUVEREUERTFRZERN T BN TEERT
M AEEXRTRETCEEZFEITINCOVWTDHRETY . HIZIE Trypsin E27E Tld K,R D C FKimH T
TNEY,
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EGRNRFPFLSLSQR

EWLVSERSIN G D725 missed cleavage FREMN 0 85

EGR

NR

FPFLSLSQR

EWVVD 3EEDRTFROHZEZEEUE T . missed cleavage I\ 1 DIFE . LECITINA

EGRNR

NRFPFLSLSQR

D2 BEONRTFREZBRTEINREVTEMINET,

(8) Quantitation

EEETHEICEAT 2R EEBETY . MASCOT Tl& Spectral |Quantitation 'None o

Counting D 1 #&CTd3 emPAI [CDVWTIXTZTHERET D | Crosslinking ﬁ%”fo 4plex

CER<GEREEICEBNICRTINET CORERBG | Fxed |0 b e

AR L <RI TS BENTIEEYEE A BREED [ $M¥Sg:::

55, %3IC MDAV TLAWVWEDIZD W TIE MY 10plex

MASCOT Server IR TEHEEENARETIN . GHEZTD
Variable | 180 multiplex

EOICIFZENICENDERAEZH SN UDHITOTHUEN
HYUET, MDD EBICDVWTWVWBRIEBICDWTIXEED
7=8ICV T T MASCOT Distiller DEEEI 21—
FCTEREINLEEDONRETT, XLEINIVI)—-DFEE
BRECEHEDEDHICIEEFNICEDERRAEESHSH U
T THMERBYFT,

HBEETIEOHICE BRABREREEZSRIITV/ N T—IELTRIT%E
BICRYFET, 551 10-2.Quantitation | Z ZELLZ T,

(9) Crosslinking

RIFERU D A—F I HEEREE THRALET Y ZRRIDIBENTERT . COREICDOVTE
Quantitation EHRADERER<HATEDRIEDTEHBYEEAGFEZITD

modifications

Peptide tol. +
eptide charge

Data file

SILAC K+6 R+6 multiplex

IPTL (Succinyl and IMID) multiplex
ICPL duplex pre-digest [MD]

ICPL duplex post-digest [MD]
ICPL triplex pre-digest [MD]

ICPL quadruplex pre-digest [MD]
180 corrected [MD]

15N Metabolic [MD]

15N + 13C Metabalic [MD]

SILAC K+6 R+10 [MD]

=

==

axX k&

UZIRB ERFREICIEE T D

EHICIEENIC

ABNEIRE (N Ah—ERMURYSSIHEEZ YT 2 TR ETDRNVRE) EFHITOTHLE
NHDEN A BREZFAICITVW/ VT —IUTEMZRELVLRBZRFRRICIEET FHIC

RV ET, 5FMIL10-3.Crosslink | 2 CEBE<L/ZE L,

PREICHREET]
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(10) Fixed Modification, (11) Variable Modification

EERICRT D ETT . XELREBICDVW T WETI/BOBEDZELEEZERELE T, (10)D Fixed
FHRDIARNTOTPI/BICDOVWTHEEUVERBICEENEELFRT . —F (11) D Variable |XEEFN
DLNI—=DEDMRWNI—UDlEAZERBLUEXT . MAZERT D0RENFI<SKLDICRAIFTITN.
RZRBENRCRDIBEREHE THAHICBURAREULICKLKBEDEVWDITAUYENRHUETFEET D
HRlFERICHD AR SEZHEBEZEV, BEARICH S <] Z{FED T Fixed £/zI& Variable DAS
EUTHERELET,

Fixed |- none selected --- Acstyl (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

ZNCHIERR RS NDEMIIFERTREREREN S —E T HEEDEKVWEBRICDWTIEHHRICERT
TNRVWKSICHBOTVET , TNODFDMELDEREZR LRI E DL, BIEAFRICEH S Display
all modifications||[CF T VI ZEANDETHAID AMNZILLET,

(12) Peptide tol.*
RTFROEEICOVT, BRHEN SFHEINEERTFREIIN S FHEINBEEDFFERE T,
A—F—lICREDARY IPEFIIT > IF v ) IL—U3 VDR EEISEEEZFIIUE T,

(13) #13C
BENHEB TORIER. 12C DHNSEBRINDIRTFRTIERLS BC ZECRTFRERYIAAT

WBTENRBYET, TORELDIEREEDINZEFIET D/2HDINSA—F =TT RTFRDERIE

[CXHUTEISINET, LE(11)D Peptide to.+% TOL, EREWVICIERENEEEZETNEN

exp,calc EXRIFITDHH. BFE

TOL > |exp - calc| DEDHZENYFEMHRULETRTH,

ZDHREMEZE 1 EUBAIX TOL > |exp —calc - 1| EIYFEHFRUET,

FBEEE 2 EUEISSIFESEICIA TOL > |exp - cale - 2| HEYYFEHRULET,

(14) MS/MS tol.+

RIFREDITSTAVEDEEZICDOVWT, BAHEN SEHRINEERTFREEFIDSETREINIZEED
FABRETY,, I lITEREDANY IVEFII T o>F v ) T —2a VDR EEICHEIEEZFI
LET,
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(15) Peptide charge

BE>ERINGEVWNSIA=I—TT, JIT)—T—IDHIC charge. TBENDERTFRDERIC
BATaR\BNASENGVEE. CCTEEVEENMERINE T, Z7ZLIEEAEDT—XICHWT
RIFEDEFICEATBBERITTPANICEENTVT, EDHZECCTHEEVEFERINET,
T7AIVATERIIRNRZRT charge T RICEFNEETCET BV T —XATEHEMEELT
charge=2+,3+4+ REERAINTVDZENZWzH CONITA—F—NERINDEEHFY
HYUFEEA,

(16) Monoisotopic / Average
S/BENDBEEE % Monoisotopic TITD N . Average CITON ZHRELEF T I/EIE
monoisotopic ZEIRTEENEFEAETT,

(17) Data file
R query ERDANT—IEIBELVE T, WEB TSI TREZITOIEE. raw T —F TIIR<H5E
AIRER T FRARETZE XML DA — VYNNI EINz T — 9 ZIEE T DUENRHYET,

(18) Data format

HIFA BT FANT A=V YRIEGIC XML T4 —NYRDT 9% [Fuocooiceneric v
FARADE, FDITA—TYREBIRUET, Mascot generic
Sequest (.DTA)

WEXIFEATINDEDELT, NMascot generic|(mgf &L\ DILRF . Finnigan (' ASC) I

%*’]‘73\‘3: <{§1’)niﬁ') & rszL(szL)JfJ\\ai U N %@lib\lc :BEU) Micromass (PKL)
LI BREBITA—TYNIHBL TWET, 5##l1E[3-1-2.1~3-1-4. )& || PerSeptive (PKS)

Sciex API Il
CSRBRLET
CEBRIIZTL, Bruker (.XML)
mzData (. XML)
mzML (.mzML)

(19) Precursor

BREIIFEAINRVWNSIX—F—TT, VT )—7T—9DHIC pepmass. TENDERTFRD m/z IC
Fﬁ?%’%ﬁ&bfﬁin@\,\%ﬁ\C:T“?ﬁmbﬁ:ﬁﬁb\ m/z EUTRERATNE T, LELIEEAEDT—XIC
BWTRTFRD m/z ICEATHERPIFFENTVWC, EDHZATCTHREUEFERINET,

(20) Instrument

TSIX M= EBREENY YT IBR BRI DAA VI —ANRT I ITADVRE—DODEREIC
FEI3EmAERSNLEEYNTT OCREMESR) . REEHEDDIETEREEDVYFIITRAH
ZPHOL, MASCOT D Ion Score MZENY, VWTIFXRAEFEREZEN D TLDIENHUET,

31



Default

QUAD
TOF

TOF
PSD

ESI
TRAP

QUAD

ESI
FTICR

TOF
TOF

ESI

SECT

ECD

MALDI
QUAD
TOF

MALDI
QIT
TOF

MALDI

1+
fragments

2+
fragments
if
precursor
2% or
higher

2+
fragments
if
precursor
3% or
higher

Immaonium
ions

a series
ions

a-NH; if
fragment

includes
RKNQ

a-H,0 if
fragment

includes
STED

b series
ions

b-NH; if
fragment

includes
RKNQ

b-H,0 if
fragment

includes
STED

C series
ions

X series
ions

y series
ions

y-NH; if
fragment

includes
RKNQ

y-Ho0 if
fragment

includes
STED

Z series
ions

32




(21) Error tolerant
LEENDES. 2)IFFENYMZFOIRTFR. )T/ BEEER D3DEREITIENTED
2 ESMERZR T, 5¥#I& 10-4. Error Tolerant Search | DIEEZC&L/ZTL)

(22) Decoy

RTIFROEERBRZEZIRIET B72HICHERIFDRIZEET BN TEFTJFDR Z5tRUEZVGRIE
FIvoZE ANTIZEL, *ﬁﬁlﬁf'ﬂtL/'Cli)\ﬂ@b\%’é‘lltb/\“ﬂﬁ@ﬁb‘b\‘)353'0Eifﬁlflla"rl1. FDR &
Decoy T—HINR—R | ZBLEE

(23) Target PSM FDR
FDR Z[RIEREEE U THATIRISERELE T . UV EDIERIE PSM(Peptide-Spectrum Matches),
B15 query A—ZXMDWZ EIFERVET,

(24) Start Search
BRERERIBLET,

(25) Reset Form
/\7>( g _nﬁEsz—)bl\JkﬁE's_Ebia—o

5-4. IN\SA—=Y—DHRTHRIVA XARERIER

RRBNSA=I—DHICIFNRAIVAXZLTHIAT BN TIBREANHVET,

Databases
Taxonomy
Enzyme
Quantitation
Crosslinking
Modification

Instrument

[FEAEDERREE Configuration Editor (Home -> Conf1gurat10n Editor) C1TW\X T . REXEE M
DU\ TIEI13. MASCOT Server DARXIVA X 1= ELZE

BREREZENATRERD (FEL IR (O—AJVAR) MASCOT Server MHTY oA U —FRw ~ ETRR
TNTVBEHAYT—N\—TREENTEFEH A MASCOT Server ZHRAIVAALTIHAAESZL)
BEITEMRDEBAZ CIREI<IZE L,
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5-5. Database

MASCOT TClIMRFBETEEUVTRBERT —IR—IAEHENIBIRT DL OB HEAEHY EFH A,
IA—5—BMICIHU GEYRT —IR—XZHE TRIRTDINENRHVYET,
MASCOT CTHRZFRA[RERT —IR— R [FAETL DT TIEEHVFT,

AA : Amino Acid . P /E&ECY
NA : Nucleic Acid : BERACT
SL : Spectral Library : E—2JURL/@RITAEUVERTFRDISTAINE—D7—%

T—4H~R—2 (I Database Manager] CEIF7T —9IXRN—R[CDV\WTRIIRADEFH E1To72Y . Fif
T—IR—ADEMEIT OV ITEIENTIET AT —IR—ZXDEMIC DOV TIE MASCOT fIT
FHITPAIVERHT —IR—REREEERSNICODNSFEIRT 5 AEE . HETHERULZ FASTA
T74IVELEYNTBAZENRHYFE T, Database manager [CDVWTIEFIEDBREER ZEHERL T
BUFRTDTELELZELZTL,
https://www.matrixscience.co.jp/supportpdf/MASCOTServer_ver26_sequencedbmanage.pdf

8-3 X2 9-3 TN T DL DIZ. MASCOT TlETF—IR—RIZBRVWIVN)—ZRETIEIEITTE A
NMEBLUEICIURN—HDZVWT—IR—RZZRUTCUES ERAEREEB/NIE<BEO>TUERL
BEROICRTFREFCIVNIVEDRENRLVEU<SGO>TULEVWET . BETDRBREBED
T—IR—RZERTDUENHUET,

BRI BIRET—IR—ZABRLDOHISBVNGES . RIIDFEIRE LU TISwissProt | Z:EIRU CIES<EZ
FEDHULET, LVRBNLRBITEREITDIER. T —IRN—IXEZMN UP THIEVEDEZNRZIAIC
ZFNS, Uniprot RDT —IRN—ADERZ YU THRATEEEHE#HLET,

LU MASCOT M Predefined &UTERLTLWDT—IR—ZADOERKRMGZEDICDVWTERAZ
LWzUE D,

B SwissProt

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

Uniprot 7—9ARX—XMDH D1 DT, EBI(European Bioinformatics Institute) & SIB (Swiss
Institute of Bioinformatics)(C KW HELRER I NZI 2V INIBEIINDT—IR—R FL M) —ITXHUT,
MRS - B XA UIBE B8R - NUT UM SRXIER - T —IN—IADI VIR E BESNEZ7 /T—23Y
BERAFETHESINTVERT BEIDREREIEITEDLFTEVLDISTAERINTUVT, 2021F38KR
T 565,254 DT —INFEHF INTVWEXT, COTV N —HIRHAISEVYHFRUEFHN B FH A,

B Uniprot - MASCOT F—%AR—XTld UPN_B &&K:C (N [3HES. B IXEWE)
https://www.uniprot.org/
FE7/T—Y3ENT LS SwissProt [CINA BEIN OHBEELDT —YX—X TrEMBL %
HET—IR—X TG, TrEMBL | SwissProt [CEEAREFEMICTVN)—#H%<2021FE3BRT
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https://www.matrixscience.co.jp/supportpdf/MASCOTServer_ver26_sequencedbmanage.pdf
https://www.matrixscience.co.jp/supportpdf/MASCOTServer_ver26_sequencedbmanage.pdf
https://www.expasy.org/sprot/
https://www.expasy.org/sprot/
https://www.uniprot.org/

219,174,961 HDT—INEFZINTUVET, SwissProt DAHDT —IR— R [ZEEARELFID /N —&EFH]
MILL, SwissProt TYWF U 7258 DRDERRICTE T, /272U Uniprot R TODI UK —
TN ZTTDDT EMEZRELZ T —IN—RZEFL TENICHU TRRZ T B &R
LTWET,

SRR U CT —IR—R &=ty b S EFIGEIC DV TIILUFEAEER
MRBEWRDENIEE FHEKYAATE UniprotKB 7 —IN—ZADIERFIEIE CBELZE0),
https:/ /www.matrixscience.co.jp/supportpdf/Uniprotdb_20200915.pdf

B NCBIprot (|H&# NCBInr)

NCBI(National Center for Biotechnology Information) CARTNTWRIVINIBT—IR—2R
Inr] TY, Inri&lEMon-redundant IO T A, EERICIXIFIZRAUEITID T —ID L <EHZFINT
BV ENHWERGCIVN)—HMDEBERER D TVERT WD TUHEBNRERADT —IR—REULT
SwissProt DRMDFERERE UTERICTHERAZHERLU TVWEUZ. UNUVIRERITREFERGCIT N —
[C&Y MASCOT Server COEMPEYRTY IHREEICRO>TUER>ZEINS ERAZEHELT
HYVFEB A ROYIZERD Uniprot DERZEHENSHLTUVET,

H IPI

International Protein Index ICTH D TAKRTIN., —BFFAZ<ODI——(CL>THAINTLZ
IINOBEHIDT—IR—RATT,2011 F 9 BICREDIV)—INTONFDOEEHRIN TR,
IRTEIXIRHER T,

B XXXXX EST (Human_ EST 3&)

EST &[d Expressed Sequence Tag NDET.cDNA T4 T SUDERDEHIICEHT=YE T . mRNA
LRIVTORERIIERNIEENTND T —IR—R T YVNIBT—IR—IATIIRDIODSRNED
R TFREFRENMRESNEENARFINET T, —ATYYFIITRISRDRTY TITHEEH S
=) BRNZE O THIATN B ZHEND LT T (BN TRRRETEEONEIIBEREFE>THID
R ZEDH D TR E),

B NIST XXXX_YYYY (NIST Human HCD &)
E—JURANGBEISUEUVERTFRODIZTXA =D DIER) T—FRX—X T, NIST (National
Institute of Standards and Technology)|C CTARULTWSENDTY,

B PRIDE XXXXX (PRIDE Human 7&)
E—2OUZRGREISUEUVERTFRDIZITX =D DIEHR) T —9X—X T, data repository
site @ PRIDE (Proteomics IDEntification database)|C T2REULTWVWBRED T,

ZDMDT —IR=R[TDOWTDHRBPIIUTOR—I 2 TSR,

https:/ /www.matrixscience.com/help/database help.html
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5-6. Search form defaults

[Access Mascot Server | N—IJD—&F FIC[Search form defaults| &\ DIEBENRHYET(TFH),
preferred default settings|')> 0% )y I URWZEE C/NIX—9Z2VEURFT D& BIRR
753ED search form BIE Z [V /ZBRICIREFERBNT TAIVEDEIRZREE U CGERIINIZIREEICR>TLE
9,

MATRIX
SCIENCE [ search this site |

Jteel= N T SVl  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

v

Data file format

Results report
overview

v

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

Mascot database search [Agelslile w3 r="e gl o lor=] IE=T]o]0 o] u i I'e=11 21107 BN 1\ [=

MS/MS Ions Search

Access Mascot Server | Database search help
Identification based on raw MS/MS data from one or more pepti

Perform search | Example of results report | More information Mascot database search > Access Mascot Server > Set Search Defaults

Search form defaults
Save yofir preferred default s hs a browser cookie. Set Mascot Sea rch fo rm defa ults

Database |contaminants
CRAP

SARS-CoV-2

UP186698_X_laevis <

Taxonomy |AII entries v
Enzyme | Trypsin v
Allow up to missed cleavages

Fixed |Carbamidomethyl (C) -
modifications |Carbamidomethyl (N-term)
Carbamyl (K)

Carbamyl (N-term)

Carboxymethyl (C) -
Variable mTRAQ:13C(6)15N(2) (N-term) -
modifications |[MTRAQ:13C(6)15N(2) (Y)
NIPCAM (C)
Oxidation (HW)
Oxidation (M) -
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6. TRZRFGREIE:PMF

CDETIH MASCOT PMF RMZRICH T D ERE@ICDVWTERBLET,

6-1. JTHITERAUTUVBIIRFRICDULT

PMF D1&FFlE LT MASCOT Server HICTFET DU TORRERZFBELET,

[ABIT—/\—] https:/ /www.matrixscience.com/cgi/master_results.pl?file=../data/F981122.dat

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

18 DE—DZZATE query(ETF) T UTDEDIBRINSA—F—FRE(EF) ZT>LRETT,
BREINDYV/NVEIEPML HUMAN |72 FET,

(@ )

814.430

958.350

1000.330 —— ——
SREER XEE
1165.390

Database SwissProt
1182.440

Enzyme Trypsin/P

1191.500

Allow up to 2
1300.470

1390400 Taxonomy all

i +
1348.410 Peptide tol, = 0.2 Da

.
1355.530 Mass Values MH

1493.520 Monoisotopic/Average Monoisotopic

1426.570
1624.740
2265.110
2544.410

2550.300

C): 2653.390
J )

6-2. XKTABDHM : summary EHIE

6-2-1. BEUGLVRRE TOEmEBIE

URL %= WEB J 5O TR EURREEZH<ERBED LS REEMNIENE T, BEADREE CEON
EB&N—YTEHINTVWBIRAICDWLT, LUEFIBICERBALE T,
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MRS Mascot Search Results 6-2-2 AwH—E4S

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 #RFR/I\NTA—F— —B |1 EHETITEIZTL,

User : INGX—%9—Iyour name | CHEELZARAR
Email : INGX—9—TEmail | CHEELEARA

Search title : /\SX—%—[Search title | CI5EL/=AR

Database  MEBEWREUET—IN—REN—T 3, SR EHETREL

Taxonomy : /\TX—%—[Taxonomy| C{EEUEMEFEEL TLWDEZTDH),
EYREREROEFHI N ) —HERT

Timestamp : MRIRFIEHFE

Top Score : REBWAIPERDRYVINIBDATYF, 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

HEEHHY MASCOT Score, #t#HIEZNDRI7PERF DOIIN)—DE T,
FEREMROFRZETEONEZEM (70N RAEREEE T AEEEELIVESVWAAT7ERFDOIV/INIEN
MASCOT CHIESNEIAEYVINVBIERUET,

REEEEIX. T5TDOEDEEITY —0—FBHAICHIBULET . 7 5T DFEOHEE T EIUERIC
FONVBENEFETDESREY V/INVENR DN 2z EE2BHRL HECREAATREVIVINIETS
FOMEENT OB ER T 23BN HFRN S IEHEEIEEEY VNN VBENRRDONS RN oz EEBHRUET
CRER) . AEYVINVBNR DN 2B B IIREREKIN T AERNBICDOVWTIRIET S/ERICAVET,
—AREIVINIBREONSIBH D EFFEIANT —IVPIEE/NTA—FI—Z2REUVLCRETE RN DO/
BAZIRIET 2N\ FLWIEZERL CBEREZHA2FZ=HEIHLET,
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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

[z N ccot 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 GNetoph PE=3 SVa

Mascot Score Histogram Mascot Score Histogram

. . . N Protein score is -10°Log(P), where P is the probability that the observed match is  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 significant (p<0.05).

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

a8 52 5% in score
Frotein 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

% Summary 231  BREEOIA—VVEEZEURZY BRI 7MILD export ZITWLET,
Protein Summary / Concise Protein Summary / Export Search Results
Significance threshold : FIEE#ED p value(CND 77— Tld Expect ERUEHEZ T ZE
BELRT NS VEEREEENELWVEICRUET,
Max. number of hits : RNI DY/ UEH, #RIL"AUTO”,
Preferred taxonomy : BAKRTIEIEME YV/INIEBED 1 DOIVR—IZHED
IR —DRETNTVBIENHYET, 185/ V5 X —%—Ttaxonomy |
DRVAHFI VR —ICEFIN TV SEHEDEIT AN TICHIET BN
TEIB—AKRINBIEYRBIEII VN —FICTIAINTED N
1TEEDHTI MR INSX I —CHREUVCEMEERASHICESDEY
BARERZITIONBI VNI -DBPHERICRTINZZENHUET,
Preferred taxonomy DIREZITIECT.BEL TR EYERE
BEULEEDICHIVEZASENTEXT,

RBIHEZZEER, "Format As”RNY U EH T CETREABICEDVWTRREERRTNMIVEDY
E I
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6-2-5. B#&% : Research all, search unmatched

| Re-Search All ‘ | Search Unmatched ‘

BiaEEERIT DRI TT, [Re-Search All|[FANT—YLT%E 57z, [Search Unmatched](d
EEREELEBZ I VINIBEIIRYFUREEDZERW\WV ZETOE—I%F > TEBREEITVLET,

6-2-6. REYVINVEDIER

1. FML HUMAN Mass: 97489 Score: 185 Expect: 1.82-012 Matches: 16
Protein PML 0S=Homo sapiens OX=9606 Gh=PML PE=1 3W=3
FECA ROSCS Mass: 37935 Score: 48 Expect: 6.7 Matches: b
Protein Rech 05=Roseif lexus casterholzii (strain DSM 13941 / HLO8) Ox=383372 GN=rech PE=3 3V=1
[FhA PYRWY Mass: 14588 Score: 47 Expect: 11 Matches: 4
Translation initiation factor BA 05=Pyvrobaculum reut rophilum (strain DSM 2338 /7 JOM 9278 / V245ta) OX=
WADD CHLLZ Mass: 22433 Score: 44 Expect: 20 Matches: 4
Probable nicot inate-rucleot ide adenv|vitransferase 05=Chlorchium limicola (strain DSM 245 / NBRC 10380
EME10 HORSE Mass: 23926 Score: 42 Expect: 39 Matches: 4
Iract ive ribonuclease-|ike protein 10 03=Equus caballus OX=9796 GW=RMASET0 PE=2 3W=2
MUEC IDILO Mass: 52994 Score: 47 Expect: 39 Matches: &

LDP-N-acetyImuramate--L-alanine ligase 05=ldiomarina loihiensis (strain ATCC BAA-735 / DSM 15497 / L2-
TECWE HI AR Mace- 13377 Score- 41 Exvnoct- A1 Matches- 3

MBRUER. RI7HREN 7129 VIV OBIC DV TRRINE T . RT-HRBIZLLTOEY T,

Accession C F=AIR—ZAD ID AR INET L /\M/N= I D(ZB>TVNTOUYITBRELY
SFULWVBEHRHMEZHINTL\ S Protein View | DEEMBIE T, Protein View 0D
X 6-3 ZIEBLETL,

Mass  IVINVEDEE T, T—IR—RCEHIN TV IEFNEHRN SETE,

Score : MASCOT Score, INFDORRNIFAEEEZBIA TV EIEZRLET. BVFE
EEERAMEN LY LKV FULTVWBRZEERUETD,

Expect : Score ERIEEEBEEE EICHEHINSLE, TV LRYFIEoT25BICHREUE

T—IR=ZANSENSSLVDIVRI—DBNEDON > TN ERI [HAFHEITY,
EEEEEBZ TL\DE. BN 0.05(F ITAINREDHE) LWINT<KBRYUET, BH
FEE (B (LT Significance threshold p< | DB EBUE T AFHEICDOLTD
HAIEI8-4.FIEYVINVE:RYF I ERD7 . FEEEE, HffEI 8T,
Matches : NYFLIEE—I#,
Description  : T—INR—XBIIKN)—DAYVYT—ITICEHINTVD. IV /N OBDHEEICET S
EES
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6-2-7. Search parameters

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

REBREFICHEEU/INO A= — 5F & 5- 1. PMFARR/IN T A —F— —B 2SR,

Type of search : MASCOT 3 DDIRZEFIED DB, ENN,

Enzyme : YIRS —2,

Fixed modification : WS BSERT IEMERE ERERDHM. LEFIEICIEESENTLVGEW),

Variable modification : BEE#T 5/ LR\ T—XZBET DIEEMERTE
EXERDH, LEEFIFICIFEEN ),

Mass values . BEBEHRICEDITI/BOEEN T Monoisotopicl H' Average | H's

Protein Mass YNV BEED LIRE

Peptide Mass Tolerance: X SFRNBEVYF VI (CHITDiREEH

Peptide Charge State : E—J®DE/E RN MH+H Mr H* M-H- H

Max Missed Cleavages : Enzyme sREIC DT, YIMIERTE SRE SNz ERTE R ULERE U
RIFRZERTDIENTET DN IR TRAICEZFFARTINIC
DUWTOERE

Number of queries  AAT=IDE—0E

6-3. Protein View
Summary BEEIOHRTY VINIBRDEMMNNAN=UIDIZBODTVWET . CDNAN=UDD%

w03 BE NYFURYVIIBICDOVWTIUEFULWERIE SN TLISProtein View |DEHE &
RUETCREM),
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MINE MASCOT Search Results

Protein View: PML_HUMAN

Protein PML OS=Homo sapiens 0X=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 sapiens

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.

[

MEPRPRRSPR POUDPARFUE PTMFFFETPS EGROPSFSFS PTERAPASEE

51 EFQFLRCQQC QAERKCPKLL BCLHTLCSGC LERSGMQOCPI CQRFWELGRD
101 TEALDONVFFE SLORRLSVYR QIVDAQRVCT RCHEESADFWC FECEQLLCRE
151 CFERHQWFLE HEARPLAELR NQSVREFLDG TRETHNIFCS HENHRTETLT
201 SIYCRGCSKP LCCSCALLDS SHSELKCDIS AEIQQRQOEEL DAMTQALQEQ
251 DSAFGRVHAQ MHARWGQLGR ARAETEELIR ERVRQVVAEV RAQERELLER
301 VDARYQRDYE EMASRLGRLD AVLORIRTIGS ALVQRMECYR SDOEVLIMEG
351 FLRQALCRLR QEEFQSLOAZ VRTDGFDEFK VRLQDLSSCI TQGEDRRVSE
401 HLSPERASTP RDPIDVDLEE ERERVEROVQ ALGLAERQPM ANVVOSVEGLH
451 PVEVYAFSIK GPSYGEDVSN TTTAQKRKCS QTQCPREVIK MESEEGKEAR
501 LALRSSPEQFR FPSTSEAVSFP HLDGFPSPRS PVIGSEVFLF NSNHVASGAG
551 EAEERVVVIS SSEDSDRENS SSEELDDSSS ESSDLOLEGF STLEVLDENL
601 ADPOAEDRPL VEFFDLEIDNE TQKISQLREAV NRESHEFRVVI QPERFFSIYS
651 HLVSLEVGLQ HFLSFLSSMR RPILACYKLW GPGLENFFREL LEDINRLWEF
701 QEAISGFLAZ LPLIRERVPG ASSFELENLL QTYLARWMSE RSZMALVLAM
751 RDLCRLLEVS PGPOLAQHVY PFSSLOCFAS LOPLVOLAVL PRRERRLLAL
801 ENVSFMELLS RHRRDRQGGL KKYSRYLSLO TTTLPPRQPL FNLOALGIYF
851 EGLLEGPLLL RAEGVSTPLL GRGLAERASQ Q5

nformatted sequence string: 882 residues (for pasting into other applications).
Sort by ® residue number ) increasing mass O decreasing mass
Show  ® matched peptides only O predicted peptides also
Start — End Observed Mr(expt) Mr (calc) Delta M Peptide
g - 33 2882 .5000 2881.4%27 2881, 0.1150 2 E.SPRPOODPARP MPFFETPSEGER.Q
34 - 44 1152.4400 1181.4327 1181.5677 -0.134% 0 R.QPSPSPSPTER.A
43 - 54 1423.5200 1422 .5127 1422.877% -0.1652 0 R.APASEEEFQFLE.C
161 - 170 1151.5000 11590.4%27 1190.6520 -0.1592 1 K.HEARPLAELR.N
308 - 315 L3300 999,3227 99%,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 -0.1365 1 R.LEQEEPQSLOAARVE.T
361 - 372 L3300 1554.5227 1354.6841 -0.1613 0 R.OQEEPOSLOAAVE.T
361 - 382 L3000 2549%.2927 2549%9.2510 0.0417 2 E.JEEPQOSLOAAVETDGFDEFEVE. L
373 - 380 .3500 937.3427 937.4080 -0.0633 0 R.TDGFDEFE.V
- 500 .3%00 1164.3827 1164.3081 -0.1253 1 E.MESEEGEEAR.L
- 515 4700 1299.4627 129%.641% -0.175%2 1 R.SSPEOPRPSTSELA
518 — 529 1426,5700 1425.5627 1425,7385 -0.1737 0 K.AVSPPHLDGPPSFR.S
530 - 555 2633.3%00 2632.3827 2652.2780 0.1048 0 R.SPVIGSEVFLFNSHHVASGAGEAEER.V
574 - 594 2265.1100 22564.1027 2264.0292 0.0735 0 R.ELDDSSSESSDLOLEGFSTLR.V
595 — 616 2544.4100 2543.4027 2543.2908 0.1120 1 R.VLDENLADPQAEDRPLVFFDLE.T
o match to: 1320.4000, 1345.4100
T T S Tttt ESsons F S sEesnes
g . - P R IR
5 0 1° 5
£ L
w w - .
=0 o e PP R T SLnt T EETT R
T T T T T T T T T T T 1 T T i T T T T T T T
50O 1200 1600 2000 2400 2800 00 1200 1600 2000 2400 28O0
RHS error 90 ppm Hazs (Dad  RHS error 90 ppm Hass (Dad
] PMIL. HUMAN Reviewed; E in,
.C  P2353%0; ESPBR7; P295%1; 228532; B225%3; QO Q1535%; Q5%F2%; Q2WULO;
Lz 0%6541; Q9BPWZ2; Q9%EWP7; QSBZE6; Q9BZXT; Q9BZKS; Q9BZX9; Q9BZYO; Q9BIY
- Soooasl

RELRE SR CEONIEERTEBICOVWTRIUFUERRLET,
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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—=IDRANZZVINDED Acession & Description NERFICRRIINE T, L\ TUUTDIFEHRNER
TENET,

Database  FRULET—IR—RE,
Score : MASCOT Score,
Expect : Score LAIEEEEZEL L ICELEINLE, AIEEEZEBZ TS,

Expect = 0.05 £72%, Expect M 0.05 KW/NEVRFFEE,
Monoisotopic mass (Mr): 7—IR—ZADEHINSEHEINZIVNIBDEE,
Calculated pI : TIR—ADEFINSEEINETFAFER.
Taxonomy : R,

KZEYVINVEDES)E . NCBI O BLAST(ECAHERIMERZRTOT S L)RITTBHDI TN
FTREINET,

Search parameters

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

Enzyme : Y/ 5 —2,

Mass values searched : 2I—DE—U#, VT )—IC8ERHRNSENTL\DIFE,
DTNV hERA BN —VITHAEDE TV T T A7 ZREE
ULEIH JTU—HP VA EDEN ARSI NIESZREZDR0
E—O8NTRRINET,

Mass values matched : IE®EE NV YVFUIEE—IH,
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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

HWTYINNIELRICHUTIYFURRTFRNEDEMIICHIZ2DH ., £FDEIFICDLNTD
BHRMNKRRINET, Coverage &lF. 2RICHITBDVYFARTFREEHDEISTI. VYFULE
RIIFREDDFDAFTRFAINTLET,

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 E Peptide
8 - 33 2882.5000 28B1.45%27 288B1.3777 0.1150 2 ER.SPRPOODPARPOEPTMPFPFETPSEGR.Q
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.OEEPQOSLOAAVE.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 R.VLDENLADPOAEDRPLNVFFDLE. I
Ho match to: 1320.4000, 1343.4100
IBICEDTICIFE . RYFURRTFRAT7IVBREIR (T IAIVNREDHS) ICIEA T A MRR
TNTLET,
Unformatted sequence string : REHEH(CEIIZIE—UPT<REIR—INHATHTT LD

TV T—23 Tl EFERULEVEEICERI T,
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Sort by : DARDAVNEZIEE. BEES. BEEDFIE/REIE HHERE,

Show : BSREEEAENY Y FURRTFROAZ ANIRRIEEIN. YV FLRN O
ERE—JER/RIEEINZEEIRLET,

Start-End  IUNOBLERICHITE T I BEREES.

Observed : E—=OURNTPAIVD m/z,
Mr(expt) : E=DIRDENSEHESNIERTFROEE,
Mr(calc) : BRSNS ETESNAERTFROEE,
Delta : Mr(expt) — Mr(calc).
M : Missed cleavage,
Peptide : RTFRECH BBt 2ENDBRIFHE TRRINEKT,
D T S P R e P PP PP
3 B o 1t
P T T ‘;
£ £ I
- 041 F-=-=-===-= T Trrmmmmosmsesmsessonosoees = 400 F------- oo ‘_ _________________________________
S&O I IZIOO I .1.6|00 I ZDIOO I 24|0-0 I ZBIOO I 80'0 I 12.|00- I lGIOU I EOIO-O I 24|00 I ZBIOO I
EHS error S50 ppm Mass (Da) RHS error S0 ppm Hazs (Da)

R=ITFECHRRINTVND T STREEICE—IDYYF T DEEEFRIT T T T T AN Da. HN
ppm CRIAINTVET, EOICHEEIIER T —IRIDORTFREE T, MEINRETI . SFENTLS
ENERRIIINVBETINT STERRITDET., INIXA—F—TIEE LIS ZEH (peptide tol.)D
BREBENBY CHOIENE DN ZHERTDEELTEFRT,

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

BEOER FEICIEY VN OBEDFMRBEBRNRTINKT . 2ELT —IR-RATRBRRTICET S
BYSEREN B DFDHRTINET
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6-4. ¥&55R0 Export

BEERBRZEZI7AIVENITDIENTEET, Format As D:ERFE CIExport Search Results]Z &R
ULTHSFormat As /Ny U EHULET,

Concise Protein Summary Report

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

Preferred taxonomy [All entries ~ |

MATRIX
HADTPAIV 7A=Y ORE BAHEE SCIENCE

HREZZERL. BE FED I Export Search

Results |INY V2T ET7AIVHEANET
INEY,

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. RFRIGoRIEE:MIS

ZDETIE MASCOT MIS RZRICH T D EREMEICH UV TERALET .

7-1. RRFITERAUTVBIRRICDOULT

MIS D#RFZRFIE LT MASCOT Server RICTFET DU TORRGERZFIALE T,

[’Aﬁaﬁﬂ'—/\‘—] https://www.matrixscience.com/cgi/master_results 2.pl?file=../data/F981139.dat
[O0—7AJLbH—/\—] http:/ /localhost/mascot/master_results_2.pl?file=../data/F981139.dat

REEE REAE
Enzyme Trypsin/P
Fixed Modification iTRAQ4plex(K),iTRAQ 4plex(N-term), Methylthio(C)
Variable Modification Acetyl(Protein N-term), Gln->pyro-Glu(N-term Q),
Oxidation(M)
Peptide tol.* 0.9 Da
Fragment mass tolerance = | 0.6 Da
Missed cleavage 1
Instrument ESI-TRAP
query % : 33,191

RBRDER. LLTFDARINEY VINIBHNEIESNTVET,
REANRINIVEL 2,812
REY >V INDEE : 480 (448 J')L—2)

7-2. JRCMABDHM : summary EIE

7-2-1. BRAUGR VAR COEEHE
URL & WEB JSUY TIREUVERERAZM<E REDLS REENRNET . BEADFRET

EONZBZN—YTEHINTVSRBICOVT, LIRIRICHIALET .
CRERERTEBOBEMR T2 ODEERZE 1 DICHAGDETNET,)
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https://www.matrixscience.com/cgi/master_results_2.pl?file=../data/F981139.dat
https://www.matrixscience.com/cgi/master_results_2.pl?file=../data/F981139.dat
http://localhost/mascot/master_results_2.pl?file=../data/F981139.dat
http://localhost/mascot/master_results_2.pl?file=../data/F981139.dat

NS MASCOT Search Results

E-mail H
Search title : iPRG2008 SwissProt Mouse
MS data fil :\iPRG2008\mgf\merged.mgf
Databases :1:cRAP 20190304 (116 sequences; 38,459 residues)
2: SwissProt 2019_10 (561,356 sequences; 201,858,328 residues)
Taxonomy :1:(none)
2: Mus. (17,083 sequences)
Timestamp :9 Jan 2020 at 14:12:31 GMT

Not what you expected? Try efthe select summary.

Enzyme : Trypsin/P

Fixed modifications : FITRAQ4plex (K), AiTRAQ4plex (N-term), efMethylthio (C)

Variable modifications : Acetyl (Protein N-term), #'GIn->pyro-Glu (N-term Q), #fOxidation (M)
Mass values : Monoisotopic

Protein mass : Unrestricted

Peptide mass tolerance : £ 0.9 Da
Fragment mass tolerance : = 0.6 Da
Max missed cleavages H
Instrument type : ESI-TRAP
Number of queries 133,191

Score distribution

P Modification statistics for all protein families

Protein Family Summary

Significance threshold p< Max. number of families
Target FDR (overrides sig. threshold) | (not set) v |FDR type

Display non-sig. matches (] Min. number of sig. unique sequences
Show Percolator scores @] Dendrograms cut at
Preferred taxonomy | Al entries

P Sensitivity and FDR (reversed protein sequences)

§ permalink

Proteins (480) Report Builder Unassigned (30379)

Protein families 1-10 (out of 448)

[Accession v | contains v | || Find

b1 1::sp| TRY1_BOVIN| 1600 sp|TRY1_BOVIN|

b2 2::CP2CT_MOUSE 1332 cCytochrome P450 2C29 0S=Mus musculus OX=..
2::CP239_MOUSE 251 Cytochrome P450 2C39 0S=Mus musculus OX=..
2::CP238_MOUSE 150 cytochrome P450 2C38 0S=Mus musculus OX=..
2::CP254_MOUSE 550 Cytochrome P450 2C54 0S=Mus musculus OX=..
2::CY250_MOUSE 487 Cytochrome P450 2C50 0S=Mus musculus OX=..
2::CP237_MOUSE 338 Cytochrome P450 2C37 0S=Mus musculus OX=..
2::CP2F2_MOUSE 470 Cytochrome P450 2F2 05=Mus musculus OX=1...

1
BUWNNGOR

1 kDa protein 0S=Mus m...
otein 1-like 0S=Mus musc...

»3 1
1T
3

»a 2::CYB5_MOUSE 1202 Cytochrome b5 0S=Mus musculus 0X=10090 G...
s 2::PDIA1_MOUSE 1121 Pprotein disulfide-isomerase OS=Mus musculus ...
b6 2::CP1A2_MOUSE 1053 cCytochrome P450 1A2 OS=Mus musculus OX=1...
»7 2::ENPL_MOUSE 1008 Endoplasmin 0S=Mus musculus OX=10090 GN...
bs — 1 2::RDH7_MOUSE 995 Retinol dehydrogenase 7 0S=Mus musculus OX...
__I |- 2 2::H17B6_MOUSE 594 17-beta-hydroxysteroid dehydrogenase type 6 ...

3 2::RDH16_MOUSE 497 Retinol dehydrogenase 16 05=Mus musculus O...

T T

bo 2::MGST1_MOUSE 860 Microsomal glutathione S-transferase 1 0S=Mu...
bio 2::RL7A_MOUSE 768 605 ribosomal protein L7a 0S=Mus musculus O...

1

Expand all | | Collapse all

@® All O Non-significant O Unassigned  «[help] \ Export \ As \XML V\ _
¥Search parameters
Type of search : MS/MS Ion Search

Not what you expected? Try fthe select summary.

I Mascot: Zhttp://www.matrixscience.com/
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User

E-mail

Search title : iPRG2008 SwissProt Mouse
MS data file : D:\iPRG2008\mgf\merged.mgf

Taxonomy : 1: (ncne)
2: Mus. (17,083 sequences)

Timestamp :9S Jan 2020 at 14:12:31 GMT

Databases :1: cRAP 20190304 (116 sequences; 38,459 residues)
2: SwissProt 2019_10 (561,356 sequences; 201,858,328 residues)

[5-3 MIS BRFR/I\NTA—F— —B | EHBTIEILZTL,

User : I\ X—%—Tyour name | CHEEULIABT.
Email : INSX—4—TEmail| CIEELIZAR,

Search title : /\5X—%—[Search title| CiEEULIZHRB.
MS data file : RERCHERAULLERT—ID T 71V,

Database(s) : RERFMNRBEUET—IR—REN—TI 3D, SR HRIREL
Taxonomy : /\SX—%—[Taxonomy | TIEELIZEME(ERALIZRDH) . TDEYTEELT

EFINTVWSI VN —HERRINET,
Timestamp : MRRHIIAEE

@ All O Non-significant O Unassigned  Thelp] |

Export | As | XML v |

[Re-search |[IERRZERET DLHDINI VT, BIRFREEZITD query DIEFRICKDTIAI(TART
D query). [Non-significant | (RIEEXEICHIZEN DTz query). [Unassigned |(AEYV/I\VBICIFE

LRV query) D3TEEZEBIRT D2ENTTHT,

[Export | [IRRERERTFREMTIPMIVEATIRODA TV T KRR TA—TVE |
BERTFR/IVNIVEORG . HANBEEZREVTCI7MIVEATDIENTETERT . FMIE
[7-5.Export BEEICK DR TFRR—ADBRFBRIPIIEAITREDILIZDTEESZCE

<7fEELN

¥Search parameters

Peptide mass tolerance : £ 0.9 Da
Fragment mass tolerance : £ 0.6 Da

Max missed cleavages H
Instrument type 1 ESI-TRAP
Number of queries 133,191

Type of search : MS/MS Ion Search

Enzyme : Trypsin/P

Fixed modifications : ZiTRAQ4plex (K), fiTRAQ4plex (N-term), #Meth
Variable modifications : fAcetyl (Protein N-term), £GIn->pyro-Glu (N-ter
Mass values : Monoisotopic

Protein mass : Unrestricted
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INTA—F—ARBDFMIZL, [5-3:MIS IRFR/INTA—F— —B | =BT,

Type of search
. tﬂﬂéﬁ/ \Og_yo

Enzyme
Fixed modification

: B8 R

Variable modification

: MASCOT 3 DDBFBRFEDOIE, ENh,

D ERR INTONR P/ BOBEZIEERNBICANEZ S,
S/BOEEZE

EARABEANBADT—REANBEZ L)

T—ADWmAZEFET D,

Mass values

Protein Mass

. SEEEHECES T/
: FINOBEEED ERE,

FEDEBE=N. [Monoisotopic|H\[Average | H\o

Peptide Mass Tolerance: R JFRDBEVVF VI HITBiREEHH,
Fragment Mass Tolerance : J3UXUNDEEVYVF U IICHITDIREEFH,

Peptide Charge State

: RTFRODffEL (precursor 174 2/LA)b)o

#13C : RTFRICEENS 13C ZEELZ[OH,

Max Missed Cleavages

: Enzyme EREICDOVT, YIMiEIFrE SRR S NIz BT E RELER U

RIFRZERTEIENTEI SN AEXTRRAICEZEFATIT DN

DVTDEE,
Instrument type
TNy,

Number of queries

P Score distribution

[Score distribution |DEME VYo
T2E2D2ORAA7PDERNT S LHRT
INFEXY, LIE query. FIFREYV/INOE
T9Y,
LD query DT ZTE EHNRYYFIT
BU\ERYT Mascot lIons A7, HtEH
B TT. & query ICKVUEEREEN
HYUFRITH ZORIEEEDHIEHHFRD
TSI D—FRAIERVET,

TREEAEYVNVBDODAIAP(RTFRD
AAT7EIVINVEEBICESUZRAD7) D
T YN IBICIFRAEREERT7E <,
IS5 TICIFFOMEENF FRNEE Ao

: ANF—IDEET—

: BRI DMA VI =0T SITAVE—IDERICET BIFHRNE

648

¥ Score distribution

1.0+

Number of Matches (le+4)

0.0
a 20 40 60 a0 100 120
Score

Peptide score distribution. Ions score is —101log(P), where P is the
probability that the observed match is a random event.

There are 2,366 peptide matches above identity threshold and
2,812 matches above homology threshold for 33,191 queries. On
average, individual ions scores > 32 (beyond green shading)
indicate identity or extensive homology (p<0.05).

10

Number of Hits

500 1000 1500
Protein Score

[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 | DEFFZD')vIF3E . BE query NDI5
EfZESATVWERBICDWT, EBERDEEAND SN I NRREINE T,

W Modification statistics for all protein families
Modification Delta Type Site Total.matches
iTRAQ4plex 144.102063 fixed N-term 2746
iTRAQ4plex 144,102063 fixed K 1732
iTRAQ4plex 144.102063 fixed C 172
Oxidation 15.994915 variable M 143
GIn->pyro-Glu -17.026549 variable N-term 35
Acetyl 42.010565 variable Protein N-term 21

¥legend
Peptide columns and rows

Dupes ExpectRankU 1 2 Peptide

0.037 k2 GAYSLSLR significant
I 31 GFFLFVEGGR top ranking
6.4e-05 b1 GSSIFGLAPGK  significant and top ranking
1.3e-06 P1 B SSGTSYPDVLK peptide is found in all proteins in family member 1
’ 6.2e-07 :1 WVCNYVSWIK peptide is found in some but not all proteins in family member 2
6.4e-05 1u GSSIFGLAPGK  unigue
Legend b2 5.7e-05 b1 LNTLETEEWFFK peptide has two duplicates

0.18 b1 LNTLETEEWFFK  duplicate peptide

Right-facing triangle ( P ) in the Dupes or Rank column indicates content that can be expanded by clicking on it. Down-

b = facing triangle (') indicates the content is expanded and can be collapsed. For more details about particular columns,
1)
[Legend IDBEFRZE D)W O T D&, |z resutzformat e

Protein quantitation ratios

BREEORAICAY DHANERT Sow . 1 vy

CFAH_HUMAN 37559 0.962 1.129
FHR2_HUMAN 1330 0.859 1.128
A ngi a ° When quantitation method is Reporter (e.g. ITRAQ) or Multiplex (e.g. IPTL), protein ratios are displayed when a family

is expandead, Ratios in italic indicate that the paptide 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).

Significance threshold p< Max. number of families

#Thelp]
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 E

Preferred taxonomy |AII entries

<]

KRNI DI VINVBORTFRICET DR EREL. RIRBEEELET,
Significance threshold p < :

BEREMDREE p DFRET. T IAIVNE 0.05.F/N—I3 U TIFEE, IRTFROERFHEDRHIE &
[EF%. "Target FDR’OMEZERE T D ETE5NMBEIN. FDR DREZHZ T & D MENEHRIIRE-
BREINET,

Max.number of families :

BREVTRTIBDIVNIB(O7IV-)BDLRIE, 774 VNI Auto, TRHOEREEEEEZ D

FINDBEINRTHRRIDHRECT,
Target FDR (overrides sig.threshold) :
FDR DEXE(E, 55l 11. FDR & Decoy T—HXR—X | %S,
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FDR type :

FDR DTV RNR, PSM & query Z#Z _EIT DXL, Sequence [FRIUARTFREFIICYVF IS
query Z1DICXREHTHIRLET,
Display non-sig. matches :

BEEEZBRDIRNTFROARRINDDNT IAIVNERETIN, FVNIBICTTAIINTLD
RIFRIRTERBRICKRRIEZY . A O7P CTRIEZRIT TRRSEIZYU T SENERETT,

Min. number of sig. unique sequences :

BEYVINIBDEEEUVUT. PHAIEINED IR TFRZVNKDETEINEVIRETT,
MASCOT DT I#IVME 1 TF.9-5 TEARTBLIIC. REEZE 2 LLEICTBETREIV/INVED
XD EFEMEZSIE LITEENTIRE. AEY /N VBHIIKIEI B> TUEVET,

Show Percolator scores :
Percolator DEtEZEITL TL\BIHEDH. Percolator D A7 EHAFHENERICRIINE T,
Dendrograms cut at :

7= NOBORUEZEZRL VST RO SAICDWVWT, RAOA7PDAY AT ZIEELE T,
TIAIETREAYRATZERITUGEN 0 T AV TDBRICE > THEEUT DI V/INOENTDIC
FEHONDZENBYFT,

Unigene index :

(BIKIC78 U, Unigene DEREZITD CLVDIBEEI T —IN—XATREBEUVERDH. ) I VINIBEZ
BELEFR—ADT7IN—ICOSRFVITTBHHICERATS UniGene 107V I R ZERUFEREME
THRTUET,

Error tolerant matches : Error tolerant matches: Reliable v
Error tolerant MR Z T DTz D H, HRF |Preferred taxonomy

AR T BEREICE IS RAMRORT | - Al
WEENIBRSENTEET (HE),

Preferred taxonomy :

BERTSEEYE. YV /INVED 1 DOIVN)—CFEHEYBI N —DIHRATNTLSER
HYVFT RTINS AX—F—Ttaxonomy | DIRWIAMAET M) —[CEFRIN TV EBEMIEI AN TIC
W CTED—ARACNDENEET IAISTEDSNZITERADH TT . fiak, I\ TA—FY—TIEE
UTeERBEBONIER D EYMERRERZITONSI TN —HRERICRIRINDSZENHYET,
Preferred taxonomy DEREZITDET.BELVTERRTEEMERERELZEYRICTVERZSD
ENTEXT,

7-2-9. Sensitivity and FDR

P Sensitivity and FDR (reversed protein sequences)

Sensitivity and FDR|DEZE D)o 95 E ., protein FDR DfEE peptide F7z[& PSM @ FDR
DEIFRINET CRER).
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WwSensitivity and FDR (reversed protein sequences)

Target Decoy FDR
Protein family members 480 171 35.62%

PSMs  v| above|homology v| 2812 219  7.79%

Decoy results are available in fthe decoy report.

FDR DEZRIEEE LU THRALEZWGSIE TDOLEICKRRIEIN T\ S Format [ Target FDR|
THIEZRELUT, [Format [Ny U ZHLTEEIU,
FDR |CE89 %:£4lE. [11.FDR & Decoy 7 —INR—R | & BT,

BEYVINVBICRET BRIHRNREDHSNIZEFRTT,

J Proteins (480) H Report Builder H Unassigned (30379) ‘ § permal

Protein families 1-10 (out of 448)

per page 1 @ M | Expand all ‘ ‘ Collapse all |

\ Accession v H contains v | ” Find ‘ | Clear ‘
b1 1::sp|TRY1_BOVIN| 1600 sp|TRY1_BOVIN|
b2 1 2::CP2CT_MOUSE 1332 Cytochrome P450 2C29 0S=Mus musculus OX=...
4['5 6 2::CP239_MOUSE 251 Cytochrome P450 2C39 0S=Mus musculus OX=...
7 2::CP238_MOUSE 150 Cytochrome P450 2C38 0S=Mus musculus OX=...
2 2::CP254_MOUSE 550 Cytochrome P450 2C54 0S=Mus musculus OX=...
| —|jE 3 2::CY250_MOUSE 487 Cytochrome P450 2C50 0S=Mus musculus OX=...
5 2::CP237_MOUSE 338 Cytochrome P450 2C37 0S=Mus musculus OX=...
4 2::CP2F2_MOUSE 470 Cytochrome P450 2F2 OS=Mus musculus OX=1...

EED>E HIDBSELAL TRRELEDHLTORTY.,

J Prote\'ni E480!| ‘ ‘ Report Builder ‘ ‘ Unassigned (30379) ‘

Protein families 1-10 (out o
per page 1 @ M ‘ Expand all H Collapse all ‘

| Accession v | contains v H Find ‘ ‘ Clear ‘

R CEONEEETDOE. 8F 480 OEMIFURNYTEINZRETVINIBEDTEE. 5 448 D
BAIEREYVINOBET7PI)—DETT . I7IV—EIFIVITPRTIFRZEFDIVINIBZFEDE
T —TTF, L [9-6.Protein inference |2 Z&E/ZT L)\,

EEEBERUMNC. 1 R—=IICRRTDIVNIBEIT7I)—D RERTIINTLVDIR—I EENLSY
DR—INDBE) RTANBDEERH/ZUHE. TUTCHBORRBEIE /R INTVET,
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FWTEI7I—DEHRNE S NIZEMIC DWW TERALE T,
p2]| BEBIVNOBIPI—DHERBICIF=AY—UE rank OEENRRTINTNET ZAHSH
ZOUVITREIVNIBDONYFIIICATELIVEFEUVWER. IVINIBICTPTAIEINTVD

RIFROTYFUIERRENERENET (FH).

|| Find | Clear |

Accession ~ H contains v
A 1::sp| TRY1 BOVIN 1600 sp|TRY1_BOVIN|
v 2 1 2::CP2CT_MOUSE 1332 Cytochrome P450 2C29 0S=Mus musculus OX=10090 GN=Cyp2c29 PE=...
4E 6 2::CP239_MOUSE 251  Cytochrome P450 2C39 0S=Mus musculus 0X=10090 GN=Cyp2c39 PE=...
7 2::CP238_MOUSE 150 Cytochrome P450 2C38 0S=Mus musculus OX=10090 GN=Cyp2c38 PE=...
2 2::CP254_MOUSE 550 Cytochrome P450 2C54 0S=Mus musculus OX=10090 GN=Cyp2c54 PE=...
. 4': 3 2:CY250_MOUSE 487 Cytochrome P450 2C50 0S=Mus musculus O0X=10090 GN=Cyp2c50 PE=...
5 2:CP237_MOUSE 338 Cytochrome P450 2C37 0S=Mus musculus 0X=10090 GN=Cyp2c37 PE=...
4 2::CP2F2_MOUSE 470 Cytochrome P450 2F2 OS=Mus musculus OX=10090 GN=Cyp2f2 PE=1 §.,
»
Threshold (0): D Cut
Score Mass Matches Sequences emPAI
2.1 #2::CP2CT_MOUSE 1332 61419 76 (75) 13 (13) 2.00 Cytochrome P450 2C29 0S=Mus musculus OX=10090 GN=Cyp2c29 PE=1 SV=2
2.2 #2::CP254_MOUSE 550 60887 27 (27) 8 (8) 0.88 Cytochrome P450 2C54 0S=Mus musculus OX=10090 GN=Cyp2c54 PE=1 SV=1
2.3 #2::CY250_MOUSE 487 61128 27 (27) 10 (10) 1.20 Cytochrome P450 2C50 0S=Mus musculus 0X=10090 GN=Cyp2c50 PE=1 SV¥=2
2.4  #2::CP2F2_MOUSE 470 59267 32(32) 12 Cytochrome P450 2C50 OS=Mus musculus OX=10090 GN=Cyp2c50 PE=1
2.5 #2::CP237_MOUSE 338 60590 22 (22) | SV=!
2.6 #2::CP239_MOUSE 251 60856 13 (13) 4 (4) 0.37 Cytochrome P450 2C39 0S=Mus musculus OX=10090 GN=Cyp2c39 PE=1 SV=2
2.7 #2::CP238_MOUSE 150 61356 9 (9) 4 (4) 0.37 Cytochrome P450 2C38 0S=Mus musculus OX=10090 GN=Cyp2c38 PE=2 SV=2
Redisplay
w134 peptide matches (43 non-duplicate, 91 duplicate)
Auto-fit to window
Query Dupes Observed Mr(expt) Mr (cale) Delta M Score Expect Rank U 1 2 3 4 5 6 7 Peptide
#3466 503.3162 1004.6178 1004.5083 0.1095 0 31 0.015 p1 U [ ] R.MPTLEDR.T
#3505 P4 503.8846 1005.7547 1005.6093 0.1454 0 36 0.016 p1 u | | R.FSVQILR.N
f4193 516.8977 1031.7808 1031.5369 0.2439 0 32 0.05 p1 [ | [ | VQEEIDR.V
#4247 P2 521.2416 1560.7029 1559.8187 0.8842 0 59 1.2e-05 p1 Um K.NISQSFTNFSK.A
f4466 521.3753 1040.7361 1040.5810 0.1551 0 22 0.031 p1 [ ] R.FTLMTLR.N + oxidation (
#4705 525.4566 1573.3479 1572.7654 0.5824 0 71 1.3e-05 p1 [ | [ | K.EALVDHGEEFAGR.G
#4741 p3 526.3505 1050.6864 1050.5323 0.1541 0 34 0.005 p1 HEE BN R.CLVEELR.K
#5544 pg 540.3247 1078.6349 1078.5385 0.0964 0 54 0.0002 p1 EENR [ | R.ICAGEGLAR.M
GETI 3 BB B 1[0 2 N - V101 R ¢ 11 e B o Tk 2 ] W UEDUIER.
#7750 Mg 577.9297 1153.8449 1153.6045 0.2404 0 49  0.00049 p1 um R.GSFEMAEK . I
#8013 581.2500 1160.4854 1160.6167 -0.1313 0 43 0.0017 p1 u | | R.LCLGEPLAR.M
#3340 pg 586.0058 1169.9970 1169.5994 0.3976 0 33 0.0015 p1 um R.GSFPMAEK.I + Oxidation (M)
£10395 618.0392 1234.0638 1233.8304 0.2335 0 43 0.0056 pi1s UmENE ®H R.YAiLLLLK.Y
411198 p3 630.7186 1889.1341 1889.9427 -0.8087 0 59 7.6e-06 p1 u n R.TSMPYTDAVIHEVQR.F
11589 636.3614 1906.0624 1905.9377 0.1247 0 32 0.0034 p1 u | | R.TSMPYTDAVIHEVQR.F

+ oxidation (M) -

BRESNEEICRRINZABICDOVT, FHOF TCEHON ZR/IN—YELMTLY

TVWET,

v2

S
i — -

LI e B

= = =
= =
= —

Threshold (0): D Cut

PUWNNGOR
NNNNNNN

::CP2CT_MOUSE
::CP239_MOUSE
::CP238_MOUSE
::CP254_MOUSE
::CY250_MOUSE
::CP237_MOUSE
::CP2F2_MOUSE

T RO S LDEMICE B TFRZE
FOYVINVEODRUENRFEINTNET,
KUHBITHEELTVD Y VINIBEMNRKVEEL
LTWBEZXRULET HUEZRITRIA7

LW

(8 NN —(ZB > TV T BB URBES
DERDA IS0 T4TICRIRIEINZET,
(RO7ZEEHFASL Cut RV EHIE
TEYUENDUET,)
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Score Mass Matches Sequences emPAI

2.1 #f2::CP2CT_MOUSE 1332 61419 76 (76) 13 (13) 2.00 Cytochrome P450 2C29 OS=Mus m
2.2 =2::CP254_MOUSE 550 60887 27 (27) 8 (8) 0.88 Cytochrome P450 2C54 OS=Mus m
2.3 #2::CY250_MOUSE 487 61128 27 (27) 10 (10) 1.20 Cytochrome P450 2C50 OS=Mus m
2.4 of2::CP2F2_MOUSE 470 55267 32 (32) 2 Cytochrome P450 2C50 OS=Mus musculus
2.5 #2::CP237_MOUSE 338 60590 22 (22) i SV=2

2.6 #2::CP239_MOUSE 251 60856 13 (13) 4 (4) 0.37 Cytochrome P450 2C39 0S=Mus m
2.7 ef2::CP238_MOUSE 150 61356 9 (9) 4 (4) 0.37 Cytochrome P450 2C38 OS=Mus m

| Redisplay | \E| | None |

T7I)—ICBIBRYVINVBEDBHRPRIINTVET . EAIIE rank 2 TIH, rank2 DHFT
ZAAPIBICT TDHESNRDIFTON, ENEN 2.1, 2.2 REERBFEINTVET, ZDIEFHNDIEBFLLTD
BYTY,

Score

FUNDBEDROAT IVINDBIZTHAVEINTVBIRTFRD Tons Score ZEHECEH TN, KEL)
FEBHEDEVWRTFRRZNWZEERUEITN, IRED MASCOT Tl Protein Score £ & (C[EE
FINDBEHETDIEIFILTVWETBAFMIE 9-58 ZZEBIZTUL,
Mass :

SUNVBDER, T—IR—RICEFIN TV DEIIERN SEHE
Matches :

FNDBIZTHA I EINT query 8o ORDEFIEEDH CREEEZBAI TV LD IREDT T4
IVNERE CIIRIEEEZBA TS query DAEREIHEICRTEIN TS H ORADEFNELU TT,
Sequences :

query DOEREUARTFREFICYYFUTWSREZE 1 DICKEHTAHAIIRLIZED, OIZDVTIE
Matches EEIUKEAEEEZBA TLV\DEDDHFZENT U,
emPAI :

Spectral Counting M12T3% 3% emPAL ERATWVFEENZVNE VD HIMOEEERYET,
SOINDBICTPHAIINERTFREFIBRZEEICELEL. M DIVNIBORETEEEIC —l%'ﬂi
INTVBHRBRADERDKEIT DYV INOBRE TELLENEIRE, 3FHlIELLT URL Z2Z8B</2E

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

HWT PHAIURTFRICBAL TR RLTLET,

¥ 134 peptide matches (43 non-duplicate, 91 duplicate)
Auto-fit to window
Query Dupes Observed Mr(expt) Mr (calc) Delta M Score Expect Rank U 1 2 3 4 5 6 7 Peptide
=A3466 503.3162 1004.6178 1004.5083 0.1095 0 31 0.015 p1 U ] R.MPTLEDR.T
#3505 Pg 503.8846 1005.7547 1005.6093 0.1454 0 36 0.016 p1 U . R.FSVQILR.N
24193 516.8977 1031.7808 1031.5369 0.2439 0 32 0.05 p1 [ | [ | VQEEIDR.V
#1447 po 521.2416 1560.7029 1559.8187 0.8842 0 59 1.2e-05 p1 Unm K.NISQSFTNFSK.A
#4466 521.3753 1040.7361 1040.5810 0.1551 0 22 0.031 p1 | | B R.FTLMTLR.N + 0Ox{
#4705 525.4566 1573.347% 1572.7654 0.5824 0 71 1.3e-05 p1 | | | ] K.EALVDHGEEFAGR.
=] iy - P, » = -
Query : Query &5, MASCOT TlIIANT—PICDVWT RTIFROBEICREUZE
- (=R =~ =y — o “ =gy
INEVBICESHEIVIRSNE T, Query BEENNTVWTFT—FEIRTFROBEN
INEWEZERULET,
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Dupes : AURTFREHITH DR CERERIUGERICYYF UL query (& RO7HRE
BLEDDHTRIENZTNLSMNE Dupes #BICHIHENE T, Dups THRREIND
HFIE query RLKDFREHONTLD N ERL. ZAHZIVITHE
D query hFRRINET,

Observed : ERMERIDARTFRD m/z

Mr(expt) :m/z EERNSEEING EREFIORTFROEE

Mr(calc) : BeAUh SEtEINZ EBRERIORTFRDOEE

Delta : Mr(expt) — Mr(calc)

M : Missed cleavage WEIRISEHAINZ3L

Score : Mascot Ions score CEERIED MS2 E— 0 & IBREE DY YVF UV IEBVNERULET

Expect : RAEEE(EE Score NSETE S N7ZHARHE,

Rank : TIR—RPDRERTFRERYF I ZIT 21K TRENTVBIRTF RECH

EDVFIITHEEDHRTDRM THh N ZERULET,, [Rank | DERZED YD
UCERTZE. TRDKIICNYYF I ERTAP I I T EITORMDRTFREED
ZAO7PICDWVT rank [BICRRENE T, Tz LEBICIEED query TESH SN

2ODAEEEBEEHE THRIIINETT GHAlIZI9-4.BAIBNRTFRIZCETEIW),

Loous:3. 6453
Score » 33 indicates identity
Score » 23 indicates homology
i 0.4100 O 63 6.2e-06 wy [ [ R.DFIDYYLIK.Q
-0.5313 0 7 2.5 2 DFPETHNILK
.3187 1 & 3.4 3 TPPIIHRDLK
-0.7080 1 5 3.5 4 KETMRLILK
3816 0 5 4.1 5 DTLSINATHIK
5308 1 5 4.1 6 + Oxidation (M)
5273 1 4 57
4108 0 3 6.7 B + Oxidation (M)
-0.5813 3 5.9 O SLLDANFEPGE
-0.3703 2 7.4 10 MFPECOVGSIWER + Oxidation (M)
U UN—IDDVNTVBRBE DI —EEHEINTLVRL Unique RFFRT
HDBZERLET,

e  BFIET7IV-ICBI B Y VN VBEEEFHLTVWET . BEIN G DY VN VBICERS
RIFRRTPHAEINTVWBZEZRULET AU T7IU—ATENT DDAHERR
SNTLVBARTFRIDIZ—ORTFREVSHITRYET,

Peptide s BV RURRTFRERS (BECRIED 7S/ BBERERESHE TRRINET,

7-2-11. Report Builder 97 (§VIN\NOVBR—ADBREFFZRI71IVHEA)
7-2-10 CCRAULEEEY V/INVBORRMEFRICDWVWT, RBEEAEN Y TRBRRICH>TUWET,

7-2-10 TCERUZDIEProteins |9 T TURM. FNLNIC 2 DDYTHHYET,
[Report Builder| () (&, BAEYTV/INIBR—IAD I ZAREER T DDIERER—ITT,
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J Proteins (480) I Report Builder i Unassigned (30379) ‘

Protein families 1-10 (out of 448)

per page 1 @ @‘ | Expand all ‘ | Collapse all |

Report Builder ¥ 7%7')v0§35& /RN TRDE S ICHUEDUXT,

Proteins (480) Report Builder ‘ | Unassighed (30379) | § permalin

Protein family members (480 proteins)

P Columns: Standard (12 out of 16)

P Filters: (none)
Export as CSV l

7Family | M | DB Accession Score | Mass | Matches | Match(sig) | Sequences | Seq(sig) | emPAI | Description

1 1 | cRAP A1::sp|TRY1_BOVIN| 1600 | 28266 47 47 7 7 2.86 | sp|TRYL_BOVIN|

2 1 | SwissProt | #f2::CP2CT_MOUSE 1332 61419 76 76 i3 i3 2.00 | Cytochrome P450 2C29 OS=
2 2 | SwissProt | =£2::CP254_MOUSE 550 60887 27 27 8 8 0.88 | Cytochrome P450 2C54 OS=
2 3 | SwissProt | #f2::CY250_MQUSE 487 | 61128 27 27 10 10 1.20 | Cytochrome P450 2C50 0S4
2 4 | SwissProt | #£2::CP2F2_MOUSE 470 59267 32 32 12 12 2.11 | Cytochrome P450 2F2 OS=
2 5 | SwissProt | #f2::CP237_MOUSE 338 60590 22 22 8 8 0.89 | Cytochrome P450 2C37 0SS
2 6 | SwissProt | £2::CP239_MOUSE 251 60856 i3 i3 4 4 0.37 | Cytochrome P450 2C39 0S5
2 7 | SwissProt | ef2::CP238_MOUSE 150 61356 9 9 4 4 0.37 | Cytochrome P450 2C38 OS=

FROEI SR ZASDMER SN, RTIHNB%E CSV J7MITCHATIENTTEXT, ISIC. F/TTD
EHEZREE TS Columns],. RRT DY V/NNVEBICHUTRAP TP A IR TFREBRETRY AH
K E5Z3Filters |REEVW\ ot aFRAIT 2B EHEFXFET(TH),

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

Protein family members (271 proteins)

¥ Columns: Standard (12 out of 16)

Arrangementl <gustom> I v

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
emPAl

Description

[+1[1]

¥ Filters: "Num. of significant matches" >= 2

Num. of significant matches |2 ~| |2 Remove [J
AND v | | Sequence coverage v | S
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[Unassigned |9 T CIE.AEY VNIBICPHAIEINTLWRWRTFRO—BENRTINET,
FREBICDWTIE, 7-2-10 TRUEEIVINIBICPTAIEINTVBRTFREFEAERLTIDT,
TRREBNHYRULESZEESZITSRET L,

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

Protein families 1-10 (out of 448)

per page 1 |E| |M| ‘ Expand all ‘ ‘ Collapse all |

[ Accession v [ contains  ~| H Find | ‘ Clea
b1 1::sp|TRY1_BOVIN| 1600 sp|TRY1_BO
‘ Proteins (480) ‘ ‘ Report Builder ‘ “ Unassigned (30379}' ‘ E

Unassigned peptides, 1-100 (out of 30379)

(100 v |per page 1 @ Sort by Decreasing score v
Query v | Filter | [ Clear |

Peptide matches not assigned to protein families (no details means no match)

Query Chserved Mr (expt) Mr (calc) Delta M Score Expect Rank Peptide
#6212 552.5647 1103.1149 1102.6590 0.4559 0 35 0.051 pq LOEQLGK
23411 B854.5979 2560.7719 2560.3563 0.4156 0 34 0.051 p1 SIVHPSYNSNTLN|
#17701  731.5877 1461.1608 1460.7932  0.3677 0 34 0.064 P2 VLEAPMLQYGGR
+ Omidation (M)
#e704 560.5627 1119.1109 1118.67%0 0.4319 0 33 0.05 p1 EELLSLK
A4 560.0669 1118.1193 1117.7314 0.3878 0 33 0.052 p1 IVTSLGLK
11432 422.7268 1265.1586 1264.6511 0.5075 1 33 0.058 p1 KEECPAVR
A7108  SE7 4123 1132 22920 1132 7059 0 1161 0 33 0058 b SEVSTARTE

7-3. Protein View

BRER CIFRRRNAIN—D I INRBIERT . TV INIBR (Accession)DINAIN—1 D= D) D
T5E VYFURIVINIBICDVTIYFUWMERNE SN TL\ S Protein View] DEEEGYFET
CRER).

RRBELE RERMOBT CTEONIZRRTERIC DOV TIUEFUSEHRRLET,

59



NS MASCOT Search Results

Protein View: CP2CT_MOUSE

Cytochrome P450 2C29 0S=Mus musculus 0X=10090 GN=Cyp2c29 PE=1 SV=2

Database: SwissProt
Score: 1332
Monoisotopic mass (M;): 61419
Calculated pI: 8.57
Taxonomy: Mus musculus

Sequence similarity is available as an NCBT BLAST search of CP2CT MQUSE against nr.

Search parameters

MS data file: D:\iPRG2008\mgf\merged.mgf

Enzyme: Trypsin/P: cuts C-term side of KR.

Fixed modifications: ITRAQ4plex (K), iTRAQ4plex (N-term), Methylthio (C)

Variable modifications: Acetyl (Protein N-term), Gln->pyro-Glu (N-term Q), Oxidation (M)

Protein sequence coverage: 27%
Matched peptides shown in bold red.

1 MDLVVFLALT LSCLILLSLW ROQSSCGRGKLP PGPTPLPIIG NELOIDVENL
51 SQSFTNFSKA YGPVETLYLG SKPTVILHGY EAVEEALIDR GEEFAGRGSF
101 PMAEKIIRGF GVVFSNGNRW KEMRRFTLMT LRNLGMGERN IEDRVQEEAQ
151 CLVEELRKTK GSPCDPTFIL SCAPCNVICS IIFQNRFDYK DEEFLILMDE

201 INENVKILSS PWLQVCNSFP SLIDYCEGSH KSYLLERIRE

251 HXESLDVTNP RDFIDYYLIK QKQVNHIEQS INDLFGAGTE
301 TTSTTLRYAL LLLLKYPDVT AKVQEEIDRV VGRHRSPCMQ DRSHMPYTDA
351 MIHEVQRFID LLPTSLPHAV TCDIKFREYL IPEGTTVITS LSSVLHDSKE
401 FPNPEMFDPG HFLNGNGNFE KSDYFMPFST GKRICAGEGL ARMELFLILT

451 TILONFKLES LVHPREIDIT PVMNGFASLP PPYQLCFIPL

Unformatted sequence string: 490 residues (for pasting into other applications).

Sort by @ residue number O increasing mass O decreasing mass
Show @ matched peptides on\go predicted peptides also

Query Start — End Observed Mr (expt) Mr (calc) Delta M Score Expect Rank u Peptide

#20248 49 - 59 781.0005 1559.9865 1559.8187 0.1677 0 76 1.1e-06 _1__ U K.NISQSFTNFSK.A

20252 49 - 59 781.0128 1560.0110 1559.8187 0.1922 0 34 0.011 1 U K.NISQSFTNFSK.A

#20256 49 - 59 781.0421 1560.0696 1559.8187 0.2509 0 76 6.3e-07 1 U K.NISQSFTNFSK.A
49 - 59 781.0544 1560.0942 155%.8187 0.2754 0 57 4.4e-05 1 U K.NISQSFTNFSK.A
49 - 59 781.0857 1560.1569 1559.8187 0.3381 0 71 1.%e-086 1 U K.NISQSFTNFSK.A
49 - 59 521.0639 1560.1699 1559.8187 0.3512 0 49 0.00015 1 U K.NISQSFTNFSK.A
49 - 59 781.101% 1560.1892 155%.8187 0.3704 0 87 8.1e-08 1 U K.NISQSFTNFSK.A
49 - 59 781.1422 1560.2698 1559.8187 0.4511 0 90 2e-08 1 U K.NISQSFTNFSK.A
49 - 59 781.1516 1560.2887 1559.8187 0.4700 0 86 9.7e-08 _1__ U K.NISQSFTNFSK.A
49 - 59 781.1604 1560.3063 155%5.8187 0.4875 0 74 8.65e-07 1 U K.NISQSFTNFSK.A
49 - 59 521.1236 1560.3491 1559.8187 0.5304 0 54 4.8e-05 1 U K.NISQSFTNFSK.A
49 - 59 521.2416 1560.7029 1559.8187 0.8842 0 59 1.2e-05 1 U K.NISQSFTNFSK.A
85 - 97 536.3181 1605.9324 1605.8232 0.1091 1 43 0.0014 1 U K.EALIDRGEEFAGR.G
85 - 97 536.3278 1605.9617 1605.8232 0.1384 1 46 0.0014 1 U K.EALIDRGEEFAGR.G
85 - 97 536.3355 1605.9846 1605.8232 0.1613 1 44 0.00077 1 U K.EALIDRGEEFAGR.G
85 — 97 536.3434 1606.0083 1605.8232 0.1850 1 46 0.002 1 U K.EALIDRGEEFAGR.G

i
=7 S —

oAs544 434 — 442 540.3247 1078.6349 1078.5385  0.0964 0 54 0.0002 1 R.ICAGEGLAR.M

5548 434 — 442 540.3388 1078.6630 1078.5385  0.1246 0 45 0.0016 1 R.ICAGEGLAR.M

5548 434 — 442 540.3471 1078.6796 1078.5385 0.1412 0 33 0.011 1 R.ICAGEGLAR.M

#3550 434 — 442 540.3498 1078.6851 1078.5385 0.1466 0 39 0.0074 1 R.ICAGEGLAR.M

5568 434 — 442 540.4353 1078.8560 1078.5385 0.3175 0 39 0.008 1 R.ICAGEGLAR.M

#5573 434 — 442 540.4708 1078.9271 1078.5385 0.3886 0 40 0.0072 1 R.ICAGEGLAR.M

T 0.75 & 500
e &
5 0.5 5
o o
= £ 250
u 0,25 ui
o o
— T T T T T T T T T T T T T T T
1000 1000 1250 1500 1750 2001
RMS error 237 ppm Mass (Dad  RMS error 237 ppm Mass (Da)

ID CP2CT_MOUSE

AC Q64458; ESQMDS; Q8WUNS;
OT 15-JUL-1999, integrated into UniProtKB/Swiss-Prot.

DT 27-JUL-2011, s=sgusnce wversion 2.

DT 02-JuN-2021, entry wersion 172.

DE RecName: Full=Cytochrome P450 2C2%;

DE 1.14.14.1 {EC0:000026%|PubMed:9721182};

DE AltName: Full dehyde oxygenase;

DE AltName: Full=CYPIIC29;

DE AltName: Full=Cytochrome P-450 MUT-Z;

DE Flags: Precursor;

GN Name=Cyp2c2% {EC0:0000303|PubMed:9$7211382, ECO0:0000312|MGI:MGI:103238};

Qs Mus musculus (Mouse).

oc Eukarycta; Metazoa; Chordata; Craniata; Vertsbrata; Eutelsostomi; Mammalia;
oc Eutheria; Euarchontoglires; Glires; Rodentia; Mycomorpha; Muroidea; Muridas;

oc Murinae; Mus; Mus.
)4 NCBI_TaxID=10090;
RN [1]

RP NUCLECTIDE SEQUENCE [MRNA].
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Database:
Score:

Taxonomy:

Monoisotopic mass (M;):
Calculated pI:

Protein View: CP2CT_MOUSE

Cytochrome P450 2C29 0S=Mus musculus OX=10090 GN=Cyp2c29 PE=1 SV=2

SwissProt
1332

61419
8.57

Mus musculus

Sequence similarity is available as an NCBI BLAST search of CP2CT MQOUSE against nr.

R—=IDEANZHVINVIED Acession & Description NERRINET (L) HLWTUTDLSR

BRARTIINET,

Database

Score

Calculated plI

Taxonomy

KHIVINVEDES%Z NCBI (O BLAST(EFIMBRMRZRTOT SL)RITTHRHDIIIN

FTREINET,

 FERULET—IR—REZ
 FVINOBDORA7
Monoisotopic mass (Mr) : T—IXR—XADEFINSEHEINEYVINIBDEE

: TIR—ADEIIN SEESNZTRF

. Vg

==
B

MS data file:
Enzyme:

Fixed modifications:
Variable modifications:

Search parameters

D:\iPRGZ0038\mgfimerged.mgf
Trypsin/P: cuts C-term side of KR.

iTRAQ4plex (K), iTRAQ4plex (N-term), Methylthio (C)

Acetyl (Protein N-term), Gln->pyro-Glu (N-term Q), Oxidation (M)

MS data file

Enzyme

: AAT—=IT7AIVDEFR

- Y /INY—2

TOM ARFTERLZ/INSA—F—ICRHT BIBEmRNRTINET,

1
51
101
151
201
251
301
351
401
451

MDLVVFLALT
SQSFTNFSKR
PMAEKTITIEGF
CLVEELRETE
INENVEILSS
HEESLDVTNP
TTSTTLRYAL
MIHEVQREID
FPNPEMFDPG
TILONFELES

LSCLILLSLW
YGEVETLYLG
GVVESNGNRW
GEPCDETFIL
DPWLOVCNSFEP
EDFIDYYLIK
LLLLKYEDVT
LLPTSLPHAV
HFLNGNGNFEE
LVHPEEIDIT

Protein sequence coverage: 27%

Matched peptides shown in bold red.

ROSSGRGELP
SEPTVILHGY
EEMREFTLMT
SCAPCNVICS
SLIDYCPGSEH
QEQVNHIEQS
AKVQEETIDRV
TCDIEFREYL
KSDYFMEFST
PVMNGFASLE

BGPTELPIIG
EAVEEALIDR
LRNLGMGERMN
IIFQONRFDYE
HEIVENFNYL
EFSLENLAST
VGRHREPCMO
IPEGTTIVITS
GKRICAGEGL
EPYQLCFIPL

NFLOIDVENI
GEEFAGRGSF
TEDEVQEEAQ
DEEFLILMDE
KESYLLEEIEE
INDLFGAGTE
DRESHMPYTDA
LSSVLHDSKE
ARMELFLILT
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HBOWTHYINIVBELRICHULTIYYFURRTFRVREDERALICHZZDH . ZDEIEIZDOLTD
BHRMKRRINEKT, Coverage &I 2RICHITDBIVYFARTFREEHDEISTI . VYFUE
RITIFREDDFEOXFTCRIAINTLET,

Unformatted sequence string: 490 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) Delta M Score Expect Rank u Peptide
#20249 49 - 59 781.0005 1559.5865 1559.8187 0.1677 0 76 1.1e-06 71 U K.NISQSFTNFSK.A
#20252 49 - 59 781.0128 1560.0110 1559.8187 0.1922 0 34 0.011 1 U K.NISQSFTNFSK.A
#20256 49 - 59 781.0421 1560.0696 1559.8187 0.2509 0 76 6.3e-07 1 U K.NISQSFTNFSK.A
H20257 49 - 59 781.0544 1560.09%942 1559.8187 0.2754 0 57 4.4e-05 1 U K.NISQSFTNFSK.A
#20262 49 - 59 781.0857 1560.1569 1559.8187 0.3381 0 71 1.%e-06 71 U K.NISQSFTNFSK.A
#20263 49 - 59 521.0639 1560.1699 1559.8187 0.3512 0 49 0.00015 1 U K.NISQSFTNFSK.A
A20264 49 - 59 781.1019 1560.1892 1559.8187 0.3704 0 87 8.1e-08 1 U K.NISQSFTNFSK.A
H20267 49 - 59 781.1422 1560.269%98 1559.8187 0.4511 0 90 2e-08 1 U K.NISQSFTNFSK.A
H20268 49 - 59 781.1516 1560.2887 1559.8187 0.4700 0 86 9.7e-08 1 U K.NISQSFTNFSK.A
A20269 49 - 59 781.1604 1560.3063 1559.8187 0.4875 0 74 8.5e-07 1 U K.NISQSFTNFSK.A
#20270 49 - 59 521.1236 1560.349%1 1559.8187 0.5304 0 54 4.8e-05 1 U K.NISQSFTNFSK.A
4447 49 - 59 521.2416 1560.7029% 1559.8187 0.8842 0 59 1.2e-05 71 U K.NISQSFTNFSK.A
#z21389 85 — 97 536.3181 1605.9324 1605.8232 0.1091 1 43 0.0014 1 U K.EALIDRGEEFAGR.G
#21390 85 — 97 536.3278 1605.9617 1605.8232 0.1384 1 46 0.0014 1 U K.EALIDRGEEFAGR.G
H21392 85 - 97 536.3355 1605.9846 1605.8232 0.1613 1 44 0.00077 1 U K.EALIDRGEEFAGR.G

AIINVBLRDTFICIERYFURRTFRN, P/ BEREIE(T I AREDESR) ICHATI I
BRENTVET (M) RSN TLVBIBERIILUTOEY T,

Unformatted sequence string :

Sort by
Show

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

M

Score
Expect
Rank

U

Peptide

BREHEHITESEIE— O <BRBIR—IDHETETMO7 TV T—232T
B EERLIZWREICEFTT,

: URARDAUIEZIRELE T BEES  BEEDFIR/FE HHERTEET,
: HRREEEREN VY FURRTFROAZE ) ZAMNIRRIESN Wy FLRN o

BRE—JERTIEINEERLET,

: Query S o ANT—FICDWTIRTFREED/NSVIRICHH T SN/IZHES.
: IVNOBERICHIT BT I/ BEEES,

: E—=OURNTPAILD m/z,

: E=OUXNDEDSEHBEINIERTFROEE,

: RSN SEHBEINERTFROES,

: Mr(expt) — Mr(calc)s

: Missed cleavage,

: Mascot lons score, ERIED MS2 E— I EBREEDVYF U IEALNZERULET,
: query BICETESNSHIFFE. X7 CAIEEEEN SR T,

: TIR—RAPDRERTFRERYF I ZT IR RTFREINEDRYF T

NEEDOHTORLTH 2 ETRLET,

FUN=IADNTVSHE MOIY R —EHBFINTLVE Unique RTFRT

HBIBERRLET,

: EYRUTERTFRECT R CRIR D 7 I /BFRE R EEH B TRIINE T,
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R e e e e T T B 500 F e
o - o
- : - 1
L 0, Fr-mmmmmmm - L R e e e L (. . i H
S =] . H
c H . [ | £ 250 “"‘“"‘ “““““““ [l Bl Sl L
W .25 e-2--- H-~------n--- [ R R R e e ul "4 H
o ' 1
0 s et eeedeedetaeteeeteeteteeteteetateeteleeteleeteie 0 s ettt
T T T T T T T T T T T T 1 T T T T T 1 T T T T T 1 T T T T 1 T T T 1 I T T T T 1
1000 1250 1500 1750 2000 1000 1250 1500 1750 200
RMS error 237 ppm Mass (Da) RMS error 237 ppm Mass (Da)

R=I TR TCHRRINTVD T STREEICE—IDYYF T DiREZEFRT I T T T AN Da. BN
ppm CRIEINTVWET (L), EEICHEEIEIERT —SYRIDORTFREE T, MHENRETT,
BENTVIENEERYNIBTCIDISTZERITDET.INSIX—F—TCIEELUREHEH
(peptide tol.) DEFREEMNEI TH O EINEHERTDIELTITHY,

ID CPECT_HOUSE Reviewsd; 4590 RR.
ey Q64458; ESQMDE; QBWUNE;

DT 15-JUL-195%, integrated intoc UniProtEB/Swiss-Prot.
DT 27-JUL-2011, =s=guence version 2.

DT 02-JUN-2021, entry version 172.

LE RecName: Full=Cytochrome F450 2C2%5;

DE EC=1.14.14.1 {ECC:00002Zc%|PubM=ed:27211582};
DE ZltWams: Full=2ldehvyde ocxygenase;

DE LltWNams: Full=CYPIICZS9;

DE AltWName: Full=Cytochrome P-450 MUOT-2Z;

DE Flags: Precursor;

N Name=CypZc2% {EC0:0000303|PubM=d:9721182, ECO:0000312 |MGI:MEI:103238]
08 Mus musculus (Mouses).

oc Eukaryota; Metazoa; Chordata; Cranlata; Vertebrata; Euteleostomi; Man
oC Eutheria; Euarchontoglires; Glires; Rodentia; Myomorpha; Murcidea; My
oc Murinas; Mus; Mus.

(0):4 NCBI_TaxID=10050;

EN [11]

RE NUCLECTIDE SEQUENCE [MRNA].
RC STRAIN=CSTBL/E6J; TISSUE=Liver;

BEOR FERICIEXY NN IEDFMIBHRNRIINET (LER), Z7EUT —IR—RAITHEREKRIC
B9 D@ SERENHDRFDARTINET,

7-4. Peptide View
Summary [EH., &»d\\d Protein view BEEC Query HFESD/N\A/N—=U200&0)vITHE.

MS/MS T—YEBHITIAIE—DEDIVFIITERVWVREEHERTED Peptide View D
BEmEmAENET CRER),
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MATRIX
SCIENCE

n Mascot Search Results

Peptide View

MS/MS Fragmentation of SQDLLTSLTK

Match to Query 15524: 1392.862848 from(697.438700,2+)
Title: Locus:1.559.3
Data file D:¥IPRG2008¥mgf¥merged.maf

Found in CP2F2_MOUSE in SwissProt, Cytochrome P450 2F2 OS=Mus musculus OX=10090 GN=Cyp2f2 PE=1 SV=1

DLILLLOLy
T

5

K

k

100 —

50—

=)
=

Ll

20—

% of base peak

1000 1200

m/z

T

wn
=
1
&

40e+6

3.08-6

ua.14n2 uo|

20846
=

10846

T T T T T T

I

o
o
i
&

observed

ﬁ 12.08 to | 1349.81 i{

Label all possible matches ©  Label matches used for scoring @

1392 .8068
ixed modifications: iTRAQ4plex (K),iTRAQ4plex (N-tern),Methylthio (C)
lTons Score: 76 Expect: 4.Ze-0B

onoisotopic mass of neutral peptide Mr(calc):

(apply Lo specified residues or termini only)

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

All matches to this query

Score| Mr(calc) | Delta Sequence
75.7 |1392.8068|0.0561 |SQDLLTSLTK
13.6 |1392.8544|0.0085 [SLRSTLSTIK
11.8 [1393.7115|-0.8487|GAGMPQSDVTK
10.1 [1392.7340|0.1288 |SENVDVEVYSK
9.6 |1392.7231|0.1397 [SSWSLSPSRSR
9.5 |1392.7735|0.0894 |QLHLLEDAVTK
9.0 |1392.8068|0.0561 |SVSSAIETAIK
7.6 |1392.8002(0.0626 |SVRSPLMSTK
7.3 1393.7478(-0.8850|SNEMAINLAK
5.4 |1392.8002(0.0626 |SQELRMTLK

atches : 17/104 frazment ions using 24 nost intense peaks  (help)

# b bt+ b* p*t++ b° po++ Seq. y y++ y* y;|‘++ VO y0++ #
1| 232.1414|116.5743 214.1308|107.5690| S 10
2|360.1999|180.6036| 343.1734|172.0903| 342.1894|171.5983| Q |1162.6800(581.8436|1145.6534(573.3303|1144.6694|572.8383| 9
3|475.2269|238.1171| 458.2003|229.6038| 457.2163|229.1118| D |1034.6214(517.8143|1017.5948(509.3011|{1016.6108|508.8090| 8
4| 588.3110|294.6591| 571.2844|286.1458| 570.3004|285.6538| L 919.5944|460.3009| 902.5679(451.7876| 901.5839|451.2956( 7
5| 701.3950|351.2011| 684.3685(342.6879| 683.3845|342.1959| L 806.5104|403.7588| 789.4838|395.2456| 788.4998(394.7535( 6
6| 802.4427|401.7250| 785.4161|393.2117| 784.4321|392.7197| T 693.4263|347.2168| 676.3998(338.7035| 675.4158|338.2115( 5
7| 889.4747|445.2410| 872.44821436.7277| 871.4642|436.2357| S 592.3786(296.6930| 575.3521|288.1797| 574.3681(287.6877| 4
8|1002.5588|501.7830| 985.5322(493.2698| 984.5482|492.7777| L 505.3466|253.1769| 488.3201|244.6637| 487.3360(244.1717( 3
9|1103.6065|552.3069|1086.5799|543.7936|1085.5959|543.3016| T 392.2625(196.6349| 375.2360(188.1216| 374.2520(187.6296| 2

10 K 291.2149(146.1111| 274.1883|137.5978 1
OB .. g B0 oo snne oo
2 z2
e ZB -
§ . . - . § Bt e
L Hemee et I

0 d------- LN B WS m_ e e e e
~0,29F ~=-=------egeccc-eceeccceecececeemeeee—e———-- .
T T T T T T 1 T T T T T T J
200 400 60O 800 1000 1200 200 400 B0 800 1000 1200
RMS error 1157 ppm Mass (Da» P Mass (Dad

Mascot: http://www.matrixscience.com/
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LI sIEOT B CHENONIZSRTEEICOVWTEHUERRALET,

MS/MS Fragmentation of SQDLLTSLTK
Found in CP2F2_MOUSE in SwissProt, Cytochrome P450 2F2 OS=Mus musculus OX=10090 GN=Cyp2f2 PE=1 SV=1

Match to Query 15524: 1392.862848 from(697.438700,2+)
Title: Locus:1.559.3
Data file D:¥iPRG2008¥mgf¥merged.mgf

RIFREIIHEICC DR IFRATHA VSNV N UBEDERIRRINET (LR,
FANT—IRIDFERELU T, query BFSN title TDEHR. FLTITD T 7AILDINZAREZINCE TS
BFRERTINET,

LIBEDEFRZERAT BR1IC. EBZLRRA VN THDIANT —IDBERBERTE—IICDOVWTERZ
LET,

Label all possible matches ©  Label matches used for scoring @

[Label matches used for scoring]

AAPVI I ICERSNEE—I1ZITERTUTYVF VI BEORTNRET DN
[Label all possible matches]

A7V TICEDNGH 2 eE—JERTNRETHH

[9-2 ADT—YDREITEHAL TLETH, MASCOT TlIAAT—YICDV\TE—IBESE
BEICEBREITVE T AT (mgf BEE—DVIRNIPAIVIZHDZITRTOE—IONRZRATIT
[CEONDIDITTIEHYFEA. TDE—TJ AN T 7AINZRDEFET SE—IN. peptide view D
RYFUITR-ETEREEYVFIIVLTRVGE., TOE—IRAISHDIERTRIFTUITIC
FEONBE—DDEANNSRNETEHEEZONTT . VVF I UL TVWRVWEICEBZRU GRS
FJTLabel all possible matches |Z:#IRU T, ZHE—INKRRINDH, D TITHEERSIZS L,

HLO8

H

100 — .
] - 5.046
80— & F
— |- 20e:6
" ) I
g | —
o 60— o g
o ] |-s.006
g ] — E 2
2 w0 =) = = F 3
] ] = = — 20e08 S
3] 53 g oA
S - = = % E
| . & . P E
20— = = =N Sl o — |- 10e6
1 = % = = = o
i o S = E
1 wlalil L 3
o — ‘nlll.ﬂd Ij. i { koo .'I‘ s !lll‘ nl Lu'] Ly |‘ L | i [:ll . 00240
200 400 600 800 1000 1200 observed
m/z
@ @ O B [zoe to[1eser | Q)
- QO = &S 12 1S
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BREBDEICRAINTVWSDOR, AANT—IDARIFIVN—ZATREYYF VT DERER
(ATEM) CTY . BRmEE VY FURGMNR TRIAINE T RERTBEDRENY. VVFIITHD
T7MIIVEAICEAT B 7AIVEHEBETCRARINTVWET, (kT THERAINTULVS(Xi Spectrum Viewer &,
TIIVINTKED Rappsilber FIFEIC KD THFE SN, Artistic License 2.0 TARSNTWVWET,, £/2BEETBL\<DH
DT7AIIE, Farm-fresh web icons, released under the Creative Commons Attribution 3.0 License.h'55|F
TNTLET,) BORESREEEEARECY,

ZDYJZTTI&, peptide molecular ion FEIDE—IMARISIVHSHRETNTLET , MASCOT
DRRFTRHICDE-IZFEDRVDTEZNDEERRTEDZHTIN FIDGATRRISELTD
ARIRIVEREBNEDDENH DD TIERSET L,

e ed modr oot ane: 1THAGI on B TANAr 3o (it are]olethy thio (6] asols to sveciFiad rosiduss or termini onls)
[ons Score: 76 Expect: 4.0e-06
atches : 17/104 fragment ions using 24 most inlense peaks  (help)

# b p++ b* pr++ bO pO++ |[seq. v y+ y* yrt y0 yort | #
1| 232.1414|116.5743 214.1308(107.5690| S 10
2| 360.1999(180.6036| 343.1734(172.0903( 342.1894|171.5983| Q |(1162.6800|581.8436|1145.6534|573.3303(1144.6694|572.8383| 9
3| 475.2269(238.1171| 458.2003|229.6038| 457.2163|229.1118| D |1034.6214|517.8143|1017.5948(509.3011|1016.6108|508.8090| 8
4| 588.3110(294.6591| 571.2844|286.1458| 570.3004|285.6538| L | 919.5944|460.3009| 902.5679(451.7876| 901.5839(451.2956| 7
5| 701.3950(351.2011| 684.3685|342.6879| 683.3845|342.1959| L | 806.5104|403.7588| 789.4838(395.2456| 788.4998(394.7535| 6
6| 802.4427(401.7250| 785.4161|393.2117| 784.4321|392.7197| T | 693.4263|347.2168| 676.3998(338.7035| 675.4158(338.2115| 5
7| 889.4747(445.2410| 872.4482|436.7277| 871.4642|436.2357| S | 592.3786|296.6930| 575.3521(288.1797| 574.3681|287.6877| 4
8|1002.5588|501.7830| 985.5322(493.2698| 984.5482|492.7777| L 505.3466|253.1769| 488.3201|244.6637| 487.3360|244.1717 3
9/1103.6065[552.3069|1086.5799|543.7936(1085.5959|543.3016| T | 392.2625|196.6349| 375.2360(188.1216| 374.2520(187.6296| 2

10 K 291.2149|146.1111| 274.1883|137.5978 1

BMUOWTHEHSRBEND—ERER—REUV YV F I DEIEERANIENET (EF) . RO LICIIRTFRD
BB, X7 EHIFEOBERIRTIINE T, [Matches |DITIC DWW TIFDUREERAZLE T,

|Matches : 177104 fragment ions using 24 most intense peaks [@p”

104 [FROFPDHFINT, EORTERESEAMEN Y FUIZDOD 17 (ROFPDIRVIFDE
TART)ThHozEEZEMKRUET, 24 most intense peaks &, ADTFT—FDSE 24 DE—UMNASD
—SRINHKRE—VELTHEONTNDZEERLTVET,

ROPTERAINTVEINFOE-HREIC DOV TERHEBHAZLE T 4BEHVET,

e XFRE ATV -ZBATEREHESN. ZO7 VT ICHIA

e KF AV -ZXBATEEVTVEREHES AO7U VT ICIEAMER

HRFTER 0 QYFRUERMF DI —ZBAITIET VY LYY FDEEBZ RN E WS HIRT T,
A7V ITIZIFTMER

<} D TYFLTLVAL

LFEDFEDHTEANENDERA VNI AF IV -AZEICRTS VI LY YFEBATVWDEEA
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BIFEEDHNYYFULTVNEINE SN T AF V) —XBATHIEREDHNRDONSRNE ZD
AADD)=XFZAAPV DT ICEVWTERSNRVEZRRLE T,

Error <Da)

Mass (Da)

PP, RIS | R S R i ———

FHS error 1157 ppn

T T T T 1
8OO 1000 1200
Mass (Da)

NYFIITRDTICEKRRIIND TS TREEICE—DODIYYF I DEEERIT T TT T AN Da,
BN ppm TRIINTVWERT (LX), EBICHEEHIIERT —IRID TS ITXAVSDEET. HitEhHRE
TI.EFNTVIENERBRTFRTCIDT ST EHRT DET, BRZHHE(MS/MS tol.) DEREEH
B THOIENE DN ZEHRTDIEELTTHT,

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

LT BEYRUEARTFRERS%E NCBI () BLAST CHRZERT 37=00D!) 0, W' C BLAST & E1L T
WD FDMDOAETA RAD ) D ODBRTINTVET (EH),

Score

Mr(calc)

Delta

Sequence

75.7

1392.8068

0.0561

SODLLTISLTK

13.6

1392.8544

0.0085

SLRSTLSTIK

11.8

1393.7115

-0.8487 |GAGMPQSDVTK

10.1

1392.7340

0.1288

SENVDVEVSK

9.6

1392.7231

0.1397

SSEWSLSPSRSR

9.5

1392.7735

0.08%94

QLHLLEDAVTK

9.0

1392.8068

0.0561

SVSSAIETAIK

7.6

1392.8002

0.0626

SVRSPLMSTK

7.3

1393.7478

-0.8850|SNEMAINLAK

5.4

1392.8002

0.0626

SOQELRMTLK

BEIC. T—AIR—RABRBTIYF I ERAPI T ET2RIFHNDFERICDOVWT. AR—IKNTHRT
TNTVWBRTFREEDHF TranklBICRRUET (LX), £z 1 DDBEFRR T F RN TERDERN
sC3kD Sequence FIDERIICTY I/ BRFFREABREDHERNFRINET,

([CO<AREMNEN B DHA.

BIZIE—AD 99% TEI—AM 1%, EWVVo e KD BEMENRRINET,
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7-5. Export BREIC L DR TFRR—ZADERRBERI 71 Ik AH

BERRZ I7MIVEATIENTEET, 7-2-11 THTTUTE Report builder TIEXRIEY /NI EIC
SEUEI7AMIVHEATUEN AERTFRIBEREN—AELUTERED T 7V, TDMBETERIC
BhEIDI7MIVDOENET BICIE, 7-2-3 T U7z Export #EEZFIALE TS

Export D:E R CHE I DI 71N ITA—V Y ZERIRUExport 1N VU ZEIBUE T,

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

WIHELUTWB TPV IA— v bIARDEY T, M
BEEXRTFRIBEHRZ EXCEL T AATCERTAIBERTFER THBICSV], | |Csv
FERIPANORETF— Yy hELTRRENT NS maldentmL o | P20

MASCOT D#ER I 71 )L Cdh S Mascot DAT File|. MASCOT DAAHT—%4 | |mzTab

. " DTASelect
TJ#—~NXWhTdhBDIMGF Peak List |"RENLEEHFERAINDZE D) FASTA
IR TY, Mascot DAT File
MEF Peak List
MATRIX
SCIENCE

Export MY &I EBEENBZLET (AH).

T e

i FBRIC 3> D Export search results |5 2% | Exeortssarch resulie -
Export format
1:$ lJ . l‘j‘l,:, L\ -t— EE n é Eﬁ 'z:‘ rDownloadJ 7R9 y E Significance m:;holdrzz 005 Jat Oidentity @homology
verrides significance (Snotsst> v
hold if set)

BIET. H—N—AITHOITFPNIEREZDT7A
WDOSATIRADTIUO—-RHAFYET, '

HASNBIT7AMIVDIEBEDSE. XML 71
HAHICEETBFMICDOVWTIILLTFT2D0D URL &
B <ETL,

v

Search Information
https://www.matrixscience.com/xmlns/schema/mas _____”_ﬁ“j_q:mg _________
cot_search_results_2/mascot_search_results_2.xsd

Show duplicate peptides
https://www.matrixscience.com/xmlns/schema/mas
Query Level Information a
cot_search_results_2/index.html Query title
sea(), comp(), tag(), ete.
Query level
search parameters
—_— —_— MS/MS Peak lists
export TCSVEULTHAINZIT7AILDFRTIIIC .
D L \ -t- N ;xgl;“‘%?éﬁﬁﬂ L/ 353_0 Show command line. argumems‘ ‘Expon search results
| Links
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prot_hit num

BEYVINVBET 72 )—DIE

prot_family member

BEYVINVENT7I—DRTEIVIRGNZT TDHES

prot_acc

FINDED Accession

prot_desc

52 INVED Description

prot_score

FUINDBDRAIAT7 (PHAIURTFRORAIAT7EE E(CEH)

prot_thresh

EIEEEE(E (Y /U E, PMF DRFDH)

prot_expect

HAFFE (Y VIS E., PMF D)

prot_mass

FONIBEDEHIHSEHESNZEE

prot_matches

FINDBIZTHA I ENTZ query B

prot_matches_sig

FINDBIZPHA SNz BREEZBZ S query

prot_sequences

FUNIBICPHAIENERTFRE

prot_sequences_sig

GONTEICTHAISN BREEZBADINTTRY

prot_cover

=T IZAHNL—T

prot_len YINDBDFRER

prot_pi YINOBDRIINSFHEINZTFAFER
prot_tax str SYEiER

prot_tax_id NCBI O Taxonomy ID

prot_seq Y INOBE DB

prot_empai emPAI

prot_acc_alpha

ORI IIRTFROFERICHFTD. 1D2DDFVINIED Accession

prot_acc_beta

ORI IIRTFROFBERICHTD. 2 DHDYVINIED Accession

pep_query RTIFRD query BS
pep_rank RIFRD rank(¥vF 2 JNBEAI)
pep_isbold 1. BEEEZBATVS. 0 FREEZBZ TLVARL

pep_isunique

AZ—IORTFREAVNIBTIITZINTULRLNE SN 1--1=2—2 0
AZ=—29TRRLN

pep_exp mz

RIFR-RBRIEFID D m/z

pep_exp_mr

RTFR-RBRMEANEE

pep_exp_z

RTFR-RBRMERID ER

pep_calc_mr

RIFR - EmERIOESE

pep_delta RTFROBEERE. XRE - HinE

pep_start FUNVBICHBITEIRTFREEDALE. FER
pep_end FUNVBILBITEIRTFREEDAME. TR
pep_miss SZENRTFRIZHT S misssed clavage DX
pep_score Mascot Ions Score(query DYYF I XI7)
pep_homol query D homology treshold(homology [FIEEZE(H)
pep_ident query O identity threshold(identity [FEEE4E(E)
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pep_expect

query DHAFFHE

pep_res_before

FUNIBICEWTEERTFROIDHIICIFET 7 I/ BEE

pep_seq

RTFR DB

pep_res_after

FUINDBIZEVWTEURTFRD1 DBBICIFET DI T7I /R

pep_frame

BERD L — LES (BEES DIRZRR D)

pep_var_mod

Variable DEEf

pep_var_mod_pos

Variable DIEEFDIR T FRATHFE T DABEZHFOXFITRULTVET,
[ITHENZORRTFRTHREIRTFREERERU. RAIDI.IDFIN N K
I, IREBDIDREID C Kifi T, 0 [MEEFH RN &% FFIFRERRICEIY H
TONERDES (T 71V LEEICERR) ZRKULET,

pep_summed_mod_pos

[pep_var mod DR T. BRFICTI DDT7 I /EEBREICEBEN DL TWST—2X
[CHST DS DIEETY,

pep_local_mod_pos

Query LRV TDIpep_var_mod_pos ] & EIRDIER

pep_var_mod_conf

BEOEMEFEENE—RTFRRICHDHE. SMUEICHTDRERER

pep_num_match

AT IERINET ST AU YFDEL

pep_scan_title

E—21 R DT title I1TICSEE SN2 EHR

pep_source

T—IN—ZADIEHE (AA, NA, XA, SL)

pep_linked_sites

202U IDINRZETRT | 3 BEF x 2 THEHR S NIZXF,

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

FIVITPRTIFR (= 1) DRTFRLEDAILE 0 (N-term) T H1—D#IREEN
6 (Vo H—EBEBSDFEU DS Linkers table|[CHYET) o —AR—IRTF
R (= 2)ORTFREDMEIE 55KER. JA—D&IREIE 7,

pep_res_before_beta

IOZUIIRTFRR—=IRTFRD pep_res_before

pep_seq _beta

ORI IRTFRAR=IRTFRD pep_seq

pep_res_after beta

IORDVIIRTFRAR=IRTFRD pep_res_after

pep_frame_beta

DORVIIRTFRAR=IRTFRD pep_frame

pep_var_mod_beta

IORVIORTFRAR=FIRTFRD pep_var_mod

pep_var_mod_pos_beta

ORI IRTFRAR=IRTFRD pep_var_mod_pos

pep_summed_mod_pos_beta

IORVIIORTFRAR=FIRTFRD pep_summed_mod_pos

pep_local mod_pos_beta

DORVIIRTFRAR—=IRTFRD pep_local_mod_pos

pep_monolink mod_pos

JORVIIORTFRDIEE/ ) DORTFRIZD2T—ZTOEEHMTLZ
T BBEDUE

pep_monolink mod_pos_beta

IOZRUIIRTFRR=IRTFRIZHFSpep_monolink_mod_pos]

pep_looplink pos

IORVIORTFRIN=TVIIORTFRIEZDRT—ZXTD IV—THED

&

pep_looplink pos_beta

IOZRVIIORTFRR=IRTFFRIZHFTBpep_looplink_pos ]
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8. PMF : VNV ERE

8-1. PMF YV INVBREDFE &6

CDETIEPMF TOYVINIBREICEVTEHALLET . EERSEFIETBZELTOEY TY,
« PMF Tl 1 EORFRTEARNIC 1 BEOYV/INDBHBESND [8-4]
s ADT—HBE—DERIFEN Y F I IE0D 2 BRET:ER « AR Z SIND [8-2]

« AP EFEREBERAMBEDOVY FUITESIEZTHHULHET. al\EEKLL
YYFULUTS [8-4]

cRERBZEEICATREBNHESIND, RIOPHREEEEZBRICHE
AINDBEREEHFZTT (T2 MEDIRE. EFEEIS 95%) [8-4]

D IYNDBETYIPENTNBIRTIFRBRICTHDIBELULTHREERR
LRITNIEE 5730\ [8-5]

c TRFEXVRDT —IN—ADER| BRBRICAZSKETD [8-3]

LARE, IRICERBALVZLE T,

8-2. ANT—YDRE

ANT—INE 2 BETHREINE T, 3-1-1 THAALIZKDIZ. MASCOT Server TIEARIMILT—F
EZDNFEFZIMITTHESTRRDARBE TR TIFROE—OZME L/ A XZHYELIZEDZE AN
T—HELUTRIFFAFTTOT, INH 1 BEEOFZEICHIZVET ANDT—FIC m/z [TNZEEBFRS
EFENTUVDIBA. MASCOT Server DIRZR SOOI S AIFAAT—IH SEEFRICE DT 10 EED
HIEYRADT—IEER L. FNEFNOH TEYRIHUTERE— DIV F I ETO>THRE
ZAAT7NELBORRZEZFHAUET, CDOLDIC MASCOT Server I CEEZ{F>TT—YDBIEKE
TO00 2 BEEDREAETT,

MASCOT Server JOJ S AL 2 REEDABRETOBENTITEIH H<ETE 1 EEEDRIULEE
LTE—I#ERTONTVWSCEZRIRELTVWET . F/z. EEDKSICH Ty bOERICEREERR
ZEOD>TVWEITN. YYFIIDFEZDEDICEAL TIIE—VBEDNBRZEZFALTVEREA.EBED
BVWE—IICHUTYYFURER. LURDT7HELSRD, EVLVD KO BRFHIMIEZH YRS A
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8-3. BN SEEINSERE—D

ANT=EERVF T ETISRAIL EHNNSHESNIZY VN OBDERNRE—T)ANTT,
EURT—IR—RICEFBINTVDYINIETIDIDICHU T NSA—F—ZE &I ER
SRULE T Y UNIBEBDERNRTFREYREER LT ADT—5ED
NYF VT ETVWERT CORFAETRHIZENEENTVD T —IR—X I TRERZUVRITNIERE
TEFEBA T IRN—RICEFNBVWIVNIBEZZEULTLUIR—
REBITONEE A UNU 8-4 THIAT DL SIS ERI VN —HHZNT —IR-IATIRRETDE
REEEENB<RYRREICEFHTT . T —IR—ZADBRIFRFWNRHNNETETTRETIEL,

REREFCHE

RIFRZEERULEDEEZ

METFBIIR)—NEFENDT —IR—ZATHIBENDHUET,

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

.

FIBERBR BEYVINIED

AAT—5

2 - 18 1778.1070 0  LIALALLLAFLPPASQK
2 - 25 2521.4632 1  LIALALLLAFLPPASQKSSNLEGR
2 - 27 2750. 6058 2  LIALALLLAFLPPASQKSSNLEGRTEK
1e - 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 TKSVIR
26 - &0 3886.9312 2 TKSVTRPTGSSAVITCDLPVENAVYTEWYLEQE
28 - 31 461.2598 0 SVTR
28 - &0 3657.7886 1  SVTRETGSSAVITCDLEPVENAVYTHWYLHQEGE
28 - 64 4110.0382 2 SVIRPTGSSAVITCDLPVENAVYTHWYLEQEGE
32 - 60 3214.5394 0  PTGSSAVITCDLPVENAVYTHWYLHQEGK
32 - 64 3666.7889 1 PTGSSAVITCDLPVENAVYTHWYLHQEGKAPQE
32 - 74 4941,3821 2 PTGSSAVITCDLPVENAVYTHWYLHQEGKAPQE
1- 64 470.2601 0  APQR
61 - 74 1744.8533 1 APQRILYYDSYNSR
61 - 83 2685.3875 2  APQRLLYYDSYNSRVVLESGISR
65 — T4 1292.6037 0  LLYYDSYNSR
65 - 83 2233.1379 1 LLYYDSYNSRVVLESGISR
65 - 85 2490.2755 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 - 94 1283.6146 1 EKYHTYASTGK
84 - 97 1611.8257 2 EKYHTYASTGKSLK
86 — 94 1026.4771 0  YHTYASTGK
1.2
1
0.8 Int.
0.6 10
0.4 NYFID 5 M LﬂL
el t.. 0 |
02 (10e1)
0
4] 1000 2000 3000 4000 5000 6000
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8-4. AEYVINOE : ¥yF T ERT7 . EERHE(E, HiFHE

PIVIVXLIFIERARTIH EFEEZHICOVWTITEHAVEZLET,

Mascot Score Histogram BEEEHE(E

Protein score is -10*Log(P, jere P is the probability that t

PA
A7 'Hﬁﬁﬁé Protein scores greater the significant (p<0.05).

PML HUMAN Mass: 97489 Score: 189 xpect: 1.8e-013 _dia

Protein PML 03=Homo sapiens UR=ooeemGn-rML PE=
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 T
0 40 80 120 160 200
Protein Score

A7 (S)

FRZARINVEBRARINIVEDYYVF VIEGVWERULET  AO7HEWVEEMARIMVHAREL
YYFULTLWET, MASCOT Tld Probability based scoring, KRG N—ADAIAT) T TY, KA
ARV EBRARINIVDRYFIINT VI LIRERTHDEERZ Pro EURIFEE. AD7(E
-10Log10(Pro) &R CEMTEFT,

FIEEHEE(St)

BRRBICHEINZREEE AEEEIRRAIV I VDNHHULEEE 95%&#HEd2I7H
T IAIWIRRTRRBTIEN, EICRFRHREBOET—IR—RADIV N —BERICHEINET
(F=IR=RDIVH) NP RVNHERE—THADT—IELHVET) . AT TMIDERTE
AEREEEEBIRVRYZOI D/ OBEDPREINEEFHRUEE A,

HAfF{E (Expect)
BRBENEDT—IR—RARZ FARODST VY LIV FETIENEFINDIIVINOBEDE, T4V
RETIE, BAFFEM 0.05 KLUINSLERIEELTULWETD,

A7 ERIEE#E(E, HIFFHEDRR

-(S-St)/10

Expect = 0.05 - 10

MASCOT DBETFIVIVXLDEERD>TWVWBADIE Mowse TT o FMIFLLTOR—IHNS
CEBETTL,

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

https:/ /www.matrixscience.com/help/scoring help.html
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8-5. protein inference : 1=—2/9 17 NRITFR.IVINOEDT I —F1E

T—IR—=R[CEFINTVWDIVNIEBIFEVICELDESZFH>TVWDZERHY ., IR TFR
BRATHTCERURTFRESN. AUVBEICRDIENHYFTT . REBRIEIRTFREEL—T0D
HABDENSRAEDHEZITVWE TN, BEATEEDT —IEITTIIINSELERIDY VINVEZE
RAFBENEUNOZY . FAIRETH VT EIT—ANBYUET,

EREIROBE MASCOT Server NCNSDT—FEEDLSITH/ROTLBIDOH, I—HF—RINNEET S
REFIEETHICDVWTTBNLET,

#»% PMF BREREDFERICDOWVT, 13 DE—I(ADT AN NT —IR—RIZEFIN TV DIEHD
FOINVBEFEBEEUVTHZEUVERU N, EDOBADDIVINVBICTA—HAZHT. EDKDITYYF
LTWBHQZERUZDONRUTDERTT, MINYYFLTWBZEZRL,. RIEEYOT7YTURADD
FONIBEDOIBIEEDIVINIBTUNYYFUTLWRVWEZRUE T COLDIBRRTFRIEELL
[AZ—IORTFRIECDDBHFTIEFRALET . —ABBDYVINVEBICRYFULTVIES. TNZE
[DIPRTIFRIERBRUET,

E—2 opsp_HUMANQ)| oPsD_PHOVI ) | oPSD_MACFA(Q)| oPsD_CRIGR()
832.662 u u u u
903.342 u u | u
1186.439 u | u
1403.722 u u

1617.857 u | u
1727.916 | u

1743.951 |

1759.966 O
1788.721

1818.963 u u u
2159.143 | u

2174.812 O

2256.871 u | u

CDADNDY VNV BEESURREREENMVKEM T,
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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 '.'n '}1‘0'0%
OPSD SMICR Mass: 33037 Score: 56 Expect: 1.2 Matches: & |

OT&»% OPSD_HUMAN & O®M OPSD_PHOVI |& 1 fIDTI—FELTHRESHSNTVET . —A
O® OPSD_MACFA & OPSD_CRISR (&21i. 36I& U TRIICHRESINTULET,

AIEORE LEDRERZERIADE . FEHOSNFDEBARDNMET . RIVMIIZ—IRTFRD
B TYI,OPSD_PHOVI [& OPSD_HUMAN A2 TLWVRWARTFROMEFEELFEE A, OPSD_PHOVI X
[TV EIFET DERNEL V28, OPSD_HUMAN DJ I —FICBULTRRINE T, MASCOT Tld.
IYFURRTFROEAENDENRE<LEALENZE same-set, AESFERICHDED% sub-set &
EUE T, same-set X0 sub-set DY VINVBXT I —TFELTEESH SN BEXRNICIET I —TDFT
ROEAATHREN. BEVET—IR—RCEEN TV IIEEOERTREIEINZAKRY VN VEDHN
ERDWRERYFET, OPSD_PHOVI [& OPSD_HUMAN O subset EEBEINTLET,
—7OT3% OPSD_MACFA & OPSD_CRISR [, RO M IHRT LDIS. OT3HSD OPSD_HUMAN |
EXYFLTWENo7zE—DEVYFUTWVWET . PMF BRTIECDEIORIGH. BRDIIVINIEN
FNENEENTVIAREREEZERL. BRI —TEUTERHI N BAIERICRRIINE T EEIC.
OPSD_HUMAN Ofti[C OPSD_MACFA X® OPSD_CRIGR MAY(CHIICEENTL=HCDWTIE
T=2ZNAT—2A T BEEIHFVE<BRVWEEZAFTT, [RIOE—IDEAINS VI LIVFTHD
ATREME MBS BETIRVEHTY , AIZ—DBRTFRIYFDIRVICDULT, MIS BREREDHE(E
BRAVNKVEKRYET, 1 D1 DDORTFRIZDVNTTOAT UM A IR ZAZRINVEDYF T
ZITVWHENS U ZFHML VLS AEEEZ VPV TCVDRIZ—0RRTFRIFEIEERENE
L. ENETNDIVNIOBNREE TS EEEZDENTEFT,

ZDEDIC.PMF TIIELY VINOBDREICDOVWTEHUWEESATHY ., TNEEETD20HICIE
MALDI DIETRA VRERBRTFREZRYELT MS2 T—9&RIELT MIS {7272V /E¥H'S
AYRNURE MIS RREERRTDUNENSHDEEZAFT,
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9. MIS : RIFREEEYVINVERIE

COETIE MIS TORTFRAEEYVNVBEREICDOVWCEHRAWCZLET . ERRREINETIE
D&Y TY,

LARE, NRICERBAL &K T

ANT—HIF 2 BETHRESNET,3-1-2, 3-1-3 TCEALEELDIZ.MIS DT—YTIERARINU
T—HEZFDEEZFMFTTHESTRRDARBECISIAVNDEEEZERMUZE—VZEHHBL/AX

EZhYERUEEDZEANT—IELTEZIFFMIFTHY., INA 1 EBFEEDFHETI . MASCOT Server I T
FZRFTER T =Y ICHUTESICEBERRICEDVWTAAT—INST Ty T—9ZER L.
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TNETNOTTEYMIHUTEREE DY YF VI ZT > TREAATHAEL R >E/BREZHEALTHY,
NH 2 EBRFEEDFREICYZVUET, ZDELDIC MASCOT Server JOJSLAITE 2 EREEDNIES
TIOENTEFIN, H<ETE 1 BREBDORUEBEL TE—IHERITONTVSCEZRIIRELT
WET, Tz, LEEDELS IS Ty OB ICEERHRZEFE > TLWEKIN. YYF VT DFHEZDENDIC
FUTIFE—IENRHRZFIALTVEEA. BEOEVE—J(ICHLTYYFINEIEE. LWRO7
HNE<Rd, ELVD KO H Y FEA.

PMF TlIEIAAT—FEULTIDDRARIMT—IZEZIFHIFTTVERLE, —A MIS TlE 8-1-3 T
CHBAULTULWSELSIC, BEGIN IONS A'5IEUZEY END IONS TN Z5E1E% 1 DD query & LE TN,
17 71IVDR(CEHD query ZE2HTENSZRFICIRER T DENTEE T, & query DIVF T
AAPITIEMD query DFEZZITDIHIFRL 1D DNESIESIC query ZRFLTEFREHT
BRRUVCERERTFROFHE(RI7. AREEE) FEDVXREA. —F 9-5 THIALEXITHERE
FIVNVBIIRABRTFROBHREHEASDETLUR—FEINDIDT. ANT—IDIRRICL>THERE
FINIVBEDARBIFENDO>TEFXT,

BEARNICIEITITIVASHRKT S query [FITARTHREH TRRETIEZHEHHLTVET,
Z59BET. LiIR—NENBARYVINVBNT U TIICEFEND I VINVEDI) AN ERYET,

9-3. RTFRESINSITIERMER. RTFEDT1IVF-U2T

s s =2 e — ==
~TFF RITF ROBERT PG Query SI5E
DBAD [ | (5l 1632.866 % 0.2 Da) — P ER :> ARG BILED
G IE EE=tE | | ([CEDIRTFRDHF =tes NwF,
== B JII—D T ° 27T
b ¥
— v p—
229.118 E 1533.802
lobi MGLSDGEWQLVLNVWGK 300055 A 1404759
myogliobin 193197 415182 D 1333722
MGLSDGEWQLVI NVWGK . 525,266 1 1218633
VEADIPGHGOEVLIR
VEADIPGHGOEVLIR LFK 623.315 P 1105611
GHPETLEK ﬂ ﬂﬂ » @ 682.341 G 1008.555
SEDEMEK ASEDLK K GHPETLEK 819.399 H 951.537
HGATVITALGGILK K K — B 876.421 G 814.478
1004.478 0O 757.457
1133.522 E 529.358 \
1232.591 V 500.356 ] .
1345.675 L 401.287 "’“m
1458.755 | 288.203 ‘ ‘ |‘
- R 175.115 : ‘ -!
b ¥ -
ProteinB NSQWVVSAAHCYSGIQVR - e LY
2 1 33 a¥ 246.09 N 1501.747 Jl ‘ ‘ “ ‘ b
MATR. IK ISSCIENK 343.144 P 1387.704 ST T
MNPEQMPEFIQLR ISSCIENK 472.19 E  1290.651
NSQWVVSAAHCYKSGIQUR » —102453— ‘ §00.245 O 1161.609
LGEDNINVVEGNEQFISASK
SIVHP MNPEQ n EFlQLR 731.285 M 1033.550
_ 828.338 P 902.509
@ 957.381 E B805.457
1104.450 F 676.414
. 1217.533 | 529.346
PrOteInC 1345.592 0O 416.262
1458.676 L 288.203
— R 175.119
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TANWIT—I T EBREBEER ANT—FEDIYF VT ERTCORNERUZONBIERTY . AN
T=IERXYF T EITISRAIIR T FREFIDSHEINZ TSI AV NDEHNRE—IURNTT
(T—IR—=M AANA DIHFE). RREFIIBEUL T —IR—R[CEHFINTLDYV/INVETDTIDIC
HUT INTA=I—ZEEICEBRMRTFRZERULEDNBEZSRBUE T ER LR TFRICDONT
BE%:EU. query CIEEREHBEATIYYFURERTFROAPERIFEZRDICTVET
(A=) B ERTFRDH BRI T A DE—DEER L ANT—F MS2 DE—D
DZNEBRERYF VI ETO>CTEDHERERIATIIILET,

COBRFERETCITUET —IDRTFRNTFT—IR—RARICEETNTVWBIENBMHRELRO>TVET,
T—IR—RICEFENBRVWIINIE - RTFROMASFHAEBRECIERINT . YVF I -AE
FINOBOBREEITONE A, UNU 9-4 TEBAT LIS EFRI VN —EBNLEW\T—IR—XT
BFEZIDERAEREBIE<RYVEREICEFFTY . T—IR—ZDFERIET VR —EHNZITETT
DRITERVNBEFTPRIVFI—NEFNEZT—IR—ATHIVENRHYET,

9-4. AENRTFF : ¥YFUJERXT7 . FIREHEE, HAFHE. SHFRVFTE

LUFDOZO7 - RIEEEE - BRHE - AMERRSHE, ICDVWTIIRTFRICHULTDENDTY IV /INIE
DEHHEICDVTIL 9-58 ZZELIZELN,

Locus:3.645.3 |[AEEAE(E
SCOre indicatesa identity
Score indicatea homology
3 0.410070 1 - B  R.DFIDYYLIK.Q
-0.358 0 — e s DFPETHNILK
0.5813 O 27 HA A DFPETH!
0.3187 1 o J.4 3 TPPITHRDLK
-0.7060 1 5 3.5 4 KETMALILK
237 (S)

FRARIBIVEBRBARINN EDRYF I ITEEVWERLVLE T AA7HEVIFEFEBANRTRILH
B<YYFUTWETMASCOT DRAOAT7I VI IFHERRBCEDVTVERT . ERRARI NV EER
ARIBIDRYF VTS VY LREBRTHDHEERZE Pro EUMKHE A7 [&-10Logio(Pro) &R T
EMNTEFT,

FIREE(E(St)

query BICSHEINSBAERETT 2 EHY . TN TN Identity threshold &
Homology threshold &W\DZFTIN, BEFDE—HECELEREFBIIEEBRDNHYFEE A
& XFEIC Identity threshold X177 = Homology threshold X7 EUWSERMENSBY., £z
Homology threshold [FFEULRWVWENHYFT,IRED MASCOT DIFEREME CIEEFRBIC
Homology threshold ZRIEREEE L. LLTFICHBATIHAFEDEREICEFALTVWET,
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Homology threshold MR\ \IF&(d Identity threshold NEIEEEMBEERYFET, A7 LD
BERTH AEEEBZBZ RV RYZEDRTFREFINEEINIZEEHFRUEE A,

HAFE (Expect)

BREFTNEDT—IR—RFIZ FAROVYF IIMNST Y LATRIDIEBRICEDN > TLBTHAS
RTIFREARBRI I VDT T4 IVSERE TIFHAFHED 0.05 LUINSVEFEEEUE T (FDR ZFRE
BEC U CGERAUBEERS), A7 EAEEAEE. HRHEICIZLL TORBRRMKRYIIEET,

EXpect — 005 . 10 -(S-St)/10

SMERRETE : FDR

¥ MASCOT ZIFUHETIRERRI VI VIEERADEIERELE, MASCOT TULZIFEER%ES
B2 2EHE 95%ICHZYETIREREEENDHELR—NNIIBRUTVELEZ, UNURXICIRETINS
BRERRICOVWTRRER NS T —ARENRE TSR T FREBEIVIVDEBEEICDWVWTHID
BENSTMEzd 25N FHELVWEEZIONDEIDICRYUFL . FRBBIDIRERTFREARE
SN EOBRMED S, EFEEICZY T DHEIX 95% TR 99%NANFELLEEZSNDLSIC
BRYUELZ. INSDBERFZAMBENICEHET D FDR VOB EEZZRRERTELL. TN 1%&
BRBESICAEREEEFEITDLOICRY, BEFZFOAENERICEO>TVETHEL MASCOT TR
SNBREREIT IAINREDGEERE 95%NDEE), & query DEIEEEEIL.FDR N 1%&
BAELDBRHFHEIC R D X SFBINERAINE T ARRE, /NS A—F—[Decoy |ICF T VI ZE AN,
[Target PSM FDRIDEF%Z 1%& 3 5F CERIRAGE T I FDR [CDOWTIE 11 ETEFHUEHALET,

9-5. AIERTFRNSESHINIEREYVINOE
9-5-1. AEYVNUH=1=—VBRAERTFRIDLUEFHIUENTNS

AR T =Y EBREDYVF I Z TR BREDERTIEHETTERTFREFITY,
ZA7PHFHEIGAET — Y DEEBRDIRTFRB . VY F I ITHREVTVWBRTFREIITH D EZE
TIENSLEZRLTVDZEITRUET,

—7 MASCOT Tl VNIBDRAOAFPERTINE T YVNIBDRA7PIE. DI VINIEIC
PHAVEINERTFRORIFELEICEEINEZT I VNTEDROTHABVER. GEEN S
ZA7EBWRTFRNE<EFETDIEZERLET UNVIRETEHYINVEDRAO7ZEE EIC
REYVINVBTHINESIHEHETIEIFILTLEEA.

IRE MASCOT THERAINTLWBREESY VN VBZHET SEEE. AEEEZEA. DY V/INIE
CEPHAOINTVWRVWIZ—IBRRTFRMIDULEPHAIOEINTVEIME S ERVEFRT
(sub-set,same-set ZfR<)o COEEPFRAEL<SERAINTVEIN FAEIVNIBOARBICEE T %=
FrzBL3& 95 MREN DY T (9-5-2 TEREALET).
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9-5-2. 1 Hit wonders : RIEYVINVED Sensitivity & Specificity

RTFR FDR 1% ZRIEHEEEUVEES. IZ—V9RBEAIERTFRM DOAPHAIINTLS
YUINDE%Z 100 8D & False Positive, TN EARKAIEBDEITHDICEENS TREREEZ
BATRERTFREHESNTWLWBARTFRNIDEDNMET , EDORTFERT7HAIENTLS
F2VINDEE False Positive &L\DEICRYET, MASCOT MLR—NIDREEY V/INVBEDETEED
LRIVECNICEDTVWBREICRVYET . COLDIRIVINVBDFEEIELTI1 Hit wonders |RREE
WOBERBVEIN., KUBUWEEZRDDT—IATIEFAEY VINVEZHET DEICKRIER 7T
JENTVWBARTFREZ 2 [C5| T LITEETHIBEZEE TEF T, False Positive WS VY LNYFT
HDEEZDE, 2D0 False Positive RTFRNWEZ<LHDT—IR—IXADY V/INDBEIZXFU TR
THAOEINBZEFFEAERN EVWDDDRIRIUTI (ST LIV FICKDITHAIRTFRE %
RIOVIRHTER),

OV EECDVWTREF > BB —IAERBINTH ST RRICHLUTI—F—N
ELWRITEEHEICRVUET,

9-6. protein inference : 1=—2/2 17 RITFR. YVINVEDT I —F1E

T—HIR—=RCEHFINTVDIIVNVEIFEVICELDEINERF>TVNDZENHY GRIERKRERIC
SLWTEHI VN —TRL2ICEA—CHIERINFMODU AR TFRNREETNDIFELIELEHBYET,
BESMKRENDT —IEITTIEINSELUEFIIDY VINVBZRAITEIENRHEUNDIZY  FAIET
HoVTBT—ANRBYUET, EREAIRDEE MASCOT Server NCNSDT—9EEDLS /ST
WBOH I—F—fIMSFRTINTHIEETH [CDVWTITFHALET .

RERTFRBEHRIVINVBICVITINTVWBIEREIVITPRIFRI.E—DYVIINVEICT
BON oG/ & 1 —ONRTFR IEFUV'ET,MASCOT ICHEWTIIPRIFREIAZ—IRTFR
DIRRICEVEEST VINIBREDL S ITI/ONDIHEHATDHIC. TODIVINIE A~G. 50D
RTFR pl~p5 ZFE>TRAEIVINVEDII—THFELET 5 DORTFRVZEYVINDEIC
THAOEINTVRRRZER I (F/ZIETH)) TRUEOBUTDORR T,

RITFR YINO8
RITFREFI A B c D E F G
p5 | LVQDVANNTNEEAGDGTTTATVLAR | W | | |
p4 | ALMLQGVDLLADAVAVTMGPK [ | | | | |
p3 | ISSIQSIVPALEIANAHR [ | | | [
p2 | VGGTSDVEVNEK [ |
pl | NAGVEGSLIVEK [ |

KeINz YVNIE A ZHDS IYIPINTVBRTFRORRICE DT A ADIVINIEZE
EDIITHRT DO EELRUIZDOMREDRETY,
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DITPRTFR AZ—IORTFR
.proteinA: p5 p4 p3 *p5, yP3, p2, pl FYYFURATFR

proteinB: p5 p4 p3 proteinA() same-set

roteinC: p5 p4
e 2 L proteinA( sub-set

proteinD : p4 p3 sub-set, same-set DH/\VE
. [FFERTI—TETHIN—EIC
proteinE : p5 oy g
@ proteinF: p3 pl

@ proteinG: p4 p2 AF,G DFINVEIE
[Family Protein]& LT
FeHoND

proteinB DL DIC. proteinA EE2LFEAUHEAENEDRTFRAREINTST—X% same-set
protein, proteinC,D,E D& DI proteinA D—FDNRTFFAREIESN TV TEEZREFRMNIC proteinA
DAMLENRL, D proteinA [CEFNVRUVWARTFRANRNVT—Z[ZDLVT, sub-set protein &F1EN
LA TLWET, same-set ¥ sub-set [CDVWTIXRKRYINIBENTIDDHDBRTIN ENLUHND
YNV BIIRIIDFERFRT CIFRNEZEA,
—7. proteinF ¥ proteinG DK DI, proteinA [CPHFAIINTVWBIRTFREEFITIRTFR
(VITPRTFRIBHZDEDD, proteinA [CIET7HAIENTVWRWIZ—IRTFREHDIER.
proteinA E[IEBBRDBREYVINIVBEEUVTUAMMIRRINEIN, AFICO I PR TFRESTHET
BRI TV D E VWD E CIFamily Protein |EU T, FEHONTERRINK T FERTFRARIITY
INTLVBDRRZEEICHELUEZRIBERD KL DRI SR —RREHETRRIINET,
THIFRZRGERTY . protein A~G FTCINTCEFELT—IR—IX T RTFR pl~p5 BEEIND
KOBRT—ITHRBELVER UM, FERDHEIFRRICIE proteinA,F,G D 3 EEDHNRIINET,

- 1 ProteinA 249 desct
4—1: 2 ProteinF 148 descé
3 ProteinG 136 desc?

Threshold (0): 0.0 Cut
Score Mass Matches Sequences
1.1 #ProteinA 249 9096 3(3) 3 (3) desci
} 1 sameset of ProteinA
1.2 #ProteinF 148 12054 2(2) 2 (2) desce

@13  “ProteinG 136 11389 2(2) 2 (2) desc?

Redisplay || All | | None

¥5 peptide matches (5 non-duplicate, 0 duplicate)
Auto-fit to window

uery Dupes Observed Mr (expt) Mr (cale) Delta M Score Expect Rank U 1 2 3 Peptide
ef1 608.3099 1214.6052 1214.6506 -0.04550 75 2.8e-08 pq u [ ] R.NAGVEGSLIVEK. -
ef 617.2857 1232.5569 1232.5885 -0.0316 0 76 2.7e-08 pq u B R.VGGTSDVEVNEK.N
f 960.0327 1918.0509 1918.0636 -0.0127 0 85 3.1e-09 P31 [ B | ISSIQSIVPALEIANAHR
A4 1057.0537 2112.0929% 2112.1323 -0.03%4 0 116 2.6e-12 p1 um - . ALMLQGVDLLADAVAVTMGPK .M
A 854.0588 2559.1545 2559.2413 -0.0868 0 74 4.3e-08 pq [ ] B K.LVQODVANNTNEEAGDGTTTATVLAR.I

P 3 subsets and intersections (3 subset proteins in total)
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. 1 ProteinA | 7RI —RRIFHRRTHNIEEIVINOED
- ' 2 ProteinF SR ZER7ZIV IV XL TEHEULEHER
e TN e me s onEELL TN, SHEOmMSIE
= D7z MASCOT TIFEL\DIZ—IXRTFR
DAA7ZELEICHEUEZREHUTVET. D
EHAREIPIVN—FIINVBICETDLEOR
B DELUEEEDIVINIBENRT IL—T1L
INBEH Y FEICVITT7INZED G
RTFROGEDEEICKLY. BUERS<RVWINIBENR I 7PIN—9INIBELTHRESHOND
ENHYET, FEHIDOHEBEME FERDINA TCRUERIINTVWSEEHUET,

Threshold (0): ‘0.0 H Cut ‘

same-set \° sub-set DY V/I\NIB(ITT#IVNRECIIER TCET T EAL BREEAN S RERT
SESETDHNBEHIRITEIENTETERI AIEDAL VI THOIEZEID=ADED. REKNY %=
903 dE FTRDKDICEEY VINIBZRRIIEDENTEFT,, ProteinA & same set THhD
ProteinB, subset Td% proteinC, proteinD, proteinE HFR/RIINEXT,

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 IRETIPAMIVHEATHEBIHZSIE. same-set DY V/INIBEL AT EEINERITDIENTTET,
F7z sub-set [CDWTEREADATavRsY HETNBARTFROEGLVDBEHRZFE>THES
YN OBDREENFIRETT,
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10. MASCOT RRFDA T3> [MIS]

9 BEFXTCTIKNAMICERINARTFRAE - YVNIVBREZHLEUVEERBATLURE, —AT
MASCOT TIXHEEDRREIFDUELRD, W< DO DOBRFBEA T3V FELET . COETIE MIS T
BARRES 4 DORRATVAVICDOWTEHRBALZLERT . RENSDA T3 [E PMF TIEIAT
BARATETEEA

10-1. Spectral Library : E=DURRSAT SIS T DIRER
10-2. Quantitation : EERET
10-3. crosslink s DORUIORTFRIRER

10-4. Error Tolerant Search : IFR2EX[EIRZR

10-1.Spectral Library
10-1-1. Spectral Library =

RTOTAIVX-DDA DM CTIIANT—IDSRBIET—YE LT BEIINSERINIEREN
BRINTEHRU zZ. —ABNT—YDERICKV . BRREICERALEE—VUAN TS EIERE
HREINBRTFREFIDHAEGHOEICEATIRBNEBRL. ENZRFBICHRATIHADITONDS
KIICEVRXRUT,

MASCOT T% Spectral Library(E—2)XMEREEBORTFREINIBHRZEZZTT —IR—X)IC
WY DRREITOBEMN TEEY, Spectral Library BJhZE/z[d FASTA T—IR—AEHAENE THRR
MEJEE T Y MRFRIT I VICIE NIST Mass Spectrometry Data center ) MS PepSearch
(https://chemdata.nist.gov/dokuwiki/doku.php?id=peptidew:mspepsearch) ZF|FHUTLEXT,
FRFEWRD Spectral Library [ClE A VY —RY S ETCREAINTVET—IR— &, CEEDERER
BRNSIEBRUIZE DD 2B ZFHTD2ENTEIET . MS PepSearch #REFICIFLLTFD K DRF|ET
KITULTVLET,

* FRIGAR—TCEFTIZIVURTT,

MSPepSearch.exe m a P /ZPPM 100 /M 0.509902 /LIB [51 JS5UAMD/LR] /INP [MGF J74JUADI/SR] JOUTTAB [EHT7A

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

BRBRERFEUT LULTO WEBAR—IETELLE I,

https://www.matrixscience.com/cgi/master results 2.pl?file=../data/F981140.dat
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https://chemdata.nist.gov/dokuwiki/doku.php?id=peptidew:mspepsearch
https://www.matrixscience.com/cgi/master_results_2.pl?file=../data/F981140.dat
https://www.matrixscience.com/cgi/master_results_2.pl?file=../data/F981140.dat

E—OUIRTATIVIFEAERDELDR msp &ELVD
T#—<YNT MASCOT Server FIZHIISNTLET,
SATIVICIF A VY=Y ETREINTVNDEDE
FMATZAHEE. CHED MASCOT Server CiTo7f
BRRERESATINELTEYRULTHIAT 2 AHEN
HYUET,

Mame: SIPAYLAETLYYAME/3

M. 2021.0820731015626

Comment: Spec=Consensus Mods=2/0, ", i TRAMp lex
Parent=674.707 Nreps=3 Naa=1b MaxRatio=1.000 F
DeltaMass=0.00 Cluster [d=bZ58ebbb-ced4-441 /-84
Protein=sp | ANXAD HUMAN |

peaks: 29

Nurm
114.
115.

213.
232,
291
299,
317.
327,
332.
345.
346.
477
479,

444,
A8k

111
108

N
115
.076
. 146

088
142

218

142
232
174
161
2726

22 72.4

syl
0eg

417
2

757.8
810.71
860. 41
518.65
1030.9
73.61
32.682
282.79
257.88
91.74
79.55
28.27
61.64
312.34

104.24

28.44

1426.26
]

MASCOT Server C Spectral Library ISR UTHRERERZITDIEHICIE. T—INR—ZADEIREFIC
Spectral Library Z3EA CIRFRT 7217 TI(TR), Spectral Library [T —9X—X—BDHAT
[Spectral Library(SL)) &8 SNIzEFADTICEEH TEFELETD,

MASCOT MS/MS lons Search

Your name | |

Search title

Mus_EST N
Plants_EST

Prokaryotes EST

Rodents EST

Spectral library (SL)
N 8]

v]

Spectral Library #23% Cld Modification, enzyme, missed cleavages, taxonomy, instrument,
charge BEDNTA—F—IFHEEVLTEEBRINE T, CORRTEIBEHICAAT—5ES1TSY
EDRYF T &IOS BERBFRCTIERED/NII—V3aVEzZBIEY RENREFEITDELD

RINOA=EI—HMERTBENTERZHTT,

TR TlE Decoy T—IR—ZAADRFRIUC FDRETEZ

T ). Error Tolerant #ZRETOENTETEHA.
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https://www.matrixscience.com/cgi/master results 2.pl?file=../data/F981140.dat

DERECEITHAVZULET . BEICIEUTLEE WEB R—IEMHETITSRTIZTL,

B GERERDERTHE
FASTA CTRFEZ{TOEHEMNREALU T, R-ABRZHE T S Format T ATERV—ER
DIEENFRRIINEEA T V/INIE Accession 0V IURKRICZTRREINS protein view,
RTIFRD query BEEZI)VIUTZERICETRIEIND peptide view DFRTNABEHEEDERRERU
T, IVINOBEDBSIICDWLTIE Spectral Library RICIEZHWERBANIVINIED ID B
BENTHY . KD Spectral Library fEFEFIC[EU Accession RIIDELFIT—IR—RZEZEREL TL)
BIeHEEONSEIIIEREINEURRERGE CRRSNET,

B Score C[FEEEE
MRBEIVIEULTERULTULS NIST MSPepSearch D XA J77[E 0(—ELARL) DS 999 (22 —5)
DEFETRINEK T, 1T TVRBEDAET >EGRIFRICSORI7DRHIELEFITHhNEE A,
FEEEZITIE 300 EB2>TVWET HFEICDVTIE XRO7 s DEFDHIHE E(s)DUUTOR
MostELTVWET,

(300-s)/100

E(s) =0.05 - 10

B FASTA 7—%A~R—2X¢& Spectral Library Z=—#[CIRRUTZHF

RZFRFIE U TUTD WEB R—IEHETIBLZETL,
https://www.matrixscience.com/cgi/master results 2.pl?file=../data/F981141.dat
ZDBID L S Spectral Library iR%RE FASTA BRENRAE SNIRBRDESE . AEEEZFE > iFE
DFFENITHONE T, T1T3) & FASTA OXYFOHFEICDOVWT . BETIYYFLTVDRT—9%
FEOTZEDFHEDEMNMNBEUICRDLDITHARERZLFET . HlELT queryl451 DFAEDERFZLLTD
MTHRRLET . ST IVEITORETIIRAEEEZIT7H 300 THIFFHED 0.00012 TULH,
FASTA EHI[ZITORRFTIIREEEN 493 ([CHIFHEN 0.0044 (SR> TVET(BMEDII7(E
H#IZ 561 TY),

ST S B TORFERER
#1451 453.2757 904.5369 904 .5381 -1.37 0 561 sL 0.00012 ); U K.AKEFGILK.K
#1452 302.5196 204.,5370 904.5380 -1.16 0 58% sL 6.4e-05 ) Score > 300 indicates identity
A1720 A6 23258 930 4808 93N 48521 =1 R1 0 772 &aT 9 a7 &

S4J'5!) +FASTA COREIER
#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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https://www.matrixscience.com/cgi/master_results_2.pl?file=../data/F981140.dat
https://www.matrixscience.com/cgi/master_results_2.pl?file=../data/F981140.dat
https://www.matrixscience.com/cgi/master_results_2.pl?file=../data/F981141.dat

FHHIE T—IR—EEY =17V (BAEER)
https://www.matrixscience.co.jp/supportpdf/MASCOTServer_ver26_sequencedbmanage.pdf
D P.52~ ZEIELIZTL,

19—=FRYbETRATNTVNSS1TSUEL YNNI B5HEIP.53~, THHD MASCOT Server T
ToeRFR/RRESI T3 MELTEY I B AEIE P.83~ ZIBL/IZTL,

B A —RY AR TOANVTR=

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 DAY H
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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https://www.matrixscience.com/help/spectral_library.html
http://dx.doi.org/10.1016/1044-0305(94)87009-8
http://dx.doi.org/10.1016/1044-0305(94)87009-8
https://dx.doi.org/10.1016/1044-0305(94)87009-8
https://dx.doi.org/10.1016/1044-0305(94)87009-8
http://dx.doi.org/10.1038/nmeth.2343
http://dx.doi.org/10.1038/nmeth.2343
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10-2. Quantitation

BEMMMT —YERVWEIVNIEDE

ERAICEIRA 7 TO-FHRHUET, DR TE—IURE

ADIER. T IIRFBEERDBEREFTEFESFEICDUTIEZ MASCOT Server BN CEESTEMNAIEE
TY., ERMICIIUTOFETYT (FERIEX MASCOT ATERL TL\SIAR),

: MS2 ARITMIVADHDEBD T ST AV E—I DEMNREEICE D\ ZEE

‘reporter

‘multiplex  : MS2 ARINVADAF =D TS AV E—D DR LREEICE D\
EE

‘emPAI : IUNTBITTPTAIEINERTFROERICEDSE

Spectral Counting M 17&,

ZMDD5 emPAIICDVTIE MS/MS ART NIV

L=gi=15

M 100 LLEDEFEEIMICERBEE CRIINET,

FEIFFELUHICDODWVWTIE raw T —9H 5
TLA—T—RTIFRICETZENMDEREED
NEH DL, MASCOT Server I ClXEREHE

Mas cot Server

H

Mas cot Distiller
Er

Pealk list
& search
parameters

Search
results

CGuantitation report
adl

NTCEFERFAHBEHYINIT 7 TEAIL MASCOT

Distiller EETI1—IUHHDEEAENRIEETT (BAH).

BBRERFEUTIZLLTO WEB R—IETSBILEI,

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

1“%%/\7% 4 — [ Quantitation | T, THREL T

SV EEFEDHAEGNEZBIRUTRRZITOET
TY (BH) . EEICFR T DEMRED Quantitation D

FEBICHDODITILONTWVWDEH. TENSZHAT
Modification NNS1EE T DHEFHYFE A,
TIFIVNREDZIRC DOV TIE, BIRDEAICTMD A
FLWTWBIEEMN MASCOT Distiller NBERIHET.
DLWTWLWRWEDD Server B CETHEATGERTFETI,

EDOHAEDEZBETHRIVIALEEY
%ﬁf u'ﬁmzw YIBDIFEADEREEHT CITLET,
10-2-4,13-8 TFU<ERAALVZUET,

87

Crosslinking [{TRAQ 4plex |

iTRAQ 4plex (protein)

iTRAQ 8plex

TMT Bplex

TMT 2plex

DiLeu 4plex

180 multiplex

SILAC K+86 R+6 multiplex

IPTL (Succinyl and IMID) multiplex
ICPL duplex pre-digest [MD]

ICPL duplex post-digest [MD]
ICPL triplex pre-digest [MD]

ICPL quadruplex pre-digest [MD]
180 corrected [MD]

15N Metabolic [MD]

15N + 13C Metabolic [MD]

SILAC K+6 R+10 [MD]

SILAC K+6 R+10 Arg-Pro [MD]
SILAC K+6 R+6 [MD] -

Fixed
nodifications

Variable
nodifications

Peptide tol. £

:ptide charge

Data file



https://www.matrixscience.com/cgi/master_results_2.pl?file=../data/F981131.dat
https://www.matrixscience.com/cgi/master_results_2.pl?file=../data/F981131.dat

#AICIMD] ATV T LR Quantitation DIEEZEIRUVIARETIRRZT O IR, BRE@ Tl
BRITIFRODEBEIEEZDRTFERTHAIEINTWEDY VN IBDEEMENTRTINET (TR,

[Resoiy | 3] [one |

'¥3926 peptide matches (363 non-duplicate, 3563 duplicate)
Auto-fit to window

Score Mass Matches
1.1 £2::CO4B_HUMAN 164342 217600 3818 (3818)
1.2 #2::C04A_HUMAN 163856 217680 3814 (3814)

emPAI 114/113 115/113 116/113 117/113 118/113 119/113 121/113

48.75
44,57

1.033
1.036

1.070
1.073

1.045
1.044

1.016
1.019

1.155
1,159

TFICHRED

TICHIAREQ

1.051
1,052

1.055
1.060

Cohplement C

Cohplement C

Query Dupes Observed Mz (espt) Mx(calc) pem M Score  Expet 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 o865 b1 0.909  1.155  0.945 -0.096  1.064  1.202  0.791 WM K.Gf
#58592 b1 533.2921 1064.5696 1064.5703  -0.64 0 30  0.0879 py 1.084  1.260  1.285  1.150  1.313  1.346  1.099 MM K.A|
58697 533.7829 1065.5512 1065.5543  -2.90 0 24 o.fi2 b1 0.973  1.420  0.857  0.963  0.734  0.820  0.850 MM K.A|
462050 ba 548.3186 1094.6226 1094.6238  -1.08 0 29  0.0847 py 0.864  1.101  0.889  0.795  1.075  0.821  0.879 MM K.L

N 598.2969 1194.5792 1194.5792  0.033 0 17 o.%4s b1 0.959  1.120  0.871  0.952  1.154  0.969  0.880 MM R.V
419.2471 1254.7195 1254.7140 4380 29 o.@5 b1 1.006  0.954  1.220  0.793  1.234  0.837  0.896 MM R.E
be 634.8576 1267.7006 1267.7014 -0.570 32 0. o0 Ty —— —— R ———— — — T .
431352 b12 423.5749 1267.7029 1267.7014 1.180 35 0.00061 b1 0.93¢  1.581  1.814  0.721  0.943  0.883  0.946 MM R.G|
431457 b27 635.3070 1268.5994 1268.5989 0.46 0 24 0.023 b1 1.030  1.090  1.039  1.069  1.396  1.159  1.218 MM K.F
£51483 Dog 423.8742 1268.6008 1268.5989 1510 36  0.0022 by 1.015  0.846  1.267  0.816  1.345  1.500  0.890 MM K.F
52476 639.2738 1276.5330 1276.5339  -0.68 0 25 _ 0.0043 B3 0.856  1.140  1.163  0.848  1.046  0.802  1.121 WM R.C
es emPAI 114/113 115/113 116/113 117/113 118/113 119/113 121/113
3) 48.75 1.033 1.070 1.045 1.016 1.155 1.051 1.055 C
2) 44,57 1.036 1.073 1.044 1.019 1.159 1.052 1.060 cC
/W NE(@)
xpect Rank 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 K.GQAGLOR.A
0079 P1 1.084 1.260 1.285 1.150 1.313 1.346 1.099 [ W K.AAANQMR.N
b.012 p1 0.973 1.420 0.857 0.963 0.734 0.820 0.850 [ M K.ARANQMR.N + g
.0047 Pp1 0.864 1.101 0.889 0.795 1.075 0.821 0.879 HE M K.LTSLSDR.Y
D.024 p1 0.959 1.120 0.871 0.852 1.154 0.969 0.880 H B R.VQQPDCR.E
0.015 p1 1.006 0.954 1.220 0.793 1.234 0.837 0.896 N M R.EFHLHLR.L

PHAVENTVWBEIRTFROEREN ST VINVEDEE

ENED

FOITETEETNDIMNIDULTIE.

[Quantitation]/\TX—¥—TEIRINLEBICT T ERENER SN TVD(ED IRFHEREE
NoERARISENAETY (TR, MR TERONIZHED ).

Significance threshold p<

Display non-sig. matches
Show Percolator scores

Preferred taxonomy

Max. number of families
Target FDR (overrides sig. threshold) FDR type

O
O

Min. number of sig. unique sequences
Dendrograms cut at

LAleniics

|

Protein ratio type | IMedian

~]

Min. precursor charge |1
Min. # peptides

Unique peptides only [

Qutlier removal

Peptide threshold

Normalise to | None v|

of all peptides
of peptides assigned to accession(s)

of peptide sequence(s)

|At least homology V| 0.05

[

AThelp]

#AThelp]
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INSA=EF—THRECTEDBRICDVTIEILULTDBEBY T,

Protein ration type  : RTFROD ratio Mo T V/INIED ratio ZE DK I ICETE T DHEE

- Average : RTFR ratio DAL
- Median : RTFR ratio DXI T

- Summed intensities : (reporter JONIILDFH) E—T58EDF]
Min. precursor charge : RTFREEBEDFIERNRET IR TFRERDR/IME

Min. # peptides  IVNOBEEEEDSENRET D RIERVEBR A IRTFRE
Unique peptides only : 1=—IXRTFRDHZEHEICFIETINESH
Outlier removal : ANBZRR<SFEDIEE. LLTFH SR

- None s ANEZFR<LEZITHEL)

- Automatic : T8I L DT Dixon JEF/zI& Rosner JENDEE S5 M ZFER

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

-  Rosner’s method : Rosner }&

Peptide threshold : EEETENRETIRTFRICDOVNT, AO7HARHE, REREEEE
T II—1)0T
Normalise to : T—%® Normalisation £, 1 TIVELLE T H U TIVICET S
RTFRD ratio ZF> THE
- None : normalisation ZEHELG0)
- Average ratio : RTFED ratio [CDVWTEAMINEUICRDLDICTD
- Median ratio : RTFRD ratio [CDVWTXIFPTIUNREUIZRDLDIZTD

- Summed intensities : (reporter 7ONIILDH) MS/MS AR NVDLUIR—F—1FD
BEDMNARUICRDLIICTS
&5(CEES Normalisation [CDOWCEIEDHRZEZFETDENARETT . BTV TIVTEHEEIFNTL)
SENEELTCVDIHNEZERAGE TY . BRIRIET AR TORTFREIINRE SNERTFR (K
FEXE ). Accession CRIESNIZIVINVB(BEIEERD ICT7 A EINTVDI IR TORTFR, TY,

Unassigned (140931)
~, e —=F=1}
YONVBDEEEZFTEDHZIERE L .
Protein family members (545 proteins)
j T’f)l/ll:lj j] L/f_,: L \i%A\ Report Builder | ¥Columns: Sta.ndardIIZ out of 58)
N » Arrangement: |<custom= A
=CHALSTET W,
Enabled Available
Family SD(geo) (117/113) -
Member p-value (117/113)
. F — Database 1181113
'%lj:': % E ﬁ 0) Report BUﬂdCr 9 j T Accession Number of peptides (118/113)
. P Score Significant (118/113) (p-value < 0.05)
[Columns|ZEBREU. BTN CE=ESE Mass Not-normal (118/113)
1141113 SD(geo) (118/113)
5, W ~ 115/113 p-value (118/113)
= ?R (N rApply J Ny %= ?Eﬁ ULEXT 116/113 1191113
1713 Number of peptides (119/113)
‘>‘( 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 (14093

Protein family members (545 proteins)
» Columns (19 out of 58)

1) ‘ §_permali

» 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
4 1 | SwissProt £2::A1BG_HUMAN 28870 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 MYV ZHT & Report Builder DRTABHEDYVE T, T7MIVHEAIEIRTHRB R UIEE.
T—INHEATNDZDTIDEFE TIHADERINICAEL TSIV, % Export CSVIINY &Y
ET7AIVEADITONE T,

Quantitation TEIRTDHEEBIE. F6 MASCOT TIEREH CHDIREZFEIHETH.E—0
VTN EDFEREMEEEETHEICERTINREDABICDOVWT IV IERRT—YREITEITORZH
fﬁfGH*"EbT ADNFEUWT—ZADHYET REBRICER/INLRERNBEIIAEERDAATE

I OGE HEICREEFR T DFELTTET,
BREHEMIE 13-8 TI U T BT Quantitation | (Home -> Configuration Editor ->

P ﬂ BN ~TLfrob #E 74 BB ER ANS Acrobat S#E Gk
i ? LD i v AR v WEETEARERTS | e BN -] @ @ =B = ;:: suM ~ ’Z‘V /O @E
LD \D B I U~ H-&-Ac|f-~ Euiesaiteamz - B % 9 WA gggqf ;’g.’;%f ;\Efr'f‘ F“l L. 3,? & F~ %ﬁfff 5?% i;g
SPTR-F & Tazt [ i ] il [ 2540 o WE E L ~
Al - fr | Searchtitle 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 |Outlier renauto
34 |Min. numb 2
35 |Peptide th at least homology
36 |Unigue pejna
37
38 .FamHy 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 si;emPAl Description
39 1 1 SwissProt CO4B_HUI 184342 217600 1.033 107 1.045 1.016 1.155 1.051 1.055 3818 3818 103 103 48.75 Complement C4-B ¢
0| 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 1027 1466 1466 50 50 14.97 Ceruloplasmin 05=
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 1.053 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 1132 1521 1521 65 65 21.74 Complement factor
46 6 2 SwissProt FHR2_HU! 1329 36538 0.858 1123 0.687 1132 1.406 1.065 1071 8z 82 10 10 4.94 Complement factor
47 [ 3 SwissProt FHR1_HU! 1289 43717 0.903 1191 0.816 1.152 1.356 1.068 1112 80 80 13 13 7.39 Complement factor
43| [ 4 SwissProt FHRS_HU! 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 ITIH2_HUN 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 i
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 095 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) Comply
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 @ « »
HE=T EErEr @ @ - i + 100%

Quantitation | CITVWVEXITDTEEHZEZSRIIZTL),

B MASCOT (D Quantitation £f%(CB§9 %S HELP X—J

https:/ /www.matrixscience.com/help/quant_overview help.html
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https://www.matrixscience.com/help/quant_overview_help.html

B MASCOT () Quantitation FREEFTAEICEYT S HELP R—J

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

B SARIITV—EERRDFI1—RI7IV [BFEE

https://www.matrixscience.co.jp/supportpdf/MascotDistiller replicatesQuantTutorial.pdf

B SILAC f#trDF 21—k 7V [BAFEE]

https://www.matrixscience.co.jp/supportpdf/MascotDistiller Quantitative_quick start.pdf

B Reporter JONJVDERFERFI(ITRAQ)

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

B Multiplex ORIV OEH#ERE] (SILAC K+6, R+6 multiplex)

https://www.matrixscience.com/cgi/master results 2.pl?file=../data/F981133.dat

10-3. Crosslink

MASCOT TIXBERHDT—INSYVINVBDILHIEERTCY 2 INO BREIDEEFRRRICISH
INBFEARTFRD crosslink FBFICET L TUVET,

MASCOT CTHE—OARTFRERETIDEFERY EFMRTFRM N EFET S crosslink BETIE
N2 DT — BT RERVERBENTRELRODTUEIEN S RRWUREEEIEEE D%
BFEBAMRFRAIC crosslink BIDY—TVhETDIIVNIBENRURBETDEEBIC UIA—D
BECES/INI— VBRI 2EEZREVEREZTFHERL THEET/INYT—IELTE W T, RFREF
[CZDNFREEB ZEIRUE T, CNIEIQuantitation IBRFRERBIU AR T,
FTHREUTHENRETERARABEIILLTOEYTY,

)2 h—DfER ) O h—hMI< 7 S BE5RE
crosslink CfEFAT S H—
Dh—DFEGINT—2 (TEL418%E)
DOA—DEETDIVINVE, £z[ETF—9R—X

UA—DFEEINI—VICIXLLTDOABENHVFET

- intralinks : E—Y2V/N\OBRDBIRTFREIDES

- interlinks  : B3 2 BEDYV/INVBORTFREDES

- looplinks : AB—ARTFRATOEE

- monolinks : JUN—D—HICDIHEE UTIRRE (BEHLMERR)
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https://www.matrixscience.com/help/quant_format_help.html
https://www.matrixscience.co.jp/supportpdf/MascotDistiller_replicatesQuantTutorial.pdf
https://www.matrixscience.co.jp/supportpdf/MascotDistiller_Quantitative_quick_start.pdf
https://www.matrixscience.co.jp/supportpdf/MascotDistiller_Quantitative_quick_start.pdf
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MASCOT T Crosslink BRZRZ{TV\ELVISE. FHEREZEL TH\\/z Crosslinking 8B %12A TIRZR
ZERITUTETV(TE),

Taxonomy |AII entries V\
Enzyme [TrypsinP | Allow up to
Quantitation | None v |
I Crosslinking WW‘
Eisrmed | e s |

Crosslinking RE(ICIE HRET DY V/INVE (FIFIERBINRBED T —IR—R)EFHIEELTH
<HEHBHY, REBNOEICANUSDEEHZZEEU ZEDZEFERAUVLRITNIERSRVWEERFT,
BREZEEICDOWVWTIE, 10-3-5 TERHRKZRICH T HEHAZLTWVSBIEH. [13-5. Linkers ],
[13-9. crosslinking| NDIER CTHREBE@EICDOVTEIDVUFUSERBAULTWET . uEBLRIFGHIEZESES
EHETITSRIZT,

Crosslink #ZRICHLT, L\<DHD MASCOT Server FREMEBIZ2DDRTFREZEDERZHFEN
FIRHRERUFT , EDT=HBEEDIRFRE CRIEICE SRV K S BEXEED. Crosslink HRER CTIEFEL
REBRICENEZRIFTIENHVET,

BEhET DEREMBIFILULTDLDICKEHONFKT,

B ARTFREDELHEFENERATINDZETD
- MaxPepModArrangements (Variable modification DAHAENE/NI—VICDWTERETD
HASDHEHDOREAKIE)

B ARTFROSERVADHFNERINDED
- MinPepLenInSearch (RRREWRETIRTFREIDTIR)
- MinPepLenInPepSummary (fEREHFTINRE T IR TFRRIDTIR)

B ENETNORTFRICHUCERINSED
- missed cleavages (fRFR/\TX—5—)
- MaxPepNumVarMods (1 RTFRICHVVTERET S Variable modification (1848 B D= KIE)
- MaxPepNumModifiedSites (1 R SFRICH LV TEE T S, Variable modification ZEET S
T2 BREHDOREKIE)
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SREFRARANAE LT, MASCOT Server [C|d Peptide mass D _EPR 16kDa &L\ DHIRM B Y F I HY,
NUIE2DDRTFROGEHEICH U CGERATINE T, RRFR/INSTA—F—DH T, Error tolerant,
Decoy, Quantitation, ZUTRREDA T3 Percolator [CTDLTIE Crosslink 3R E[EIRFIC

TOENTETF B FEEREEEIFBEFEMNHYEFE AN, Crosslink BETIFERXDBERNEGEIND
ENLZLMS2 TTTARINE—ODEREEMICRDEN L <D —. MASCOT Server Tl 2 fHiD
TRV ETCUNEBETCTZTEAZMDTISTIXUbZE 1 fIICHBELULTE—2UINNIEESAD
(1 TIEINZ decharge EIFATUVET)ENARETHNUL TDXLDBRA T3 v ETFIALEEIL
¥+ IR I 7 MASCOT Distiller Tld decharge DNAIEETT DT, CEKNI I VWEUZSEAET
CERR<ET W

LUTOHEREFE>THBAVW ZLET . LUSHUPTVEROZSHICIK. BREEZHAVTISR
KEEWIZNW T REEST. E—Y VN VBRDEEEERBUIRER T,
https://www.matrixscience.com/cgi/master results 2.pl?file=../data/F002553.dat

BROFTITBEEDRZREIFIFEL TT, Crosslink RTFROZAIA7CEEESE, HHFHEDELIC
DVWTIHEERREBRICITONE 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
& ik
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)

ERORTFRRRIZBWT. 2 DORTFREZDRTFRBEDAE THEALTVIHNREINT
WETLHIZIE query 1496 DIER(LERDZTEONZEY . TRIGEK TEONZERDDILAR) &
R3&ERANTRRINERTFRaRTFRID 7 FED C & BISKRINERTFR(BRTFR)D
3 HBD ¢ M) UA—TXlink:Disulfide ] (J RIL T 1 RIEEEDER) TRHRELTVWDEERLTVET,

Query HEZVWITDERYVFIIRNBZHERT D peptide view R—IZRDIZBENTETFHT,
REMIE query1496 D peptide view T,
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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

ROV B CTEONZEEIC DLW TREICIE AR Z /L TULET,
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EELEEH(FED) FARITMUAN—IATEBENEDLDICYYFIILTVWSDONZHERTIEN
TEIBEEC, 7ORVIIEINEZRTFRENETNICa. BEVWIESZEIVIRY . WY FIINEESD
RTIFREEDITSTAINEDOMERINTNET,

(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

ZFOTICIFEBREAR—ADYYFUIHERBEB@ENHY . CNEARTFRENFNOERERIHESMR
TNTULEYT,

b [as b#* b+t pe Bo++
115.0502] 58.0287| 98.0237] 49.5155
228.1343] 114.5708] 211.1077| 106.0575

¥ yH+ ¥* yrtt ¥ o

3406.5323|1703. 7608 3385, 5058 [ 1685, 2565]| 33688.5217 1694, 7645|22

456.1911| 228.5992| 439.1646| 220.0859)
570.2341| 285.6207| 553.2075| 277.1074

3293.4482|1647.2278|3276.4217|1638.7145|32/5.45377|1638.2225(21
3065.3914[1533.1993| 3048, 3648 1524.6861| 3047.3808|1524.1940( 20

683.3181| 342.1627| bb6.2916| 333.0494
780.3709] 350.6B91| V83.3443| 3821758

25951.3484|1470.1779|2934,3219|1407.0646] 2933, 3379|1467, 172619
2B38.2044(1419.6358| 2821, 2378|1411, 1226|2820, 253814106305 (18

1816.7352] S08.8713|1799.7087| $00.3580
1903.7673] 952.3873[1886.7407) 943.8740(1885.7567] 943.3820

2741.2116|1371.1004|2724. 1851 |1362.5962)|2723.2011|1362.1042|17
1704.8473] 852.9273|1687.8207| 844.4140| 16866367 843.9220(16

mn.lmm.{:nuu»—-*

9| 1974.8044] S87.9058|1957. 7778 979.3925)|1950.7938] 978.9005
10| 2087.B884) 1044.4479)|2070.8619 10359346 | 2065.87 79| 10354426

1617.8152| 809.4113|1000.7867] 800.8980]1599.8047] 800.4060(15
1546, 7781 773.8527|1529.7516] 765.3794|1528.7676| 764887414

11|2200.9725|1100.59899|2183.9460|1092.4766(2182.9619]1091.9846
12| 2288.0045]|1144.5059|2270.9780|1135,9926| 22659.5940( 1 1355000

1433.6941| 717.3507)1416.6675] 708.8374]|1415.6835] 70B.3454|13
1320.6100| o60.B086|1303.5835] 052.2954|1302.5994| 651.8034(12

13|2375.0366| L18B.0219|2358.010001179.5086| 2357.0260( 1 179.0166
14|2490.0635|1245.5354|2473.0369(1237.0221|2472.0529|1236.5301

1233.5780| 617.2926|1216.5514| 608.77494|1215.5674| 60B.2873(11
1146.5460| 573.7766)11259.5194] 565.2633]|1128.5354] 564.7713|10

F:ﬂﬁ=<m:h—|HULﬂLﬂl'l':bLﬂﬁ'ﬂH=ﬁl'=§

15|2603. 1476 1302.0774(2586. 12101293 5641|2585, 1370 1293.0721 1031.5190| 510.263111014.4925] 507.745901013.5084 507.2579| 9
16|2704. 1952 1352.6013|2087. 1687|1344, 0880 713435960 G18.4349| 459.7211] 901.4084| 4512078 900.4244) 450.7158| 8
17|2775.2324| 1 388.1198|2758. 20568 1379.60065(2757 2218]1379.1145 §17.3873| 409.1973] 800.3607| 400.6840] 799.3767| 400.1520| 7
18|2862.2644| 1431 6358|2845.2376(1423.1226(2844. 2538 1422.6305 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 659.3181| 33001627 642.2916] 321.6494 5
20030753757 1536.1915)|3058.3452 | 1529.6782 | 3057.3652| 1529, 1862 560.2497| 2B0.6285] 543.2232) 272.1152 4
21| 3303.4326|1652.2199 (328640601643, 7067| 328542200 1643.2147 446.2068| 223.6070] 425 1802 215.0938) 3
22|3374.4697| L6B7. 738533574432 (1679, 2252|3356.4591 | 1678,7332 2181495 109.5786) 201.1234] 101.0653 2
23 147.1128) 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 DFEREMEICEEZRUE T, crosslink RRZ(TORGHE. I7MIEAFT3arT
[XIVIEW-CSV]EWS TP LB ARREE RV E T,

Timestamp 7 Dec 2019 at 09:53:46 GMT

[ Research | ® all O Non-significant O Unassigned  f[help] Export | Ag [VIEWCSV v ||

wsearch parameters

Type of search : M5/MS Ion Search

Crosslinking e Disulfide bridge in Lysozyme

Enzyme : Trypsin/P

Warishlo msyadific-stioec PR Y 3 SR P PR TR Y ATl b lman FBAY
CDI7AIVIE A b xiVIEW

https:/ /xiview.org/xiNET website/index.php

EHVT BERRERRATEER
ANT—FEUVTHRATZIENTE
EE

Canitty martrl piots

Sasbencisatl Msich Tabbs nm.. . |- - 30 o 14 S e v s s B Comn i

g ' = = o . 0
10 O CHICK 92 KOG OTTRCALEITA O C 26T 7 LYSCCHICK 80 WAL 3 MuE Fae  ME 1908 POCES

I Swicioni Momch o Y30 C0 LA 3 -LFS0 OBLRL R

10-3-5. Crosslinking s&ED{ERK

Crosslink DIRBRZITOIBMINTA—FI—EUTEREEBZEIRTIMNENHDUEIN, COEBIC
DVWTIFRFEABICIEU TFHZREEERL THKMBENHBVET  REZEIL. Vo h—OEETRE
WO BEARNGARICINA . RRFNRETDIVNIBFRLIET—IR—IBICDVTEHIEET DHEN
HIBRE BETEMHOBEERO>TVWET U A—DREICDWVNTIEI13-5. Linkers | %, /2
Crosslinking DIEEBADEREIC DLV TIE, [13-9. crosslinking |DEREZE B EL,

18P, crosslink 3R, FFIZ interlink(¥ 2V /\OBREIDIES) EAFIERNZEZRTHALEZWIT—RE
ZIWRIVINVEN 1 DO2DTEFLBLVEEUIFULIETYT . UNURERNRET DI V/INIEIK
ZIIDERRIMENDS T | AEREELB<RYSFUKEELFEA. BRELT. =TV EDYIINIE
HAEDEE 100 T EVWOREZLTVWET,, CNIE intralink THNIE 100 TV —EE.
interlink TH1E 10 TV FJ—(10x10=100)iZE &Y, T IAIVMRELEDLDITEO>TLET,

96


https://xiview.org/xiNET_website/index.php

B Crosslink #8%% MASCOT HELP R—J

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

B S-S ESRRERA
https://www.matrixscience.com/cgi/master results 2.pl?file=../data/F002553.dat
* A UEREHFITD MASCOT Server CRITIE, COBREZERREUZVDURHEEZZATZRREZAITENTEET,

http:/ /localhost/mascot/cgi/master_results 2.pl?file=../data/F002553.dat

B DSS fESIRRERG

https:/ /www.matrixscience.com/cgi/master_results 2.pl?file=../data/F002555.dat; ignoreionsscorebelow=0.05

*RURERZEHFITD MASCOT Server THITIE COBREBRREVCVDURHEEARFEZHRI_ENTEET,

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 ZRAFFICHRRUEERE. ED KD RBLIIEEYYF UL query
MR FEEDTLVWWEESHEFELE T VY FURWEBHEUTUTDLSBRENEZIOSNET,

. T—IR=R(ZIRVWARTFRELFIE o7

. EEURESHEEBA T

. Precursor OERNEYI TR o7z

. U= BEVL TV EEDEEGRBIRTFREEoT
. TBEANDIE

a H WO N =

NODRRZERIET DODICIF/INTA—I—ZZZ RS DBEIRFENDEERUTRI N ED=HD
EF727O—F MM Error Tolerant Search|TY, Error Tolerant Search [J&4. BEDFH TR
ZITWET, CORRIEREZBA T query ZZDFERFHEREVTHRALD D AEEEZBR O O
query ICDWTIELLTD 3 SZEELT 2 BEEDRRZITVLET,

A. BRUEEZRDUMR/NG — D H5ENICEELE T, 205 R ANYIRIL—IVICAI S 7zYI# T
E3 RANMERDUIM, ERVET,

B. {EERDEN, B8 ANCEEN DS IANTOEENNER T EM T DEIHESHN < T—2%
ERNICERULET,

C. 7 /EEEHDIEER. DNA D 1 IBEEBR(ICL O TERSIND 7 I/BRDEIR/NY — 2 ZHEFErIC
BRUET, TBICT—IR—ANMEERES I TH OB BIHEAPREEERLE T,
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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

A [FRIECEIFREDDOVYFURWVERADIET—X 4. B[d7—X 5, CIET—X 1 [CHUTHDEE
TAO—9BFENTEDRRAEELRVET 2 BREBDIRRTIL 1 @HE 2 EEDHITTIRERWRE
BOTRTFREZE EICABEEENTEE SN, 1 BEFITONRZRDFERICEA 2 BREBDIRERT
[FREEEENERLSBEVET,

RTINS A—4—"TlError tolerant||IZFIVI&EANTHORIR(Start Search)Z{TWVNEKT . CDEF
[Decoy INDF IV & Target PSM FDRI COFUEDIEEZIT o> CL\DE. 2 BRIEBAD query 3#Z5IIC
H1+% FDR BHEDER. W THRREBEDEIEEEELIC Target PSM FDR DREEMERINET
(TH), Error Tolerant IRZRDEFE ZEHD=HICEFIAZEHEDHLET,

Data format | Mascot generic v | Precursor | |m/z

Instrument | Default V| IError tolerant I

Decoy Target PSM FDR [1% v]

LITFOR—Izt & CRREmZESZHRAZLVZUERT, IR CHNIEERIC WEB R—ITHWNT
BRI,

https://www.matrixscience.com/cgi/master_results 2.pl?file=../data/F981130.dat; sigthres
hold=0.06427;_target fdr=1

rank2 DY VINIBETI7I)—. 2 OBO=A%Z2)vOUBRAULTI7I—9INTBADRTFR
NYFUIRRZERITIEEERVTETV, ZDOHROD, PPBI_HUMAN AD7PHAIURTFR%E
RIS VLWCREM),

PREICHREET]
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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 M Score Expect Rank U 1 2 3 Peptide

41 517.1760 1032.3375 1032.5604 -0.2229 0 70 1.1e-05 p1 | B | R.GSSIFGLRPGK.RA

g 532.1837 1062.3528 1062.5710 -0.2181 0 60 0.00016 P11 U B R.GSSIFGLAPSK.A

53 545.6818 1089.349%91 1089.5819 -0.2327 0 54 0.014 P2 | N | R.GSSIFGLAPGK.A + [+37.0215 at 52]
567.6566 1133.2887 1133.549% -0.2511 0 45 0.007 Py H B H R.GNEVISVMNR.A + Oxidation (M)
614.2001 1226.3856 1226.6329 -0.2473 0 28 0.03% P21 vl K.LGPEIPLAMDR.F + Oxidation (M)
653.2101 1304.4057 1304.6837 -0.27800 87 3.6e-07 P1 | N | K.GNFQTIGLSARAR.F
710.2235 1418.4324 1418.7154 -0.2829 0 92 3.5e-06 p1 U HE B K. ANFQTIGLSARAR.F + [+100.0160 at

20,100 T B EEA T I =Eel o o eyl p ek sy ey

499.1349 14094.3828 1494.6604 -0.2866 0 89 8.3e-06 }1 [ ] W L .DPSLMEMTERALR.L + 2 Oxidation (M
7hd. o864 IEW 1507.6081 -0.3108 0 4 u.36 p1 R.NWYSDADVPASAR.Q + [+37.0215 at
526.1538 1575.439%96 1575.7780 -0.3384 0 81 5e-05 P1 R.ALTETIMFDDAIER.A + [-48.0034 at
820.7283 1639.4420 1639.7763 -0.3343 0 106 6.3e-0% ’1 R.ALTETIMFDDAIER.A + Oxidation (M)
552.5010 1654.4812 1654.8315 -0.3503 0 54 0.03 p1 K.HVPDSGATATAYLCGVK.G + [-33.9877
836.2372 1670.45%8 1670.8052 -0.3454 0 a8 1.1e-05 P11 U G.VIPAEEENFPAFWNR.Q
841.2310 1680.4474 1680.802% -0.3554 0 93 3.9e-06 P1 R.ALTETIMFDDAIER.A + [+57.0215 at
864.2888 1726.5629 1726.9294 -0.3664 0 43 0.0036 Pp1 K.AYTVLLYGNGPGYVLK.D
586.4551 1756.4635 1756.8420 -0.3786 0 48 0.13 p1 G. IIFVEEENFDFWNR
879.2425 1756.4705 1756.8420 -0.3715 0 83 3.7e-05 Pp1 G. IIPVEEENPDFWNR
593.4834 1777.4285 1777.7764 -0.3478 0 46 0.22 p1 K.HVPDSGATATAYLCGVK.G + [+31.9357
975.8100 1949.6055 1950.0245 -0.4190 0 86 7.7e-08 P11 K.NLITIFLGDGMGVSTVTAAR.I + Oxidati
976.2340 1950.4534 1950.8555 -0.4021 1 27 0.024 p1 K.DGARPDVTESESGSPEYR.Q
656.1752 1965.5039 1964.8712 0.6327 1 68 0.0016 Pp1 K.DGARPDVTESESGSPEYR.Q + [+14.015
664.5518 10980.6336 1991.0510 -0.4174 0 65 0.0025 p1 K.NLIIFLGDGMGVSTVTARR.I + [+57.02
665.1736 1982.4091 1992.9132 -0.4141 0 54 0.043 p1 U R.DSTLDPSLMEMTERALR.L + 2 [+57.02
1001.2027 2000.3908 2000.8058 -0.4150 0 65 3.4e-05 P11 u R.MGTPDPEYPDDYSQOGTR.L + Oxidatio
667.8046 2000.3919 2000.8058 -0.413% 0 73 8.9e-07 P11 U R.MGTEDPEYPDDYSQGGTR.L + Oxidatio
670.1561 2007.4466 2007.8770 -0.43041 75 0.0002% p1 K. 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 R.MGTPDPEYPDDYSQGGTR. L
+ Acetyl (N-term): Oxidation (M)
245 T66.2128 2285.6165 2296.1084 -0.4%1% 0 55 3.3e-05 P11 u | ] R.QQSAVPLDGETHAGEDVAVFAR. G
252 784.5440 2350.6103 2351.1030 -0.4827 0 68 0.0022 P71 v H R.QQSAVPLDEETHAGEDVAVEAR. G
+ [-17.0265 at N-term]
253 790.2186 2367.6341 2368.1295 -0.4854 0 93 le-08 Pp1 o | R.QQSAVPLDEETHAGEDVAVFAR. G
260 809.2208 2424.6406 2425.1510 -0.5104 0 66 0.0037 P1 L | R . QUSAVFLDEETHAGEDVAVEAR. 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
+ [+57.0215 at M15]

fERICIE Expect DEEFRRINTVET 2 BEEDIRERBRIE 1 BEE CRERADRERICEEA,
BEEEENSHICRO>TVET,

LAF. Error Tolerant MR CR DN >IEERICTA—HALTVWEET, LHDOFE TCEONZE 9%
WBARUIZONWNTHE T,
query 133 [& N RIS T DIV —IVICRDRWRTFRERBELUTVET,

99



Query 260 Tl& N KiwfllIC+57.0215 EEFDRIREEN BRI N TH Y. [+57.0215 at N-term]|DERS?
[CH—VIEEDED L. ZDEEXEIZ5|SRITEMHCTI/BOBRNA—ETRRIINET (TH),
BESTERENDT—I TCIIRICBEDEZEDHDNONDD T, COFDENTHIMNNIDWTIFIFETD
BITEFRAMANSEZTCHUARBVLDINBEIRREEFENDENHYERI N MASCOT Tl
BICEENEEHNSBEERHEULTVDIEHZORBIC DOV THBITZENTETEFE A,

+ ¢ 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 [FEF/RIRZFTIEHY . AIEEEEICE DV ZHIFHEER RSN TIEVEIH,
BEROMAICOVWTIFEERHIMINAMBETT . cOR—IDFERICXT T D FAIC DOV TIEZLLT HELP
R=IECELLETVW BEBRECTEILETENRERBERERDIRTFREZRIZHDY—IVIEREIC
EZZTHELDIEVNELNEE A,

https://www.matrixscience.com/help/error tolerant help.html#RESULTS
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—V

11. FDR & Decoy T—9/X—2X

11-1. FDR [ZENEHN ?

TOTHA—LDBEHICEVWT RRIVI VIFHERBEEICULTITIVXLTRERTFRZIRE
ULEIN. MASCOT TlIIRIEEEEZMETNERMZTICHITLTHY EFBEEE U TIE 95%N i@ H4]
hoEATNTLERLE,

BITNLEDICON. BERTFRIEVICEEI V/INIEN, BEU zZBRKEENTENTVSIDT
FRVWNEBONDT IR INDLDICRY  BREI VI VNRIET SREEE L IFFIDER=NS
FAEGRERIITIENKDONDILDICRVFU . T BFRUVWEEEDHFICOVLWTEESR
TNBLINTRVEU EZDORNDHP TLLILEDFHIEAEN Decoy T—IN—RXZ{F D7z FDR [C
&£3HETHY, FDR DEEFEE U T 1% RATNEIENIEEICZ<BRYVELUE,

11-2. FDR &[3. Decoy F—ANR—R & (&

FDR(False Discovery Rate)E WD RHEZHEIMTAIII—RYMERITDETDEZEINLEEREIC
B9 2FREVTRRENETRTH MASCOT TFERATNTVS((IETICTOTAIVRDEETEDON
D)FDR [FEGRRGETEREE VW OSEA TAS<KERYET,

RE-REICHITD Sensitivity, Specificity ICDVWTEFDREMHREZHU DELISLUTD LS RERN
FEHONEIH, MASCOT TENDN TS FDR [FRE(HIE)D Positive £KICH (TS False Positive
DEEERUET UTORICHITENFEEFESRS, FDR EIE B / (A+B) TY,

IERRECH & T RIECS) D—EX
+ -
BMRIID True Positive False Positive
e +
A B
False Negative True Negative
) C D

MASCOT(. ZFOTA IV ADEMETHENND)ICHT S FDR DA M False Positive, 78710
5B DRBEYVAICHYET ., FDR DETEICHEWVWTHRICHT=D A+B [E MASCOT DREEHBURENRT
FRIRTDHEICHEVET . RRERDEEREDEDTHUBRBICFERATEEFT UHML B [2DLT
[FEEDRFRERDSIFTEDHNNKDTHINZHIMTEENTETEEA. HEUAHUSDHIETICEY
False Positive DFERENDHN DL DRSS ENSIFER>ZAEBRE UV TRUBRNMNBIRITIMN, . HART
DEIICTEIENTETEEA,
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B DEHIC—EE>TL\S3DMN Decoy | T—IR—ATY, EBEN—DELEENTLVRWIETDT—%
KR—2X, [Decoy] (I=EH, BLUEH) T —INR—RXZEF{LT. TDT—IR—XICH U TRUIRZRFEM-
BICANT—YERBEVLFEREREERD 7 ZBA TS T —98 % .. {ID1%FR0D False Positive B
EBREIULSV\DEETH S5 EREL T, FDR HEICHITD9F B ORADYICFIALTLET,

Decoy T —9IR—ZAADRFRE CRIEREZBR e T7— I

Thhs FDR =
BET—IR—AANDIRZRCREEEZBR T I

EETEULTVLETD,

RITFRTHIRURIED FDR 1%& (3, [RIEEEI D7 EBARTFROPT, EREIERSD
BEHINEENTVDEIEN 1%IEHBRTENTEXT,

8 Decoy T—IN—RIIMERDEINEZFRNT —IRN—XJEVWDHBITBY IO BEDIRRE
T—IR—ZADHE FRERS ™. TN -8 7P/ BERER) 2HiZ 572 BEORFETHERALE
T—IR—ZADELIN)—DEINEREEET KIS VY LAERINCEBLZEDZERALET,

11-3. MASCOT CFDR 283 A%

BRBRINSA—I—ICH B DecoyIDF TV I EANTIRFAERITISET FDR WEHEAIRRERUEYT
(FB), &/ Target PSM FDRID¥IEZHREY SHE T, FDR DREEE BRE L CRIEEEBNHE
SNERE TRABRNIRTINE T, BHE FOR OREEE LT 1%MRATNBIENFEALTT,

Peptide tol. + 12 |[Da ~| #13c[0v| Ms/MStol.+ [06 [Da_~|
Peptide charge Monoisotopic ® Average O
Data file BRENTLVERA
Data format |Mascot generic v | Precursor [ |m/z
Instrument |Default v Error tolerant [J

Decoy I Target PSM FDR [1% vII
Start Search ... Reset Form

Decoy DA T3V ZEAT S & ERURVEICHA ERORENN DU ET,
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Protein Family Summary

Significance threshold p< 0.05 Max. number of families A[help]
Target FDR (overrides sig. threshold) DR type

Display non-sig. matches O in. number of sig. unigue sequences |1 V|

Show Percolator scores O Dendrograms cut at D

Preferred taxonomy [ All entries v|

'Y Sensitivity and FDR (reversed protein sequences) I

Target Decoy FDR

Protein family members 302 11 3.64%

[PSMs v | above [homology v| 1821 18 0.99%

Decoy results are available in fthe decoy report.

FDR OFUEIC DV TIE, EHICHD LD ICHEREMD Format 1. [Target FDR]IFDR type | CFH%E
IBDENTEIXT(FDR type [CDL\TIEM11-4-1.Decoy T—IR—ZADFIAAE.FDR SHEHEICIE
BELSEENHYEBAIECELSRE IV, £/zlSensitivity and FDRIDEFREIIVITDE,
Target (BENDT—IN—IAMNDE)E Decoy TNENTENLITOBENREEEEEZBZ T DI
DUWTHR I BN TEET,

11-4. FDR [CEDDBFEY IR

Decoy T—HR—RZ%(HT DHEY Decoy DATVITER, W FDR ZEtEITBRICEDL SR
T—HEHZ LEITDONIOVWTDEEBRERIFTBRINTVWEEA. TETEHZ LITTRBIDAET
BB R ZR OSHERICKVERIN TV EIFEHIRE  AAEFICLVSLERDIONIRIRTT,
O TEDRBICFERNVETHDEHIC. CBETT—YEndRICHHRADERISER T D2MNEN
HUVFET AN O EEDET—9Z7 Vv TO—RITDIDICFIETN TS repository site RET
T—YNBDEEER TEDLS [ABINNEERTDIUNERSBVET,

FERHXCIAN =P LATIE—EDBHEA TDHARSA D HUERTDTITRNTUET,
® HUPO
https:/ /www.hupo.org/HPP-Data-Interpretation-Guidelines
® MCP Guidelines

https:/ /www.mcponline.org/guidelines

FDR D@ERAICDVWTEDNELDINI—UNBINFARDEKRT. HDWIETBEF TEEH T IENSED
/=8). PRIDE, jPOST 7®& D repository site DikfaT —FZHERICHESH TZEDERHNE = CHEERIE<
EZPEIHVEUETREMIE PRIDE WD ART FDR (ICBIT DKREDAHITY , peptide FDR
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217 T/R< protein FDR H@EAUTL\DE.FDR DFREMEN 1% ThHDE. Decoy 7—IN—X[Z(E
T LTIRSHEFAT (reverse) LA E@EAL TV DERENMDMNIET,

Sﬂ‘ HUPO - HI X ‘ & Mascot we X | Required | X | Proteomic X Molecular X Proteomic X | + = .
C 8 ebi.ac.uk/pride/archive/projects/PXD022858 B ° :

Organism part -

Description Unknown

Staphylococcus aureus causes invasive infections and easily acquires antibiotic resistances. Diseases

Even antibiotic susceptible S. aureus can survive antibiotic therapy and persist, requiring Unknown

prolonged treatment and surgical interventions. These so-called persisters display an

arrested-growth phenctype, tolerate high antibiotic concentrations and are associated with Modification

chronic and recurrent infections. To c... meonahydroxylated residue
acetylated residue
iodoacetamide derivatized residue

Sample Processing Protocol Instrument

S. aureus cells (2-57108 per sample) were lysed in 50 uL of lysis buffer (1% sodium Q Exactive HF

deoxycholate (SDC), 10 mi TCEF. 100 mM Tris, pH=8.5) using thirty cycles of sonication (30 cottware

sec on, 30 sec off per cycle) on a Bioruptor (Dianode). Following sonication, proteins in the Unknown

bacterial lysate were reduced by TCEP at 95°C for 10 min. Proteins were then alkylated using

15 MM chioroacetamide at 37°C for 30 m... Experiment Type
Unknown

Read more Quantification

Data Processing Protocol Unknewn

The acquired raw files were imported into the Progenesis QI software (v2.0, Nonlinear Dataset reuses

Dynamics Limited), which was used to extract peptide precursor ion intensities across all Not available

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 & similar Studies

MaxQuant software (Version 1.0.13.13). The following search criteria were used: full tryptic

specificity was required (cleavage after lysine or arginine residues, unless followed by proling);

3 missed cleavages were allowed; carbamidomethylation (C) was set as fixed modification; Bacterial persistence - Bacterial

oxidation () and protein N-terminal acetylation were applied as variable modifications; mass persistence is an active oS siress

tolerance of 10 ppm (precursor) and 0.02 Da (fragments). The database search results were respanse to metabalic fux

filtered using the ion score 1o set the false discovery rate (FDR) 1o 1% on the peptide and limiitation

Erolein level, reseectiue\x. pased on the number of reverse Erotem sequence hits in the 2015.03-24

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 Complement C5a impairs

peak areas per protein and LC MS/MS run. Only isoform specific peptide ion signals were phagosomal maturation in the

considered for quantification. Data were then normalized using the variance stabilization neutrophil through

normalization provided by the VSN R package v3.52.0 (33). The normalized protein phosphoproteomic remodelling.

expression values were used for statistical testing of differentially abundant proteins between 2020-01-14

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 Phosphoproteomic analysis of -

MASCOT D7 J#)UNRE Tl PSM, BI5 query 8lEaR—EUTHEHZ LIF/7Z FDRZFERALTVWET
. ZNICDUWTIE Format MIFDR typel& W\ D /NS X—4—TlSequence|[CEEITDENTIET,
[SequencellCF D& RAUARTFRICYYFUTLS query [ET1DICEKEHTHA LITET,

HERIEBHEIC 3 D [Sensitivity and FDR|ZRFAULE—F TICRTZ TN S the decoy report ]
NAIN—1)200EDY I T BE, Decoy T—IR—RICHUTIT > RRBEREBEHEERTIEN
TEET,9-5-2 TIVILIYYFILRTFENTIDDIVINIBIZ2DULETHATNZZEKIFEAE
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BVEWSERAZ ULE UM, Decoy DRz R D EXKRICRIEREEEBA DN TFRI2DULET7 1Y
INBDYVNTBIRIFEAERVERNDHVUET,

peptide FDR 1%&W\DD(E BERTFRZ 100 EHEE 1 DDRTFRNAIER THDAIREMEN
HIDIBEZEEHRLTCVET  AERTFROUIDIEFES (DLW TERERDFHED RIRE T,

BEYVINVBICDWTIX BPRD LS [CFHA IRTFRMN2DULETHBIFE . ZD2DEE False
Positive RTTFRTHEHEFIFEAEDBVEFEA. —AT7TAIRTFRMIDUNRVES. TD
SONOBREDHENS U [EIRTFRERUTY, 7805 peptide FDR1%QS, [PHAIRTFRH
1D THBIAEYVINVEZ 100 EH12150. 1 DEEZATVWSREEY VN VB THHAHENHDIEE
ZFY,

B CTREEY VN IVBHEZERITDIENETHY . COLDIRIEEETDORITLANILRIFEFEAED

ARBICZITANONTVET, T78105 9-5-1 TaRFALE LD ICTRAESY V/INVBEE. AZ—07R1DD
BERTFROTFTHAIEINTVWBIVINIE | EVWSEEEROTVET,

EREMmDI Sensitivity and FDR1ZRERAUZFHICFRRIINTL\5Protein Family members] (D
fTTHRREINTLS FDR (F.BERBKENNDEZADMprotein FDR]IZ/RY FE T, MASCOT Tl
peptide(PSM 7z (& Sequence) ¥ E7%RY) . protein FDR TRYIWE T HENTITHT Ao i protein
FDR £&M4EULTKHOENBZENHYETH, MASCOT T protein FDR DEFEMAHDREZEHIZT
KIICTBICIE. PSM F7/zld sequence FDR Z LIF7zUTFIFZU LRSI E5NDFTZECEHE THER
UTIE<SMBELRDBYET, IFEAEDT—RTIE protein FDR & peptide FDR ICEIUREE(1%) %
B U354, protein FDR DANRENERL <EHE protein FDR B 5 E CHRHFEERLET.

Protein FDR ZFE T IR YINIBICT7HAIEINBRTFREORERHELEHZ 1 H5 2 [C
LEITDIETHINTDELTTET, CDIFA protein FDR DfEIL 0 [CRDENFEAE T,

FDR B 1%&ELWSEFIE, 100 DRERTFRNRHDE 1 D False Positive RTFRBHDLARILT
H2FETRUETFDRETEEVSEHENS RSB E. Decoy T—IN—ATDIRZRET 1 DHREIERELEE
ARBEBET —IN—ATORERBR CRIK 100 DRI FRHIFAEREZEBZ Q& FDR1%L E
ERDTUFESIHICRYVEFET . TRDEHRIE 100 DRTFRERECTIRVELDRT—FTIL FDR 1%L
TICTBDEFETEHU. CDELOBRT—RIZHWTEESICH FDR ZEEBLYUERIERZVES.
Decoy CORRICEVWTRIEREEZBZDIRTFRN 0 [2RD KD Decoy RTFRDwZREAIT LUD
U LICEEEZEUN DY FEE A, Decoy DIERDT Y LHEICKELF|25RS5MN. FDR ZDEDDE
RAEMES<T—XTY,
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12. MASCOT Server B8 - F—9XR—XEWREFEOYT

CDETIE MASCOT Server DEE(CHAITDTOTILICDODVWTITHBNULET,
12-1 TlF MASCOT Server M{FAHUTVBRT—IR—XVOKEOT %119 2EMN TSI S Database
Status [CDL\T, 12-2 T[IRFRENDOI THD Search log [CDOVTITHBNULTVETD,

121. IRTEFIAERER T —IN—XICEHT 218#k : Database Status

Database status CIIZIEENED OV ICEAT DIFEHRAD!) X2, MASCOT Server £ CIRTE(ER AT&E
BRTF—IR—R (BT BERICOVTRRAEINET (TR),

L Mascot search status page

G A tF1V714FELL | 13630/mascot/x-cgi/ms-status.exe 8 o= z

MASCOT search status page

12 logical, 1 pﬁy5|ca| Intel processors Eﬁyper tﬁreaamg enabled, 6 core). CPUs: 0123456

789 10 11 available, using: 0123456789 1011 . [0 searches running]
Active databases: 5. Inactive databases: U. Max databases: 256.

| Search log||monitor log|error log| Error message descriptions||Do_not auto refresh this page |

&«
O
b
ﬂ@ Version: 2.8.0.1 - mskk (UC2H-LHC6-Z23V8-W62R-K3M8) Licence Info
@
©)

hame = PRIDE Contaminants Family = C:/iretpub/mascot/sequence/PRIDE_Contaminants/current /FRIDE_Contaminant s
Filename = PRI DE _Contaminants_20160908.msp  Pathname = C:/inetpub/mascot /sequence/PRIDE_Contaminants/current /PRIDE_C
Status = In Statistice Compression warnings Recompress file

State Time = Fri Aus 13 02:30:49 # searches =0

Mem mapped = N0 Reguest to mem map = N0 FReguest urmap = N0 Mem locked = MO
Mumber of threads = 1  Current = YES Twpe = Spectral library

hame = SwissProt Family = C:/iretpub/mascot/sequence/SwissProt /current /SwissProt _*. fasta

Filename = SlmssProt 202102 fasta Pathname = (:/iretpub/mascot /seauencesSwissP rot /cur rent /Sw i ssProt 202102 fasta
Status = In Statistics  Unidentified taxonomv Recompress file

State Time = Fri l‘«ug 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: /\netpub/mascot/sequence/UP584U _H_sapiens/current/PEE40_H_|
Status = Statistics Recompress file

State Time = Frl f’-\us 13 02:30:49 ¢ searches =0

Mem mapped = YES Reguest to mem map = YES Reogusst unmap = N0 Mem locked = NO
Number of threads = -1 Current = YES Type = Amiro acid

BMADOIREEIC DV TEHBAVLZUET . SMASCOT | MASCOT DA VAR =LA IS TEEKRLUET,

@D : FALTL\S MASCOT D/\—I3& MASCOT D51tV
@ : MASCOT Server MEHIN TSI E1—45—0 CPU OH T, MASCOT Server WEDIA7 %
EH\LTL\BN WO IREFRETR OB RGE
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@ : FEOTADEE)

Search log : B3RO Y (Home [Zd»d [ Search log] &[RIU)
monitor log  : MASCOT Server DEIfEFOY . SMASCOT¥logs¥monitor.log DA
error log : MASCOT Server DITZ—0O% , $MASCOT¥logs¥errorlog.txt DA

Error message descriptions : MASCOT DI S—&HESICEHT DIEHR
Do not auto refresh this page : database status BiHEZ B EHNICEFHITDHULRVHD
TUEX

@ : BT —AIR—=ZADIK N Fl&E UTELTFIC SwissProt DR ERRUZER D DIEARZRUET,

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 = In Statistice Unidentified taxonomy Recompress file

State Time = Fri 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

BFEENTINBIELLTORYTY,

Name : MASCOT Server CEHFINTWET—IR—ZXDHEIN

Family : TIR=RATEFRINTND, T7AILD path T 71 ILEFRIIL—ILDIEER
Filename  BESHEESINTLS fasta T 71ILDRBFR

Pathname  BESHEESINTL\S fasta ETPAIVHAENN TS path

Status T —IR—ZDRAEDIKNRZEZRLU VKT, T —IRN—XIZ fasta T 71 IVHVEHT

INIFE. FD fasta T71ILHS MASCOT TERTEHD T 71 IVHER I N.

IRTOITPNIVHMERR SN2 ICRIIDIRET A ERINE T TLHRERSIC
KO TCET—AIR=RT7AIRAED LICYVE DT EIN, HZEICERTREE RV E T,
T—HIR—ZEEHNSFERARECRDETHO—EDIRRZEF ST 576D, Status IEB

TUTDOLIICRERIEINET,

Creating compressed files
Running 1st test

First test just run OK

Trying to memory map files
Just enabled memory mapping

In Use

FKzECHDERETIS—ICR 212G E & Halted: /RED LD ICHEZSED
KRTHBDEEZRIAVvE—IERRUET,

State Time D IWAERINTULD Status ZE2%UZHEF
Mem mapped D TIR=ZANKXEY LIV TENTIRETHDH
Request to mem map : MASCOT Server DERE CT —IN—RZXEICYVE DT TDEZE
HADERETHDD
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Request unmap : MASCOT D 7OV S LMXE EADVYVE D T ERIRT DitemZ FUTz
RRETHBIN

Mem locked : TIR=ADAEY EADYYE DT ZERE (lock) I DIRREICRDTLD
nEH

Number of thresholds : HRRICFERAFEERI7HDRE. BRI HEXEZEIMERAITDIHRET
HdEZERI[-1]&FR

Current D RAET—AIR—REED T 7AIVNELERFHINTLSH
Type : T—IR—ADIEEN Amino Acid H* Nucleic Acid H\ HD L&

Spectral Library H

RRDVWODDEFRIENAIN=U D DIZR2TWT V)Y ITBETTSICFHUWVEIREHESET
BRTEXRT LT &N\ o%NBEmICDOVTEHRRALET,

cT—HINR—2ADEFName DIEH) : ZYT—IR—IATITOHNTUVSREDESIRR., £z (HBEIC
TOERFBEDRE . RITHDRFBENHBIHE. "Current jobs”[CFDHRBNRTINE T, "Job”DIRZR
BESDNAN=UID(Z>THY. IV ITREESIFMDEREHESRTIEITCRE),

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

RF|EM5E T 9B &, "Completed jobs”[CFEITUE T,

Mascot database status - SwissProt

Current jobs

Job PID Start time Our. Status lzer UserlD Title

Completed Job~

Foir Dur. Status Uzer UserD Title

1 43 14420 Wed Sep 1 18:34:14 810 User read res 0 Copy of mef 02 (C:¥ProgramDataiMatr
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‘[job HBEES] :
“Percent complete” TIRZRDEW
WRZEHSRTE2ENTEFT,

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
Searchine. ..
Upload time
Ouery prep time
Whole process t|me
Job status
Priority

[P address

Type of srch
Erzyme?

CPU utilisation
Job requests?

: Wed Sep
time :
0

: 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\—) I D(CEZRUE T,

Statistics

= C:/iretpub/mascot /seauence/SwissP rot /ourrent /SwissProt _%. fasta
SwiSSProt _2021_02. fasta Pathname = C:/inetpub/mascot /sequences/Swi ssProt /cur rent /Swi ssProt _2021_02. fasta
Unident ified taxonomy Recompress file

Wunber of threads = -1

Mame = SwissProt Fami |y
Filerame =

Status = In

State Time = Fri Aug 13 02:30:49 & Searches =0

Mem mapped = YES Reauest to mem map = YES Reauest ummap = MO Mem locked = NO
Current = YES Twpe = fmino acid

*Unidentified taxonomy :

T—IR—=ZADIIKI)—DHT taxonomy fFERED DT TIENDIZEDNZEE YOV TUTERR
LET . T—IRN—RIT7MIVBEDFAEGTELDT—RXEHUET,

-Statistics :

T—IR—ADEFBRICEE T S HIELE, B

H LB (ETR) TIET—IN—RDEFRMHEOOTEES.

VBTN —BOBFEMRENTRINE T BE FERICIES7 I/ BAFESCI VN —DEER

DENRREINET (BTR),

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 1 P 9644044
Yersion of Mascot 2.8.0.1 g ??ggggg]
Version O'l: 'thIS fl |e 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
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‘Recompress file :
MEBEBFHDT —IR—RIIDONT BET—IRN—ADERZRIELUE T, Taxonomy DFRESRE
ZTELENZRBIEDIRGEICHIALET,

‘retry :

Status M Halted [ZRDEERIIND retry ZOUVITDE. T —IRN—XDOBEERFLIE
Ist TAMRROBERZITVET . IS—NEUER. I5—ADOMUEITO>IZDEBEET —9IXN—X
BECRRZAADEREICHALET,

Database Status CRIUT—IR—AM2DRITIINBICERHBYEXT . 7 —IR—IAANEZHR,
FEIIAMNBABZEATHDI_EEZRUTVLETD,

ANBZEPDBEZETIX IREMFEAATRER (status = in use) T —INR—RE | BEATHDIHZ
T—IR—ZADEWIREN 2 DEERRINET (TH),

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

X NBZABHER O IREEARRER status = in use]D T—IR—XE DD TERLT
LW TIR7E status = not in usel ERDIeT—IR—X[CDVWTES|IETHEIRTIINE T (TH),

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

Name = SW|SSProt Fam = C:/iretpub/mascot /sequence/SwissProt /current /SwissProt . fasta
e at 2021 03.fasta Pathname = (: /|netpub/mascot/sequence/Sw|SSProt/current/SW|SSProt _2021 03 fasta
Statistice Unidentified taxonomy Recompress file
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

HEU2DRTFINTLVBIRANRICRD LD THNIE MASCOT Service F/izlFAE1—49—BE5%
BiEgIT2ET. mHDI DDANRKRINDLIICRVUET,
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12-2. ¥&FR0OY : Search log

MASCOT Server TT2 7z &RIF
TN TREBRZBMLEZT 7LD
REIN.RROOTJTEHKVET,
Home —> [Search log|Z2')v Y
9 SN\ Database Status CTlSearch
logIDINAIN=)2DZFDI)YITD
ET. Server CII2RFRODOT %=
H<ENTEFT,

If this is your first visit, start here. If you include results from Mascot in a publication,
please cite either www.matrixscience.com or Electrophoresis, 20{18) 3551-67 (1999)
(abstract).

Security

Mascot incorporates a role based security model, which allows the system administrator to

control which functionality is available to individual users. If security has been enabled, you
may be prompted to log in if you attempt to access a page or perform a task that requires

authorisation. If security is not enabled, which is the default, the following links will simply
confirm this.

® Login
* Log out

* Change password

ttings

* Current session information

Whether or not Mascot security is enabled, in order to comply with the licensing conditions,
access to this Mascot server must be restricted to authorised users. We strongly
recommend that your server is protected by a secure firewall.

Mascot Utilities
Your system administrator may have restricted access to these utilities
Database Status

View the status of all the sequence databases. Links to database statistics, search

status, log files, etc.
Search Log
Atabular view of the search log. Can be filtered to find specific search results.

PN T : Calis

TENDES7R Search log BIEINFRINET,

MASCOT search log (—D

Version: 2.8.0 - mskk (YRNB-5YZ8-GFBC-TOWI-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

.

] ] ] ® ] ]

1511 5436 UP2195_D Monitor Test DB 0 MS . Fri Aug 6 11:57:49 2021 1 No email setu 0 MIS  Yes o 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
509 14116  UP5640_H be . Tue Aug 3 23:49:12 2021 415 User read res 0 MIS  Yes 0 Ci¥temp¥ma: archtest202 14803
1 L) UPs640_H be LucAug 2 23:38:02 2001 414 \serread rec 0 MIS Yo 0 C¥termp¥mascotsearchtest2021 8803
507 6932 SwissPro  Monitor Test DB 0 ME Tue Aug 3 17:05:40 2021 3 No email setu 0 MIS  Yes 0 test_search.maf

50¢ 9944 SwissPro  takaesu LY  w Wed Jul 14 10;35:59 2021 23 User read res 0 MIS  Yes 19 0 Lysozyme_2p2m]_1minute.temp.mgf
505 716 SwissPro i " Thu Jul 8 02:01:25 2021 17 User read res 0 MIS  Yes 0 C:i¥temp¥iTRAQBplex6data¥fromlosge
504 18348 SwissPro T ke Thu Jul 8 01:57:29 2021 17 User read res 0 MIS  Yes 0 Ci¥temp¥iTRAQBplex6data¥fromlosge
e 130 Coscicar T Thenu0ns.Ea97 9099 9 m . - : 2 . " L

LUF. O~Q&/N—KIEHINTL\DIEHRCF A sE e EaE T DUV TL BFU<ERBALE T,

@

Version: 2.8.0 - mskk (YRNB-5YZ8-GFBC-T9W9-CYNQ)

Sort/filter | Log File: | rogs/searches log Start at: (-1=end, 1=start how many: |50 273 in log, 273 after filters. Data dir: GETs?: 0
\ | Log y g

-

/

—I3VESTEYADBRNEEFICERINTUET,

Sort/filter D COITCEEUVEBRICE DV TRREOINRIIINET . KM EZEL THTZIC
RNTEDIHEE. COMIIEHUET,
Log File : MASCOT D#&RZROT DI 74 ILD path

Start at : MFREOV Z  RRESDEIE(-1) TRRNI DHHI

how many : FnIBHOTHE

B(1)THRRI DN

Data dir s T IAIVRERELND data TAIVIANDINZAZ(FERTDEIITIERE
Gets? : getseq RRERTI DN
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Job# PID dbase User Name Email Ti In
| | | | | [ I
1511 5436 UP2195_D Monitor Test DB 0 MS L
1510 12840 UP5640_H be .
1509 14116 UP5640_H be .
Job# D RERES, T IAIVNTIE 1234 B SRATIAICEIVIRSNTULET
PID : MASCOT Server CERLTWVWSTOEX ID
dbase s ERULET—IR—X
User Name : BRI —(RZREEFCIEE)
Email : X=I)LPRL R, 12720 local iR TIEA—IL 7 RL A TR<EWVWTFINMERTE L

Title(Ti &7 JA4IVNRR) : BEDIINIL (IRFEEFICIETE)
Intermediate File (In &7 J#4JVART) : &RI7MIIVOEBEHNMN 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 : MREZRFHIARFE
Duration : FREREFRE
Status  IRZRIERDIARE
Priority : REREFICIERE LTz IRZBRDBSEIEAL
Type : PMF / SQ / MIS
Enzyme D REEMZRORE C1T 272D\ (Yes) FEMZHRZRV\ERE None TEITURZD (No)
IP address  RREMNFTIEI—9—D P PRLR
User ID : MASCOT Dt F 1T 4RECTIHEL TSI —F—ID

Peak list data file : AT —9 T 71ILDINIATIZEFR

BEED—FHLICHDIANREIT1IVI—EUTHIATEERT . FIAE SwissProt TRERULERDH
ZRLRIB VWIS A, “dbase” I8 B [Z ”SwissProt” & A AU T "sort/filter” R Y V& FT & T
T4IET—IDTMEIRLET,

FLEDLILHZFIVIRMNYIRBBEHORTZLIFTTIRNTHEDNDLIICTEINE SN ET5IC
ZDLEICHBDTIARY Y (TEEHDHBIRARE) (FBREB TR OB A ZIT OB ZERUE T LUEL
[EDVWTIFBEE Job#"HEREIN TV T RRZITORIEFETERSNTVET,
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13. MASCOT Server DHXAIVARX

13-1. AHRXAHY 1 X Configuration Editor T

MASCOT Server NDEZIEHREZEZ1TD DM Configuration Editor| TY, Home EHHICH D
[Configuration Editor |27 w09 % &, RENS—ENRNET,

REBEICDOWVWT, K VEFUSERRALELERT

MATRIX
SCIENCE

RGINCE Access Mascot Server Database search help  Contact  Useful links

Welcome

This is the heme page for your in-house Mascot Server, a powerful search engine that
uses mass spectrometry data to identify and characterise proteins from sequence
databases. To assist you, the he t for Mascot forms a substantial knowledge base
concerning protein identification by M5,

If this is your first visit, start here. If you include results from Mascot in a publication,
please cite either www.matrixscience.com or Electrophoresis, 20(18) 3551-67 (1599%9)

Securty IMascot Configuration

Mascot incorp
control which

recommend t

may be prom| AMING Acids Amino Acid Data
authorisation)| Modifications Medification definitions
confirm this. Symbols Symbols used in chemical formulae
Linkers Linker definitions
Enzymes Enzyme definitions
Instruments Fragmentation Rules
Quantitation Quantitation Methods
- Crosslinking Crosslinking Methods
Whether or nj Configuration Opticns Global Opticns in mascot.dat
access to this) byt ahase Manager Sequence databases, Parse Rules and automated downloads

Mascot Utilities

Your system administrator may hay

ricted access to these utilities

Database Status
View the status of all th
status, log files, etc.

Se

ence databases. Links to database statistics, search

hLog

A tabular view of the search log. Can be filtered to find specific search results.

I Configuration Editor I

database management,

Browser-based configuration editors, including security administration and sequence
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13-2. Amino Acids

TI/BOBEICEY SR EZITOEME CJ.Home -> Configuration Editor -> Amino Acids T
H<ENTEFT,
RAICER—ENRNET (TR) . EANICIFERINTLDIARBZETDERXHAESSEICRVET,

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 XFITDOVWTIFIA—tF—DBRHRIVA AT RIENTEXT, AIXRIVI A EHFETDIES.
HNRIVA A EHF LT DINFDITICHDIEdit | KT =D )Y ILET,

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 |

ZDHRIVA X, 20 BEODT7I/BUNDT I/ BEI—FTYREUEVEYY, BDT7I/BOSE
ERRIC DV TEIICHMAMAATH S ZWBARE IS BT —IR—ADHARIIA R E—HEICERTS
REEVWDTZFEVLWARDYET,
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13-3. Modifications

. 7 /BOBENDZICETSHREZITOEME CJ . Home -> Configuration Editor ->
Modifications CH<ENTETET,

RAIC.REBFADER—ENENTT (TH) BCHIREZTDEEMERET DIEFSFBERD
)200% RFREZZRLIE—UTES S TETRRBGRIECopy ID 2V 0ZE DIV ILET  FHRD

REEVERL T DICIEEE FEBDIAdd new modification Ry U EHLET,

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 SY0—EBRTRLRINTVWSIER G IFXLLTO@YTT,

Title : BERDRAFR, 5¥U<IE https://www.unimod.org/names.html

Monoisotopic : Monoisotopic E&

Average : Average B2

Composition : {EFR BT <TEREICHTEEEDIER

Source : unimod HRMDIEHEN unimod RBZ—EZEELZN. BETIERRUIZIEE N

Visibility : modification 'J A DT T# )UK R(short)H\, ”show all mod”Z4 T3 Z={FH
UTERICHIH TRINSNBIER (long) M BRI <P /BEBEEICL > TENSD
BRENERVES ODTCLDIKRRE (mixed)H

Err Tol : Error Tolerant #8%R (10-4)DRFICEE SN EMHEDH
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https://www.unimod.org/names.html

RARTNTLVBEEDOIEFLAFETERINTL\SD Title, Monoisotopic, Average [ZDU\TIX BB
BEVVYITDIETHIE/FIE ICHUAREZDENTEXRT, BRNETDIEEZFEIERIC. Title(RFND
TILIT7ARYKIEIZT B H Monoisotopic BEDIRICHENTEHEEHNSET ZETRDIIFPTVTT,

B FIEM—EFICRRINTLWDIRYVIFLLTOBYTY,
Page N/M Go to page , page size N

: RRUCVWBAR—=IDEEY® | R—ITHRRINIIBEEHDEE
Add new modification : ¥U\LVMBERZ/ER

Main menu : Configuration Editor D—&FRRICRWET
Check Unimod : BEMEREIE Unimod EWD AR TEEHSNTLVE T, [check Unimod |

R 2IE Unimod [CHBEBERERE I 7MIVDORBZHEZL. FTTD I 7M1
FUFHUN DG BICENZRBUTREZ7Y I T—MUET . D
Unimod 771 ZE7Y FT7—cU TEBETIER U BRI R<RY FEH A,

B REMAEIL LR RTEARBZTAII—UITURY BB ZEHEATREZRED TEETD
BRICFIFH T ST,

LIFIERTFABTET (IS TFBEHEETI,

Visibility : modification 'J A DT T# )UK R(short)H\, ”show all mod”Z T3 Z={FH
UTZBF SR TRRINDIEE (long)h BERDMT <FREIC K D TENSDEREN
FRQ)REI > TV B (mixed)h\ HDWIEURMIIEEZEATNTH S FTIERHLUADREE
DEREARADHENEABN (Not listed) o

Error tolerant : Error tolerant R CERBINDEENE DN o [Yes{FRAITNDEE. [Nol:
ERINRVERE. [Mixed | FREICLWERINDS /INR BRENESOTVSD

Classifications : ERIDDIE RFRETHERITDIITDELIBREDTIN RRZDEDICIF

[AA substitution ]I ENZBATVWTEREZSZAF Ao

Source : Unimod &EFAAMN Unimod EFABZI—H—N—EEELZH. TLIC

dA——HERLIZEDD

FREUTEREEZFESDTEET DDA TIIUTY,
Apply to selected : FXEZFTEHTEELXT . LLTDBRMNHVET,
- Include in short list :

BRIDFR TERATHEEDF TV IR) SNIZREZ. I N TERRD short list (/NI XA —9—4RE
([CTT7HIVETRRSNZEMIRNICED D
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- Include in long list :
BRIDERTERATHRBEOT TV IR SNTERBZ . INTERD long list (/NTA—F—FER
BF. "show all mod”ZA T3V ZHEET DFE CHH THRRINDIER)ICEHD
- Include in error tolerant / Exclude from error tolerant:
BRINFRTEIRATHRBEDF TV IHE) SNIzNAZ. Error tolerant R CEER I DEMICEST.
HBDWIEZEENENSHT
- Delete : BRUERZ) AN SR

LU, S ICEMDBREERBICDOWT, Z0FREEEDEHRAZ L ZUE T, fl&UTEBPhosphol
(DB DEREEFIAVEZULET,

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

[Phospholl) 0% 0w 95EET Title , Fullname #8(CZIME O EFRIFRN I NzBE@N
BNE9 (LR . CORBETIIRMEDHARE CTIRENTEETBA. BilEA FCH D Make editable | &
D1)v09 % ERENRIREE R E T (TFE),

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]¥ JTl& EENTVZIZEDEENDIEF D Z "Composition” [CEEEHULFE T . X EDER
I<TFICHBSymbols | CHERDITHRELS (X JMEEYMERTELS) ETDHZIEEL CTAdd | =157
EClComposition | [CRMEINET T BV DIENVA T ADEFENHYUENZIEE T DE CTXHILHEEETT .
KIEANIRZEDHZA . Compositon FHDHFZEERETIRALY . AUES THFEEIATHU
Add BMFEIT OB CENMIBAIRE T,
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Delta | Specificity | Ignore Masses | Misc | References

Specificity  Site Position | Anywhere hd | | Copy | | Delete | | Show Details |
Specificity  Site Position | Anywhere v | | Copy | | Delete | | Show Details |
Specificity ~ Site Position | Anywhere v | Copy | | Delete | | Show Details |
Specificity ~ Site Position | Anywhere v | | Copy | | Delete | | Show Details |
Specificity ~ Site Position | Anywhere v | | Copy | | Delete | | Show Details |
Specificity  Site Position | Anywhere v | | Copy | | Delete | | Show Details |
Specificity  Site Position | Anywhere v | | Copy | | Delete | | show Details |
Specificity  Site Position | Anywhere A | | Copy | | Delete | | Show Details |
Specificity ~ Site Position | Anywhere v | | Copy | | Delete | | Show Details |
| New Specificity Definition || Show All Details |

[Specificity |9 T CTIXEMMNMI<K P I /BERE. HDUV\E N Rif/C RigDAE [CDOVWTERELET
(ER),.ZEEBNHSI5E. [Show Details IR U EHITZETRUFHUVWRERNBHN R TIET
(FED),

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

FRRBIELLTOBEY TY,

Site L BEME K P2 BEE IR TFRDALE (N Kifs/ C K)o
Position : Site DI /BRI D\ TOHIMEDKY A H -

Classification : BEIODE. BLIII—) VT DEERTIITDELEOBERKRELNHDIEDD,
MZBRZFDEDIZIZIAA substitution | LIAREESZ FH A
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Group . B33 specificity TRIU group HFSMEIVIRSNTL\DIHS. phospho(ST)RED

FOICTPI/EBEMIDICEEHSNFET . —7H phospho DIFH ST & Y [FESD group
ESHEIVIRONTHY BRI RN TEENSNRRITONTRRIINET,
Visibility : modification 'J AN THFRRDINS,
- short list : modification MERIEB & U TRAHD BRI
- long list : ”show all modifications”MD7Z T3V &EF VICURVNERRINARL,
Notes  EBERICDVTDXE,

&7z Neutral loss. 378105 precursor DERFETIFBERLTHES T TOF VM A IR ZAIRINVAIE
DEMETERT DBREGREDRCENICHIGT BEERVICETORELHVET,

Neutral loss : EARCIScoring |ZIEELE I, Neutral Loss [TfRELTEUBDE—TIZDNT,
FOFEZRICER ULV BICHEZNR DE5EREICHDA T3 E=FfIALET,

- Scoring : NeutrallLoss [CKWEUDTTIXIMIADE—OM, v F T 270D
WREFRWERT BEFCESZFERUET),

- Satellite : Neutral loss CEUZE—0ZE—DURMOHULE T, ¥V F I WMRDIEBRIEIL
Neutral loss ZUTWRWEDERYET, Neutral loss DE—IH /1 X & 5854
TNV WY F I RO ER T ENRFINDRISERLE T,

- Peptide : L A—T—H5 Neutral loss DHHEULTELURE—0ZE—DURANDS
BREFT VY F VI URVNERRT—IDRE D WY F I XA ERTEEN
HFFSNBRISERLE T,

- Required Peptide :

L& Peptide | DB ZEIFE . h DT H—1F—H'5 Neutral loss DHSEHELT
FURE—IONEFEELRVIGAE. Neutral loss [CEETDIEEEZL< UL

RVZET, BF : https://www.matrixscience.com /pdf/2005WKSHP2.pdf

Composition : [Delta] CIEREUZEMHN DV TVDIREBZRERE U TECHSDIBREIEELET,

f#%1235 % Symbols | E#F. TAddIRY 2V EEEIL T VWX T H Iz EEDEZAICERIG
LTWFETD,

Neutral loss §2/\N—2&ULRVWNY—=2UDlAZEZERBULIZWVGE. BIORD LS (T HAIIEZEH

(LRWBE) DEREZ/FRLU THBENDBUET,

LIS ThHUERTH EADNMEACIIR<BEEZE[EHFUER<SBVREEREBETT,
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[gnore Masses|¥ J (TH) [E@EFTICAHHEL TRNSB/HEDE—IICDVWT,. EDE—DZEANT—%
NOBRURREVYF I DRENSHTERICFIRALET,

Delta | Specificity | Ignore Masses = Misc | References

Ignore Masses
New Ignore Mass

| Save changes | | Cancel | | Update Revert to Unimod Show differences

Misc]¥ T (FEDIEEFRI M) —ICEALTINETOREEBUNADXE [ZDMIERVET,

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(&. CD Modification [BEHRZRE T DICHzUSEICUIZIBEHRICDVWTEEALE T,

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
Source RESID -~

Text |AADD37 |
URL Goto

|
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13-4. Symbols

TERCDFOEDEEDERICEIY Y TR S (Symbo ) E TNEEEHAITDIENTIZEECY
(FE). Home -> Configuration Editor -> Symbols CTH<EMNTITET,
ERVUERT, COBEERKNTERINLTLS Symbol &, modification,linker REDR—IRTFIF
TEENARE T, XeRESICRHUTEEICEVETONZEEVEHIBEZHER T SEICEF A

E1=—17:
REE

BITEITHRDH

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)

REICHESEFY]
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13-5. Linkers

20OV DDDERFEICEEET B Linkers ICE T $EREZITDIEME CJ - Home -> Configuration Editor
-> Linkers CTH<ENTEET,

RIS REBADER—ENIRINETT (TR BCHIBREETDIIMAR T IIZSFEERZD
200z BEIIREERLIE—UTEES TETRA GBI Copyl DIV 0&ED IV IULET,
FRDREZENK T SIC(FEmE FERDIAdd new linker [INY VZIBLE T,

[Linkers |DRXEAR (L. 13-3 D modification E1AR L T, modification &—EREEIL TLET,

COEHEDERTRHNE CTRARENHDIHEIE 18-3 FIFZEEIZTL,

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

%, RIEBEOREEEIC DL T, IXlink:DSS | DR EEmEE> CHIALET .

Xlink:DSS D 0%E D'\ )woTBEET Title ,Fullname #ICZFFALOICEHBIBEHRN I N/ZEEN
BENET, COEMTIIEEBEDHAIRE TIREN TEE A BEA FIZH D Make editable &' )vY
FRDERENATREERVET,

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 (L) TIX, U A—DE<EEOBEEDIZ S % "Composition”[CFCE UL R T, 1EIRIC
DUWTIHBEENRERD 2 DOFPI/BEINEHEZHFTEIATIT REDKR. I<STICHD
[Symbols | CHRDTRE S (XLIFMEEHMERTES) ETDEEEEL CTAdAIRY VZERY
ET”Composition”|CRBENE T BDDEEFICIIFTIADEDHRHBUET D TENEIEETDET
WISATRE T o £ ANZIRREDIBEIE Compositon D DEFEETRZ Y. ALES THFEEE
ABMSHU Add BIFEIT OB CENMAIRET T,

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 |9 7 (LE) TIX) U A—NG<K T I /EBEERE. D\ N Kifi/C RIFDALE [CDLT
RELEY . REEENHDIHA. [Show Details IRV ZEH T ZETHUFUVWRERNBNHEER
TEFEI (REX)

PREICH<]
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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 L BEIDMI< T I /B ETZIIRTFRDOALE (N K/ C Kif)o
Position : Site DI /BIC D\ TOLIERE,

Classification : U A—DHEETI N RRDKRVAHRETERTBDYTDLOREDTIRER
ZDEDICIZHEZSZF Ao

Group . B33 specificity TRIU group HFEMEIVIRSNTL\DIFS. Link(ST)/RED
FKOICT /BN DICHRESHONFKT,
Visibility : modification J AN TCDFRRDEINS

- short list : modification MERIEB & U TRAIN OFRR
- long list : ”show all modifications”MDFA T3 V& A VICURVNERIINRL)

F7z Neutral loss [CEATRRELHVET . MTUE Loss BT TR BENENTDIZEEE5T
BREZUET . —DER7 & crosslinking 0D monolink FXEEEEIL TEHY ., modification [CIFRVRE
DEREBEEN DD TEENVRETT,

Code : Crosslinking D Monolink EX%E C. NeutralLoss D/\¥— 2 ZIEE T DERIEIR
IS EUTRREINE T, &L SIFERT. MASCOT Server {ITHICERINT
EDFHVEFEEA I—F—DNEEBLPTVEDZE CFIALIZE L), Linker MR7
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RITIFREBREITBED—HHEIET D/NI—VIXTDTRVEEZNTIH,
TDEBDINI = EFHIERUTHIENTEET,

Pairs With : monolink /\F—2DHRTHICKICR>TLDHAEHDEN NI, HHFEID
Code ZEC AULFKT,

Composition : [Delta] CEEUZEEIN DLW TV DIREEEARE U TEIH S DIBRZE
FBEULET, [Z3 35 Symbols | E#F. TAddIRY VICKDAAITHIGLTVET,
Description  : Code THEUL/N\FI—2VDABICDOVWTERTHEIRTIESICHEDIXERTY,

UT BEENGFYE<RVERER CTT FTHAGSIEZM TCEORMERNCEMFEEAETT,

lMgnore Masses|¥J (T IXETICABEL GRNBFENDE—IICDODVWT EDE—DIZANT—%
MSEUBREYYF VI DRENSHTERICFIALET,

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)

/=

MisclY JIEEHZRT M) —ICEAULTCINETOREIEBLUADAE. TZDMIERVET,

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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[Reference Y JI&. CD linkers [BHRERET DICHIUSEICULLIBRICDVLWTEAULET,

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

FIINOBHSRTFRICYIMT /N9 —VICRAT 2R EZITOEME CJ . Home -> Configuration
Editor -> Enzymes —Gﬁaﬁ<$b§—6§§?o

RYICEREBFADER—ENRENETT (TH) . RICHIREETDIEEMHAE T SGSEEAit|D
o0z 0 v ILET, Eﬁﬁ@%@t(&*i&é%ﬁ*ﬁ@ SEECENT DICIFEE FERDIAdd new
enzyme | K9 U ZEHULET,

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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LARE. Trypsin ZHIICEEICDWVWTERBALZLET,

Edit Enzyme: Trypsin

Title | Trypsin |

Independent O

Semispecific O

Components
# Sense Cleave At Restrict Delete
L [cem ] R — O

[add] [Delete

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 : BRER
Independent :2 DLLEM Components DEREICEENTUVDE 2 DDREZIXSIXSICERELT
FOEEATNLT—RZREL TSI NEZNI—2EERTD(FIVvI)h TN
EEEFICYRT/INI— DB DT—RAEEE T D (FTvIEL)D
Semispecific : N F£/zI& C RiHEDH BN Components TERUZAA. 3 KAIDNMERDIZFAT

YT SUMITEZEER I N EDH

Components : YIW/N9—2 (LT BRE U TIEEZERELET,

- Sense

: YIMREIFAY N Rimh C Rimh

- Cleave At : D7 I /BEFBFREERHEL CUMT N

- Restrict

Test Enzyme K% :

HIRT LR
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Y /N9 —2 (D Componetns [F2DFRKETDFE TETHT, MHIEICNBr+Trypsin |FZXEDHI T,

Title |CNBF+TF‘,"|JSiI‘I |
Independent O
Semispecific O

# Sense Cleave At Restrict Delete
: 7 O
2 I 0

13-7. Instruments

TOTIOMMADARININD IS T XA SE—IBREEREZR T 214V —XICHATIREZ
{TOEME €Y, Home -> Configuration Editor -> Instruments CH<ENTIEHT,
RAIC.BREBRADER—ENANET T BICHIBREZEDTIMAR T IIZSIFEERZDTICH D
TEdit | V2020 )vILERT BFEDEDEFRRDIHMOBREZIER T D ICIXEE FERD [ New
Instrument /R Y U ZIBLET,

Mascot Configuration: Instruments
Default ESI MALDI ESI ESI ESI MALDI ESI FTMS ETD MALDI MALDI MALDI CID+ETD ETheD
Ion series QUAD TOF TRAP QUAD FTICR TOF A4SECTOR ECD TRAP QUAD QIT ISD
TOF PSD TOF TOF TOF
1+ X X X X X X X X X X X X X X X
2+ (precursor=2+) 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
a* X X X X X
a0 X X X X
b 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
i) 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 X X X X X X X X
y0 X X X X X X X X X
z X
¥b X X X X
va X X X X
¥ must be
significant
v must be highest
score
z+1 X X X X
d X
W X
w X X X
7+2 X X X X X
Min internal mass
Max internal mass 700 700 700 700 700 700 700 700 700 700 700 700 700
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

Mew Instrument || Main menu
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MS2 T—HEDIYF T EERTDAA IV —XPERICDODVWTFIVIE AN,
[Save changes |/NY U ZT & THRENMREINET,

Tnstruments o

Ion series

1+

2+ (precursor=2+)
2+ (precursor>3+)
immonium

a

7=

a0
b

b=

Ya

¥ must be
significant

v must be highest
score

z+1

d

v

w

Z+2

Min internal mass

Max internal mass

New

EEDDDDDD o000l oo@®euuooooee

Default ESI MALDI ESI
QUAD TOF TRAP QUAD FTICR TOF 45ECTOR EC
PSD

TOF

700

X
X

»

b

X

L - -

700

700

X
X

b3

E

ESI

X
X

»

=

700

700

X
X

»

=

Instrument name: |Cu5t0mized

ESI MALDI ESI FTN
TOF
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
700 700 70
Save changes

REMERRIRIC

Mascot Configuration: Instruments
Default ESI MALDI ESI ESI ESI MALDI ESI FTMS ETD MALDI MALDI MALDI CID+ETD EThclp Customized
Ion series QUAD TOF TRAP QUAD FTICR TOF 4SECTOR ECD TRAP QUAD QIT 1sD
TOF PSD TOF TOF TOF
1+ X X X X X X X X X X X X X X X X
2+ (precursor=2+) X X X X X X X X X X X X
2+ (precursor=3+)
immaonium X X X X X
a 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 X X X X X X X X X
y0 X X X X X X X X X
z X
vb X X X X
va X X X X
vy must be
significant
vy must be highest
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13-8. Quantitation

SUNIOBDEERMICEAITIRTEZITDOEMTCTYI . Home -> Configuration Editor ->

Quantitation CTH<ENTEET,

RYICEEBTADER—ENENTT(TH) . BEICH D
D20% BESEERUVIE—UTEES TETRADGRIECopy DI 0ZED )Y ILET . BEFD
EDEFERDFHRDFREZIEN T DICIXEE FERDNew quantitation method /N EHULET,

LIBE, TTMT 6 plex] DEREEF > TRBEEDHRAZ N ZUET,

REETDIIMAET 2HEIHBAD

Name

None

iTRAQ 4plex

iTRAQ 4plex (protein)

iTRAQ 8plex

TMT 6plex

TMT 2plex

TMT 10plex

TMTpro 16plex

DiLeu 4plex

180 multiplex

SILAC K+6 R+6 multiplex
IPTL (Succinyl and IMID) multiplex
ICPL duplex pre-digest [MD]
ICPL duplex post-digest [MD]
ICPL triplex pre-digest [MD]
ICPL quadruplex pre-digest [MD]
180 corrected [MD]

15N Metabolic [MD]

15N + 13C Metabolic [MD]
SILAC K+6 R+10 [MD]

SILAC K+6 R+10 Arg-Pro [MD]
SILAC K+6 R+6 [MD]

SILAC R+6 R+10 [MD]

SILAC K+8 R+10 [MD]

SILAC K+4 K+8 R+6 R+10 [MD]
ICAT ABI Cleavable [MD]
ICAT D8 [MD]

Dimethylation [MD]

NBS Shimadzu [MD]
Acetylation [MD]

Label-free [MD]

Average [MD]

I| New quantitation method ‘ | Main menu |

Mascot Configuration: Quantitation Methods

Quantitation Methods

Protocol
null
reporter
reporter
reporter
reporter
reporter
reporter
reporter
reporter
multiplex
multiplex
multiplex
precursor
precursor
precursor
precursor
precursor
precursor
precursor
precursor
precursor
precursor
precursor
precursor
precursor
precursor
precursor
precursor
precursor
precursor
replicate
average

Copy

LURY
Copy
Copy
Copy
Copy
Copy
Copy
Copy
Copy
Copy
Copy
Copy
Copy
Copy
Copy
Copy
Copy
Copy
Copy
Copy
Copy
Copy
Copy
Copy
Copy
Copy
Copy
Copy
Copy
Copy

Delete
Delete
Delete
Delete
Delete
Delete
Delete
Delete
Delete
Delete
Delete
Delete
Delete
Delete
Delete
Delete
Delete
Delete
Delete
Delete
Delete
Delete
Delete
Delete
Delete
Delete
Delete
Delete
Delete
Delete
Delete

Print
Print
Print
Print
Print
Print
Print
Print
Print
Print
Print
Print
Print
Print
Print
Print
Print
Print
Print
Print
Print
Print
Print
Print
Print
Print
Print
Print
Print
Print
Print

Proteome Sciences 6-plex Tandem Mass Tags(R)
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BEm EERIC[EIName ] & [Description [N\ Y, BB D#EFIFEHRE LV THIBELET,

[Method |9 T CIXYVINIBDEEBEZHR I IR CRTFRERBIENSIVINIBDEEEZ
SHETIAAICEET SREHEEANEDHSNTVNET,

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 |JHE TEE I N/ZEERRIC DL T,

REBEFERNSERVCTLUIR—F TN ESIDEEELE T,

C PHAIURTFROEEBERHSY VINVEBEDEEEEEET DI HE,

median, average, weighted(intensity [CKDEHD(FTZ U7z average)
NoBEUXT, faREH CAE AR,

 AVNOBDROAVERAETT IAIVNRENSDEEEHFLE T DHFC
$ERE . standard F/z|E mudpit HNSEIRULET,

s RIFRURIVTHEEEZEREREEICKRTI DHE DD

: subset DYV NVBZHBREMEICKRTNT DHDERETT IAIEHSEER

EDRITIEE, 0(Z<ERRIERL)NS 1(TANTERRIED) DEIDEIE,

: EEFBENRDARTFRZ bold red (AIEEHEZBZSINM4L) IS
RETDHESH
D SVNTBIITHAVINBRTFRYDORIEAE. HEREE CEEAHE,

Significance Threshold: R TFRDEAEEEEZT IAIVNRENOEBEULWERICHEE.
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comp qualifier

seq qualifier

Modification groups

: RTFRICEENDT7 I /EEFHRELEIC K BIRE SUEIE Sequgnee Query &
DELRERU T, fll) *[C]>C ZENT 1D, RE
: RTFRICEFEND 7 /LRSI L BIRE XAl Sequence Query JED
SR REU T,
) *-TSL —->N KimE7zld C KiFHS TSL ELV\SHUDEF, &
: EEFTEZITOBRMNTIEE T DIEMDMEERELE T . I TIE
[TMT fixed | &\L\ D JIL—TMWHY ., JI—THT TMT6plex (N-term) &
TMT6plex (K) MERINTVET, JI—TOREEHEIELLTD:@EY T,

Property

Name
Mode
Required

Modification

Unmodifiad

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

: BERT I —T DR,

: fixed F7zld variable,

: EEFEZITO LT . COBEABRITHNTVNDIENRDONDZNEDH
. [EBmERE,

: REBEREN SN T D73 EEFEREN N/ C Ko

: Quantitation RER/ZIFTCTER I DIEERZEIEER,

[Protocol ¥ J Tl&. e 2 EEMITMN MASCOT TEERIDED/NY—UDEERNTHENE
IBETDEEEIC. TOFERBDBEEREBENTKRIINET (TH) . =l reporter DERXEIEH
TIN, ZOMDBREEITBIRINAZTORINICE D TATKERYFT (ERICEELTHDE
BhETSREEENIVENDYERT) BERICA—VILEEDED L. TOWICHAXHENSZDT
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

reporter

precursor

: MASCOT CERNDIEERETTONIILOZFR. LLTOBEBENHYE T,

t MS2, FEMIRICRNSZE—ODE Z EEEICFIA,

: FITREDRETEENERRBRDR—ANRTFRORT7ZE 1 T—YARANSEL.
BERTFRD MS1(XICs)lEHRZ=F AL CEEETEICFIH, Mascot Distiller BNiAE

BHRZ=F AL CES=EEIZFIFE Mascot Distiller BN E,

multiplex : MS2,AERTFRD TSI A E—D DB EEEETEICFIF,
replicate : INIVIT)—EE, BHDT—FICEKM o1z, AEXRTFRD MS1(XICs)

- average : INIVI)—ES. EBDT—IICEK=N o>z, BIVINIBDE=IEICDLT
RBENFEL) top N(N [FEE) DR TFRTFT—IZEFBVERITDEEBIC
reference DI CEEEZ R Method | Protocol | Component | Report Ratio | Integr
Protocol
EEBIIE Average TORIILDBATT, Lite e
KREENERUXT, Num peptides

Selection

Reference Accession
Reference Database

Reference Amount

unigque_sequence v

1l

1

[Component |9 T Tl&. EESHEZITOIEHICERLIEZRT —FV!)—X (Component)[Z DT,
BIPCEEREDREZITVET (TH). 55T Protocol ICKWEREBENEILLET , LAF reporter
DOFICDOVWTIFREBICOWTHREICHALZEIN. FT7OIN., RIEEDOFMIEEEDER T
W=V IV ERIEBICHHE . B FOSARICRIINIRETZCE<LIZET L,

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: AB certificate v Shift:
Element: v |D.5 ‘ | Delete | | Add correction
Components : EFHANDIComponent]—E(HX)
Components:
Component : IEIRULTL\D Component DHFR Property
M/Z : reporter DE—IDAIE Component
Corrections : % component CEUBDE—II TR M/Z

DWC VI HIEZEZTDEIGDERRE-
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[Report Ratio |¥ T CIFBERTCERRIBDLEICOVWTERLET . OB PO FICERINS
Components ZIFEUEITH BRERELIT TR BERALZEULEZY I IERECHRE T,

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 EHEREICDOVTIILLT URL 2 ZEBLIZEL,
https://www.matrixscience.com/help/quant overview help.html#CONCEPTS

B SN T—FEE. replicate ORIV TD Component X° Report Ratio DFRKERFIC DL TIE
LUIFERD P.16~ ZEIEBLIZEL,
https://www.matrixscience.co.jp/supportpdf/MascotDistiller_replicatesQuantTutorial.pdf

lntegration|% JI& Precursor 0 intensity [CDUL\T,
RERTFROE—IBEZELENDETLEDIL—IVIC
DULWTOHFRET. MS1 BENDEEFECHRENVERIER
TINRTFREBPBREINIZRA U ZAFILIC Retention
time ZRIRURNSY—TVRERBIRTFRE—DD
intensity ZE&2{EE U TRULEDETVLWEDIL—ILTT,
reporter JORIVTIETIAIVNERED L SIS, EARRIC
Mone sRE CCHIRAIAEICRYFET (FH),
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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

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

&DTIITIE TMT T%< [Label-free[MD]IDEREZ[FE DT Integration DRIEBEZFHALET (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 Unit : | seconds v~ | | Clear
_I?Lurgzﬂoﬁ’goﬁle Correlation ‘999 ‘ | Clear ‘

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%,
- none s fEELL,
- simpsons : YUY IUXBIICEDVZED
- trapezium: BFARICEDVZIES.
Integration Source DT —YERERD T DN DOVTDEE,
- survey :survey scan () Precursor E—JHi&,
- zoom : zoom scan () Precursor E—JH#&,
- header : AVY—IFRICEHINTL\S XIC DiE,
- fragments: MS/MS DTS XU E—UEEDEET

- mrm : MRM, multiple reaction monitoring
Simple ratio D FIVINRAODTVBEHISEFHENEDXFHEICFIAINE T,
FIYVIINTWVEWEEGELHERO AR ELERELET,
Allow Elution Shift  : FEFEDYILYINERZE TN
(T—%BD RT PSAAVNEEBET DN EDH),
Elution Time Delta  : 731X FDFFEEE,

Elution Profile Correlation Threshold :
XIC E=UDHAFY U DHDEED SEMNERESNEZER, BEfRE
BRAF Y D EDZEREZ AT v ZEEDEEE UTFHIA,
All Charge States D DER CRIESNIERTFROE—VZEETE TCRETINEDH
All Charge States Threshold :
LEECTAll Charge States |[CF TV IMADTLDIGE . REEENFHEL)
BRICHUCCCTRELVREIGULDBEELEDOERNDE—IEEH
WMREUVTEESEICHIA,
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Matched Rho : EIAO S RI—E—-ODERANEE EERIEDHERBFREN C DREEU LD

RIEEETEICFA,
XIC Threshold : XIC fEERKEICH U TDEIG, XIC DREEIZ DU\ T, SHEXISRMAEE
XIC BBENCDEREELLEDEISDETH S ENRDHONET,
XIC Max Width : XIC SHERREEDILREZEE T DA+ v VD LR,
XIC Smoothing : AL—I DT DINSGA—F—T, FREEZ n &EUEF 2n+1 ED

Savitzky-Golay AV 1—3 VEBDEYMNIL > TRL—I VT ZEE
(BFEHRREVFED <R DN ETEREHHDSD).

Matched Rho [CDVWTCIIUTEREHEBERELTISRIZTL,
https://www.matrixscience.co.jp/supportpdf/MascotDistiller replicatesQuantTutorial.pdf

Matched Rho |& P.42~®MTl Correlation coefficient|IZ3%HUET,

[Quality |¥ JIXEEETEDNRET IR TFRICEAT FEERHTI (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 :
HENRETEIRTFROERD TR,

Isolated precursor :
precursor E—JfHEDEE—IEEICXTU T\ precursor DI 5 AY—E—IDmEEN
HHBEIGZE XIC SHENRET IR TFEODEEDHIMTICFHIAT SHE DD, Distiller £D
{ESRIEE ClFraction| E U THRRINDEERUTY,
https://www.matrixscience.co.jp/supportpdf/MascotDistiller replicatesQuantTutorial.pdf
P.40~ [, ®&HIC Fraction ICBAT AN I VXY,

Isolated Precursor Threshold :

LtE2lsolated precursor| CIEE I DRHE,
Minimum a(1) :

RAE—I5EICHUT a(l)E—ID58EE L TKRHBEIE,
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Peptide Threshold Type :
EETENRETHIRTFRICDONT, ROPHARHE, AEEEEZFE O/
TANE—=IDT,
Peptide Threshold Value :
LtEelPeptide Threshold Typel CRO7PHAFRHEZ:EIRUTZER. BHEICEDONDEF
Unique Pepseq : 1-—IRTFRODAEFERICER T
Exclusion : CCCREULRESR(TIV—)DDVWTWBRTIFREEEFENSHUET,

[Outliers |9 TIIRTFRDEEEN ST VNN VBDEREZAETIE. [HNEID/RWNEE DTS
MMZDWVWTHERETIT(TH),

Outlier method : HHUEEIR<H3E Outliers

- none HAIUEZFRSWLEZEITHIRL Property Value
. dixons - Dixon 3£ Outlier method auto W
' ’ none

- auto s TN L DT Dixon JEF I w
Rosner JZEDEBE SN EFER | Save changes | | Cancel |

. grubbs
- grubbs  : Grubbs}& method of detecting outliers | rgsners
- rosners : Rosnerk

morme—Ble satlise mmmn e

[Normalisation |¥ J(3EED normalisation [CEHTBRETT (TH) . ¥IHOELRDEERIIR
EUT—YDETDIEZE S none” . normalisation [C{ERBEERT—INHIEAIEILUTIERIC
HEOSTHRALIET L,

Method Protocol | Component | Report Ratio | Integration | Quality | Outliers | Normalisation

Property Value Actio

Normalisation method none v

Normalisation Peptides Add Peptide
Normalisation Proteins Add Protein

Save changes ‘ ‘ Cancel ‘

Normalisation method :
- none : normalisation ZRFELEL\,
- sum : (reporter ORIILDAH) MS/MS ARV MVDUIR—F—AZ 2 DEE DN
BT IETEUICRSEHRET B,
- average : RTFRD ratio [CDVWTH T IVE TEAFIINREIUICRDEHEE T Do
- median : RTFRD ratio [CDOVWTH U FIVE THIMENREUIZRDRIRET D,
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Normalisation Peptides : Normalisation [Z{EF 9 SR TF R (BLF) ZI57E.
Normalisation Proteins : Normalisation [Cf£fA9 %52/ /VU & (Accesion)ZIEE,

[XMLJY JIEERET7INIVATHRERNBNEDRIN TS XML J4—Y Y EERICRTUTHESRTD
EEBIC BRICE > TIIEERET DO DREWTI , sLibEF%[Update method |ThY &G
CETCERBANBREINET

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>

xml

Update method

| Save changes | ‘ Cancel ‘

13-9. Crosslinking

JORVIORTFRBRICEATIHREZITOEM CY . Home -> Configuration Editor ->
Crosslinking CH<KENTEFHT,

AR EFADER—BENIRNE T BRICHIREETDIEMAR T 2HSIFRBERD VI %,
RESEEELIE-—UTESESTETTRAZIZRIECopy DU DZED )V ILET . BEFDED &I
BERDIFHRDREEIER T D ICIXEE FERDNew quantitation method |y U EHFLET,

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&, RIBEHDOZREE®IC DUV T., THSA Xlink:DSSIDHREEF > CHHAAZE LV ZUET,
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Em_LER(C[EMName | & [Description |0\ Y EREDHACFIBLET,

[Method]¥ 7T GUI TOREZITOENTEXT(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 Klink:DSS (K)
Monolink : J:'u' DoesMotPairwith : Alink:DSS (Protein N-term)
T
Linkar : |}(Iink:DSS (Protein N-term) V|
I Klink:DSS (K)
Maonolink : ':.“, DoesMotPairWwith : Klink:DSS (Protein N-term)
T
Accessions Database name : \:\ Accession : | Delete || Add parameter |
Filters Mame : Value : | Delete || Add parameter |

Settings Add parameter

| Save changes | | Cancel |

Strategy : POV DO DRV RTFRERT HiE. Ver.2.8 TIFEMBODEREN
[Brute-force|(f#2ZH7zV)MD 1IRTY,

InterLink : BRBIIINVBDRTFREIDESZERE T DD

IntraLink : A—TEEDOIVINVBDEGRDIRTFREDESZEERET DN,

LoopLink : A—EEDYVINOB - FA—RTFRATOR/EEEZERIT DN,

Linker : UUh—0848E, ) h—EBRELVER,

Monolink : —ADRTFROHIIA—IMIEEEBED LD C78DT—R VU H—&UT

FHELV TV REBEAEENER DTz, FHlinkers(13-5) A TEH TH L\ EE
Z{b/\9—2% Neutral Loss EUTERUTZ Code Z:#IRLFE T, Code Mz
RUTWVWBME, Linkers DEREZHEZT DUENHUET,

DoesNotPairWith : FEFFICER UL Linker DAENT,

Accessions

Database name : JORJIBRRZER T DY VINIBICDOWVWT . HMRDT —IR—RZHFELL)
BRICT—IR—RZZEAUTERAUE T, Accession DEEENGWLIFEIE
T—IR—RIUM ) —ZERNITERUFEIHERNITIEHRE T, &L TE
FALEEWSSIEIU N —EHIEREICD A (interlink 85 10 LUF,
intralink 25 100 LLF). RTFREAEGDEEEZER T 29V /NN IBDOXERN
100 LLFERD I DBBUANTESD T —IR—RZH /U T,
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Accession : VORI OBREER T DI VINVIED Accession ZI57E
Filters : crosslink #FREMNRE T DIRMERTFROFRMY
- MinPrecursorMr : EfRTFROBEDRIEE
-  MinLen D ERRTFROBRERDRIEE
- MinCharge MRER T FROERDRIEE
Settings : TDIFHDHRE REIFLLTF—DDH
- MaxProteins : ZET DIV N\NIBHOZAE T—/\—ADEFZHEILZWEEREICHA

XML JEERET7MIVATHREEEDHRAN BRI N TS XML 74—V rEERICFRRLT
HBUBBICE O TIFEERR T D712 DEREMTT (TH) ., RS [Update method /Ky V&Y
ETIRERNBNBERINET,

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 DFA T3V ICET SR EZITDEME CJ . Home -> Configuration Editor
->Configuration Options TRH<ENTEFRI (CREN),

NS A= —[ZIXZEHDIZSE MASCOT Server NFHEH TS T IAINMEZERA T DIZFE L. RE
ERRWNFED 2 IN9—UNRBYET, £z Configuration Options [CT7 JA IV TRIIINTLRL)
ZA T3 VEFEL. TDHBIE MASCOT Server WNEH DT IAIVMENBERIN TV, TNDIEF
BREREEECOER CATI 2B CREEEEEIHELTTET,

REEAMND—HTICHSTAdd New Options | ZiF T & —BRRICEFBNO72ATIVITDONT

RERBREREMEZANT DMHIRNET
IRTDREEENT T ULFER Tl Apply IINY VEH T CE TEERBIBERINET,
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Configuration Editor: Edit Mascot Options

Detailed descriptions of individual options 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.

RS

proxy_server host | |

proxy_server port | |

proxXy_username | |

proxy_password | |

UseHTTPProxyForFTP (D) yas @ no O clear

UseHTTPProxyForHTTPS  (Oyas @ no O clear

Test Proxy Settings

SavelastQueryAsc (Oyes @ no O clear

SaveEverylastQueryAsc (O)yas @ no O clear

LastQueryAscFile |[../logs/Tastauery.asc

e
InterFileBasePath HAinetpub/mascot Sdata

P

DechargeFragmentPeaks |10 |

PercolatorTargetRankScoreThreshold |20 |

PercolatorTargetRankRelativeThreshold |0_2 |

ExecAfterSearch_1 waitfor:0;logging:2ipercolator:l, Creating percolator
input,../bin/ms-createpip.exe -i %¥resultfilepath -o
parcolator_pip

ExecAfterSearch_2 paitfor:l;logging:2ipercalatar:l, Percolating,
hindeercolator.exe $PercolatorExef lags

&

Add New Option| | APPLY |

Configuration Options THIHAFRRIN TS /LWL [CEAfR7R<. MASCOT Server CfEFRIRE:
FT3UhBIUET . FHEIFRREDBAZENER

URL : (BRERTE. SERREARVEZULET)

F7/zIE. MASCOT ) Setup & Installation manual (Home BE(C3 ') 20 TH<<ENTES PDF
T7MIb, HREE)D 6 Z, [Options IDIERZEBLZEL,
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13-11. Database manager

MASCOT CERUL T\ TF—IR—

AR D5

EZ{TOEMHE CJ . Home -> Configuration Editor

-> Database Manager CH<ENTITZET,

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 [CDVWTCIFEHRDEREER ZEEL CHVETITDTEEHLZELETL)
https://www.matrixscience.co.jp/supportpdf/ MASCOTServer ver26 sequencedbmanage.pdf

13-12. Security

1) T HEEICRAT DR EEITOEME CJ o MASCOT Server T Security #gE% ON [CUTUL\ BB
M. Home -> Configuration Editor -> Security CH<ENTIHT,

Mascot Security Administration

Logged in as Administrator

Add.

Options
Option value Option Value
Security enabled Verify IP address [
Session timeout Logging level  [3
Default password expiry | 365
Minimum password length l:l

Use session cookies ]

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.

tFa1)T 8

EICDVW TN EER ZE /L THVEITDTEES5ZELTIZEL)

https:/ /www.matrixscience.co.jp/supportpdf/Security.pdf
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