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—
Eamily | M | Score | Mass | Matches | Match(sig) | Sequences ssn(slgj emPal | Description
1 1 28266 47 47 7 7 2,86 | sp| TRY1_BOVIN
Fl 1 Swisim‘ :}32 61419 76 76 12 14| 2.00] cytochrome P450 229 O5=Mus musculus OX=10090
2 2 | swis 50 | 60887 27 27 8 d  o0.88] cytochrome P450 2054 0S=Mus musculus OX=10090
2 3 | Swissprod 487 | 61128 27 27 10 1| 1.20] cytochrome P450 2C50 OS=Mus musculus OX=10090
Z 4 | SwissProd 470 59267 32 32 12 13 2.11 | Cytochrome P450 2F2 05=Mus musculus OX=10090 §
Z 5 | SwissProd 338 60590 22 22 8 9 0.89 | Cytochromea P450 2C37 0S=Mus musculus OX=10090
F & Swissvm] & _| 251 60856 13 13 4 4 0.37 || Cytochrome P450 2C39 0S=Mus musculus OX=10090
2 —] ~ o I ] = _wn i T — f us 0x=10090
D RESY)UEDVRL |4 [RENEM)ESICET BER [
a 21 Mus musculus
2 3 | SwissProg 188 78552 13 13 4 4 0.28 | Heat shack 70 kDa protein 1-like 0S=Mus musculus O
F) 1 [ SwissProf 1202 16817 42 42 5 E 3.08 | Cytochrome b5 O5=Mus musculus OX=10050 GN=Cyh
-1 1 | SwissProg 1121 64694 53 53 16 19 2.54 | Protein disulfi L 0S=Mus OX=10
& 1 | SwissProg 1053 63034 38 38 10 10 1.31 || Cytochrome P450 1A2 OS=Mus musculus OX=10090 ¢
rd 1 | SwissProy 1008 | 103744 63 63 19 19 1.53 §} Endoplasmin OS=Mus musculus OX=10090 GN=Hsp3(
Protein sequence coverage: 27%
Matched peptides shown in beld red.
1 NVELALT LSC F FOFPIFLFIIG NELOIDVENI
51 SQSFTNFSKA ¥ EAVEEALIDR GEEFAGRGSF
101 PMAEKII i IEDRVQEEAQ
151 CLVEELRETR o
201 : o
251 RDFIDYYLIK o.
LLLLEKYPDVT < DRSHMPYTDA L}
ROTTVITS LSSVLHDSKE c:
T GKRICAGEGL
451 ES LT BEVOLOFIEL
—Jr—= 0 w uaus
BERTF F i :
-B108 30 0.011 R.DFIDYYLIK.Q
-BLDE % 0.027 R.OFIDYYLIK.Q
#8108 I8 0.0026 R.DFIDYYLIK.Q
-Bl08 &3 &.2e-06 R.DFIDYYLIK.Q
-BLDE8 34 0.005% R.OFIDYYLIK.Q
MASCOT Server x i G Hf ¢ dv bl e 3 X 0] sL eHG
Accession Score | Mass Matches | Match(sig) | Sequences | Seq(sig )I IDescription
#'2::CO4B_HUMAN 164342 217600 3818 3818 103 103 48.75 [|[Complement C4-B QO
='2::CO4A_HUMAN 163856 217680 3814 3814 102 102 44.57 [|[Complement C4-A O
=2 APOB_HUMAN 127385 624988 3897 3897 214 21 9.70 |JApolipoprotein B-10
=2 :CERU_HUMAN 59576 143199 1466 1466 50 50 14.97 ||Ceruloplasmin OS=H
#2::A1BG_HUMAN 58870 58330 1527 1527 19 19 11.90 |jAlpha-1B-glycoprots
#2::HEMO_HUMAN 44576 58934 1899 1899 30 30)| 144.13 [JHemopexin OS=Homn|
#2::CFAH_HUMAN 37520 167416 1521 1521 ) : -
Hemopexin OSEHomo sapjens OX=9606 GN=H
#2::FHR2Z_HUMAN 1329 36538 82 82 —
#2::FHR1_HUMAN 1289 43717 80 80 13 13 7.39 ||Complement factor K
Spectral Counting mx | emPAl x
Proteins (545) Report Builder ‘ ‘ Unassigned (140931) | §_permalink
Protein family members (545 proteins)
» Columns (19 out of 58)
P Filters: (none)
fFamily | M | DB Accession Score | Mass 114/113 | 115/113 | 116/113 | 117/113 | 118/113 | 119/113 | 121/113 atches | Match(sig) |
1 1 | SwissProt #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 127385 | 624988 1.082 1.362 0.827 1.203 1.189 1.093 1.079 3897 3897
3 1 | SwissProt #2 59576 | 143199 0.884 1.080 0.711 1.047 1.283 1.027 1.027 1466 1466
4 1 | SwissProt 42 58870 | 58330 0.949 1.201 0.994 1.124 1.181 1.041 1.085 1527 1527
5 1 | SwissProt #2 44576 | 58934 0.970 1.161 0.940 1.086 1.334 1.053 1.103 1899 1899
6 1 | SwissProt #2 37520 | 167416 0.962 1.130 0.872 1.103 1.306 1.096 1.132 1521 1521
5 2 | SwissProt #2::FHR2_HUMAN 1329 | 36538 0.858 1.123 0.687 1.132 1.406 1.065 1.071 82 82
f kG Dv el aH DKEY ° fu




Accession Score | Mass | (15ngR1+15ngR2+15ngR3)/(3ngR1+3ngR2+3ngR3) |SD(gec) |# | (15ngR

£ 11 sp|PO6733|ENOA_HUMAI 33306 47481 11327 1.0902 34
12 sp|P139291ENOB_HUM... 9940 47299 11704 11012 5
21 sp|PO7900]HS90A_HU... 18698 | 85006 1.1109 1.1024 45
2.2 sp|POB238|HS90B_HU... 17983 | 83554 11230 10404 45
23 sp|P14625|ENPL_HUM... = 7026 | 92696 11133 10544 29
24 sp|Q12931[TRAP1_HU... 2003 80345 1.1043 1.0652 9
3.1 sp|POSTB7IK2CE_ HUM... 17641 53671 1.1180 1.7617 48
32 sp|POBETOIVIME_HUM... 11853 | 53876 1.1082 1.0447 38
33 sp|PO8729|K2C7_HUM...  BBB2 51411 11129 10392 AN
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M st G
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htm web HW Ad, i h]l Dgv vk
ML models : 0~ N  refinement © il f k™ kHeW
logs : gs\ Xk~ guwuvKk
perl64 :perl xf kv g¥ D~ E V(version5.18)
sequence nr!'! dwvwbg"a
- current : X €8 v K
- incoming : § Hl dWbg¥axsq d
- old :1g S Z| rvdWbg¥axfastagéuv v ke ( 0 )

sessions: b, i KDV g Hlbd, 71

taxonomy : sAHL g uv Kk

unigene :UniGene v ] dd™ aég®# vk

x-cgi  : b, | KDv rpnAdA z| st ICGI x f k™ kH

2-3.3  x MASCOT

MASCOT Server mz dbxbvf s gx% g Wl lemb e H G
n PMF (Peptide Mass Fingerprint )
MSLHf ¢dEV™ x o nifiydble” o
b Sequence Query
MS1Y MS2x EV- s \ L 3 o 3z|
) 1234.2 seq(n -AC[DHK]) seq(c -HI)
1314.7 tag(513.3,T[I|L]SP,911.5)
b MIS (MS/MS lon s Search)
MS1 n MS2 e & | Hf ¢de MS1 mHf ¢de | 3 MS2 m
Hd¢l™ ¢ stwHf ¢detngble o °

s z Peptide Mass Fingerprint o zewGesy 1 dD” 3 Hf ¢ qWB1,MS2 °
t nsHf ¢d “ble” o Hl 3MS/MSlon sSearch w st &G
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m e ywufgz3 m zogdW"bet xe &MASCOT Servers pl xmzyp £ 3
sd¥b onl lex L & e d¥p xhv1l Dz gxlenwe
HEvBe” dDz3 Hf ¢d z&k™ hl Dx o gnl ENT xde fgdVbg @)
HEY DK Rawd " b e © yD, aDgvvkewzmes"HdIDs 41+ (3-2)
H N h MASCOT & y g4 x raw dW be o m ¥ % 0 Z Y
d"bg 4n#] wex | & HGMASCOT Server mz rawdWbe 441 zmbe the¢ G

3-1 mz s p! sdWbx V2] [ n MASCOT Server e A #A!l €® v K
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PMF  x dvbzHfé¢dx e ¥stwEV - gAn] mHGPMF x  d¥ b
X szHfc¢d xEY n ydvl@m® 1 3 yoe z3yxEWT xmjz x93
XV v z mi/z n intensity e ze HGEV Bg Y + X Z¥x . m | 4L enG
9
Int.
104
) Mu
(10e1) . :
500 1000 m/z




¥V Ksgr | D abDed v kmxt g4 v kxM sA 14 ° mbe v G
N nz|# xtvsgl sgb gxmz w s xt|rta LD mH ©
TI xt vsg Mg intensity Y v/l emz x soO st] ]! Jintensity e
S d"bx m/z x & nihe zor ft gxxebWloe z3Neb"| xvih
a- vwe + T Mae x d"bnz| Ho nylenct xuef g d"bmi
x EV” KaDwems intensity eAepr VMandz" Vam e Ju 3

|l Mg e
¢ @ )
%CB?Z.GBZ ) 361.21774 4838.6552
903.342 487.26656 5281.3009
1186.439 494.28934 8868.6732
1373.681 505.77755 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 CZ

& ) & J

PMF  mz 0x'vs D aD&evvkg,3N\ hu"u/ E3VWHAR

st .71 xgeuvkyx 8 854 'z|,enG
1 AB SCIEX Data Explorer (.PKM)
1 Bruker Analysis AutoXecute Data Report
1 Bruker (.XML)
1 mzData (.XML)


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

MIS mz dvbnz| Hf ¢d esé&k™  hl Dx L ¥¢stwENT X °

z) zewGr gy xltyg3f KM VWHaaH DkyxgzHf ¢dx o Wl
S f mizn % ! z ,e3fKkC Dve]l HagH Dkyxdz&k™ hlD
&} QH]EVI'O QEIEUBLE'"stLH e Z6 HG
- TLH—H—TRART N - wﬁ
o N NEEE ey s
- RIFROEB=Z (m/z ~ET) .

50 1000 iz

- TOPTMASRAARINL
~ JAZEAY NU. TSR - ,L
SR E — 73R " peatlll et

(10e1)

000 miz

Mascot Generic Format (mgf) z MASCOT Server x MIS d"bnz| 4 st | !
§3MHADmM" G- 1 X! vy nyflrensc

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

PEPMASS=817.44 123456 | AR
CHARGE-2+ D RIFROBEEHE

~ (817.44-1.0067)*2 = 1632.866
566.70161 445127.71 7]

734.56885 253205.82

1092.2019  445679.33
~ @ JOY T R AZIAANRT ML,
JAXEZNY b, BRISTA> b

1426.779 1569294.9 BELrOTYF I (CFHA
1847.8916 3574730.8 _
END IONS
lquery § BEGIN IONS m ¢ | END IONS m n L & # 63 x i, Xz

fK"", VWHaaH Dkyxd Jtw sY z°¢ pé&mass ' m/z © 3charge L1 ©
zewdlx 3 x x zfkC Dv®] HaaH Dkyd Jtwe gy z3IEvBe
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" dDst gk hl DEUT 5

Hlm/z n intensity X

nyrl e+ Gy gintensity x

S

si g webst | ! AMASCOT Server m 1 9 s 4 (decharge)z s € k™ h| D
EV.- nez| Yn L e H Gintensity x g edst v mxé&euvKk W] ox
béDzzvm ntinpagmpf3 x n ¥ "™MASCOT Distiller © il mx?d D mH
xme =fwvs5,6
mgfg“ v ksz  xquerye e nf | Hloambew 1 O
FEOEDEE - BRNE LCEt e
. : 7
e &2 IR Q mefIPL )
0 ] \\ : {\ '\./ /\’w
(® — R o= T\ *BEGIN IONS
B G el \ V'vw pepmass=
1 2 1900 2000 2100 2200 2300 sec Charge =
MS1, MS2 i END IONS
* 2 *BEGIN IONS
‘ MST pepmass=
'''''' I charge=
sl Lt END IONS
% : B é
* < 1 e L 2 ® BEGIN IONS
| " | pepmass=
G NI e “Lﬁﬁ F RDANRT B
1), Ms2 L Ms END ION{ 7 —4H'1 T 7 1)L
e R ( Ij [CFREDBNTND
mgf é # v ke | n z | MASCOT Distiller, ProteoWizard x msconvert, + z | \
hu vx bgDzzavyd w1l Of il wxlenez32m ezenC

MASCOT Server x MIS mz
'z| e HG ' E3IVMHID

Finnigan (.ASC)

Micromass (.PKL)

Sequest (.DTA)

PerSeptive (.PKS)

Sciex API I

Bruker (.XML)

mzData (.XML)

=A =4 =4 =4 4 A4 -4 -

*

mzML (.mzML) X

mgfge v k-"x\N &3
z-1% lmne
m © [ é&3"HdDmAglx
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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

NE&3¥WHAdDX Z- 1T XWEBHWAe ¢ fo5s, 6
https://www.matrixscience.com/help/data file help.htmi#FORMAT

-

32.rawd“b 4fk~ kH

EvDK xRawd“be © D, aDévvkewzmés"HdDs 4+ k™ kH
ZEI‘b.f ’H’lr]T)S:a X |l 8 H G

n ProteoWizard msconvert
ovflbvam kaf kdDgsVMHxD"kevzkv FkKm+ 6
https://proteowizard.sourceforge.io/

msconvertGUlexe n v f k™ kHed =z | f k™ kH nmmngfe Hl s mben z3
MASCOT Daemon n 8 n #| o t mbe w'4-3mAn g X ~ez| &H_ G

n MASCOT Distiller
V) zZ|l ) bé&Dzzv mHMASCOT Server/Daemon nr { 8 l Ya&r b&Dzzv
nx % sY %&k” hl DEY d"by s % swemblxwe mHG

https:/ _/www.matrixscience.com/distiller.html (% " HWA)
https://www.matrixscience.co.jp/distiller.html ( " HWA)
s IDeepLC © zu / e Hf ¢ d s' u! “a HYx&k  hl DEV
e §s' 24 crosslinking 3Topdown = | p s mH+ G
n xbebDzzav
3n®px X" beé&Dzzaumz mof 8¢ vk’ EN” KaDxD, aDgwvk, U
mzMLE3 M HADs weo m3+ ¢ i MASCOT S Hl o wemb s+ GnzML m H
IENT gY wl i xe e zu mt Lt e gzygéuvKk west | ! we &2z
mH G

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

¥ X mz MASCOT Server m e SGr ) # z)] eHG

4-1 mz MASCOT Server e @d DI YW~ m =+ SOr | # z8HGs y4-2 mz

74 xx m 2z wumgfe d"bnz|3WEBFkz* e  z| MASCOT o

£ Z6 HG

Wl

(€]

4-3 - mz raw d" by d mgf px 4= Hwl¥ny# ° Hol S Gr | #
z & " ®-3z MASCOT Server s mEl dkst | ! begD2z 2 YWASCOT Daemon @
X"

A 2| 4-4 mg hv" e z)clbgDzave f|

Grl s rvzens

4-1. ®URLP nMASCOT Server [édD| W~  mMASCOT® Ho

MASCOT Server z WEB v f K™ ¥ _{ ] mx | 3 x1 z x| Ei
MASCOT Server © URL m zZ&HG
URL x 0 nzlz-1x'vy0 nyrlene
http://(computer )/mascot/
http://  (IP v d K a )/mascot/

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

MASCOT Server x~ | Ei Wb¥ i MASCOTe® Ho I X'y s
http://localhost/mascot/

nrv URLmM mb! rnweagnd pm- G

£y i i
O (i localhost/mascot;

MATRIX
SCIENCE

GG Access Mascot Server  Database search help  Contact

7 MASCOT Server nz x~ | Ei Wby i MASCOT Server © URL m

T1TEIYMDP nIPvdKaxphd @xl oz O xSGrlz "WaEv~

nzl| DHCP | p r IPML e | z"lEivle gt |

1—-

st IPvdKass 'wl wD mn©
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H

|

fu

S

3

I/Ia_nr]HG
IPvs dKax wt !l [ 8 gr ) uf RIASCOT Server § IP v dKauwvl
¢ z PvdKamx evl wlo e f mbeég &dDI Y™ x

e H

!

dL]
)
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http://mascotserver/mascot/
http://192.168.100.222/mascot/
http://localhost/mascot/

4-2, 4 8 &ewvkeWEBFkz  m

14 x % md¥b 4° fuy §uvke s f1! 3 Fkz-
MASCOT Server x e v wmbe&H G X NIS x s Al +¢[] z25HG

EV™ KaDég+ v (@, aDp

Fkz e Db3MASCOTServer pv~ ba

Home -> Access MASCOT Server

®Peptide Mass Fingerprint b x ®erform search b
ekhvwbn g5 dvpbe

< N

O = < s

®Startsearch ® Hb ] e fi®v ¥ nm

@Il:ﬂlhw ascot h_d I e 00 @ 2

MATRIX
SCIENCE

e e

Masczt detabase saarch * dcope Mascot Sarver T Dapbide Maas Fegeeonind

S Aocicks Mascot Serves EERFIETEER

Access Mascot Server MASCOT Peptide Mass Fingerprint

Vi Can sebmit searches b this Masool Serae’ L Four name Email
Tieds by lobead Por indersctive searches, whant vou &
paramsten. For atomated isarckei of batctan of Search tithe
Fladedt Dadsiad & & Windews PO 2ain b Touiid &

seearchies from Mascot Distiler and many instryme  D'at8base(s) |Human_EST - Enryme | Trypsin bl
appiicahony usT
TprobainsF ofdanisal Allow up to | 1 v | missed ceavages
(RAR

b 2proteing =
Peptide Mass Fingerprink UL

E Tha axpearimantal dita ane a et of paptide masd Taxomomy | Al enires -
T EEE sl 35 trypsi
Fixad [ nong selaciad — . Acaiyl (K]

Acetyl (Protein M-term)
Amidated [C-tam)

Sequance Queary Amidaiad [Profein Coiam)

i Display all modifications Ammania-loss (N-tarm )
O oF M0fe paplide Mass vilues associated with Cmbamidomatind (C)
SHp.qn:T-:-.--;ls. -:---.r.'l-!-:-d :l-\."'ﬂl'.'.'i-i-'n mirma Variable [... none selecied - a . Cashamidomethyl (H:berm)
LI & EEUEncE LEQ GUETY ol ific atioms 5 Crham,-h'lﬂ
Parform search | Exampie of results repait | More " Carbamyl (N-taem)
Cabaxyristiyl (C] -
Profeln muass kDa Peptide tol. £ (1.2 Dia

MS/MS Ions Search

Identfication based on raw M5/ME data from one Mass values ®ppt M, M-H Hmplmgp'-: L3 -*-V'El'*ﬂ!
P Siarch | Bdamiphs of pisults napot | Hane

& pata file| 27+ ILOHER | 27 ILFEEREFATOER A
iy
Search form defaults

Data Inpat
Save veur preferned default settings a5 3 Broswser )

D @ Report top | AUTD | hits
I Starn Saarch ... I Resat Form
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< AN

O = < s

mgf/mzML & & v k e
Fkz o
Home -> Access MASCOT Server
#MS/MS lons Search

ekhvwbn g5 dvpbe
®Startsearch ® Hb ] e fi®v ¥ nm

b IMASCOT Server p v~

b a

b x Perform search b

@ I kocathasi

& 8

| :

MATRIX
SCIENCE

Access Mascot Server

Yol Caf Subimell SRa0Ndd 05 this Mascol Sl uBng e will brded
Thin in 8eal for irfersctive searches, whers you s sxparimasting
pararmters. For autemabed searches of babches of files, try Masool
Makéo! Dsaman on & Windows FC cin be fousd on the home cage
pEarchas from Mypoot Distiler srad oy Iretrumant dats systems 3
PP anons.

Peptide Mass Fingerprint

SatE ded & i of papthdi ek waloes b thi di
s gy brypsin

T dxgdrimant
e snzyme sy

Perform search | Exampls of results report | Mars indormation

Sequence Query

el o more pEpEide mass vMUES 3550 abed Witk infoeregtian such
Saguehon Srings, smine sdd cempeditisn infsrmation, MEHE bage
saper-set of 3 seguence Eag query,

Perform search | Exampls of results report | Mars irdprmation

MS/'MS Ions Search
LegsHi s baged on raw MSMS data from one or more pepiides.

r MExamols of results report | Mang rrdormation

@ea'ch farm defaults

Save v preferned defauk petings 35 3 browses ooois

MATRIX
SCIENCE

B
Asvwes Harsmd Gevums - HLHL la

= Lagnyh

MASCOT MS/MS lons Search

Wored naives Tl s

Eoarch Wl earoh e 00000
Datalasads) Swmaliol LA
=
Tanpnerey Sl (SO L L e (D e |
Inryma | [rypan - Alow up 1o
ueardiliallen M L
Crosslnkisg Mos R
Fimed o s
madilivalion.
Donplap o =aacdda wiory
Wariabile T e =
el lons =]
Lrror fedrrank Autoresix roevond po reweth of wriecied
Poplide bely & 1} s ~ #V(0~ wspumsel g 04
Bata e | T LERR | EREATOETL
Bl lormadl | BRSSO (Rl v
pnarruemeenr  Cofacd -
Rarget PO |15 -

HMas hine arming Bl itra 1puinn weh manae aTeng |
e P Loy sk pdated by Masc ol

Daerpa C ol fza

O

P rodanow |

LS H_ g
PSS W fPasiuied
PRI E ook K2
P B_ N

1~ massd chavegas

ATEA JC-rm
Myoplaeliy 1K)
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S-Copnl WI T}

S CyaPaT [Tl
Awhd 1T}
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4-3. Daemon ¢©

f k-
Z

https://www.matrixscience.co.jp/supportpdf/MASCOTDaemon ver

il
raw § ¥ 0 kx4 mgf § ¥ ko

kHe z|rawd“by ! S

rawd " b e

Ho

12490

X e

Hol

MASCOT Daemon
e H G

wx L

30

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

Xx®3.6i "DKv k(P11 s fwos, O

A1 f k™ k Hnz | ProteoWizard n MASCOT Distiller e
Z 6 HG

£ ] 248

https://www.matrixscience.co.jp/supportpdf/MASCOTDaemon ver

H

SGrlttpt sl

30 manual.pdf

x ®3.¢i WDKv k.1l )z 3FProteoWizard © | | 1z
¢iWDKvkes fov856
X °eenfwdn gy SGrl-Ts¢[] 28 "6

Daemon © 0

Wl gf aBaveb ¢ y z Bave AsP

L A

6 H G z £

z 30ptions P

3
I Parameter Editor b Fm 0 z3 og & v Kg
i Task Editor b Fmba~ 3 xetvuvkIekhpeguevke
I Task Editor b Fx ®Data import filter b ngProteoWizard msConvert b e
x #Peak list format b m#&GFbY EmzMLbe 2| x4 @ b HEMGF y mzML x z3 0
m zwvekhVbpedvuv kileformat s nihl G
Task Editor b F m@RunbHb ]l e fiv ¥+ n m

. =t

O Status b F s X e & A vl i ox

3 Ox SG&r) T x3 nrl w st eHxmy b

Mascot Distiler nn g~ | Ei WP sv | aDW kst ygDaemon mz 3 4 f k™ k HsMascot
Distiller e ol rembs v G z4-3-1 n3° pm+Hwei dib A X mx |
Ne z|plene

3 Daemon @ 0

I Parameter Editor b F m e z 3 g 8V Kkg Wl gf aBaveb ¢ y z Bave AsP
i Task Editor b Fmba~ 3 xetuvkIekhpguevke

=:

Task Editor b F x @Data import filter b m#lascot Distiller be

e

st xm Kd-

thi «

fos, G

z 3 @ptions b x

®Data File Format ® nyaw é ¢ v k x e 3 Nrascot Distiller Processing Options

1% s HWLEYT 4 xekhvwbdDe z|
i Task Editor b F ma@RunbHbl e fiv ¥ nm
O Status b Fs X e 6 A Hln i ox

3 Ox SGr ) T x3 nrl w st eHxmt Qi
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https://www.matrixscience.co.jp/supportpdf/MASCOTDaemon_ver30_manual.pdf
https://www.matrixscience.co.jp/supportpdf/MASCOTDaemon_ver30_manual.pdf

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

i~ Data file list

E)F

low or click on

Drag and drop datg;lles into the area

[| {Mascot Distiller
Proteo\Wizard msConvert

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

" Real-time monitor

Delete

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

I~ Merge MS/MS files into single search

" Follow-up Search priority |0 -
—Actions

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

—Follow-up

> [ No follow-up required = Jo
I Discar

Folde Add Files . | =
=]

| Value

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

TVAZ2_HUMAN

: 6
iens-OX=

SwicePer 2020 0N facta

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

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

2021/03/11 10:51:22

2021/03/11 10:51:19 Search completed
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4-4, hv" Mxb&Dzzuy

m 2| r! X nz sA hn™ s z| VN
béDzzavy iMASCOT ¢ g 2| & wLx L &1 Gyt x MASCOT Server n
hvnw" MpegDzzavza s %X 1l EiYhsgv] aDWkst [pl3 hwvo v
béDzzv nmMASCOT Server © URL m Hl gprleng
wy & Frx o RXx KGgkm mblrypryxeM #lwfBeD?2vm °
v s p Il EivbvwxWEB Fkz° m MASCOT e URL z| 3Home o § e

mbl x gF M £ o0 26 HEG
3 jepgx' s Wl yzbé&Dzzvgt f] |fplenG MASCOT Server x
i’ weFkz m st 1™ MWait xt aMASCOT Server x i X &R
hvw" Wx > bé&Dzzvg | B L st} bt XL ew G gL x™ MWagge | ¢
MASCOT Server m sty Z & MASCOT Server 5 | IMASCOT x Searchlog r p x ¢
MooH Ld mH G
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=7
AN
oy
AN
D
10,
AN
oy
(@]
AN
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X mz MASCOT S HliekhWbVvsg:r |

5-1 5-3 mz \ senlekhvwpvgg, | 3

54mzekh"b¥"x m abHvBo S Gr |535mz
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MATRIX
SCIENCE

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

Mascot database search > Access Mascot Server

Access Mascot Server

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.

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.

| Search this site |

More info

» Mascot overview
> Search parameter

>

©2021

reference

Data file format

Results report
overview

Matrix Science | Terms of use
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5-1. PMF : ek hvpv g

MASCOT Peptide Mass Fingerprint

1) (2)
Your name | | Email |
(3) search title | o |
(o)
(4) Database(s) |PXD001385 - Enzyme |Trypsin v |
SARS-CoV-2 (6)
SwissProt Allow up to |1—V| missed cleavages
test?
Trembl v
(7) Taxonomy |All entries v |
(8) — none selected — 1TFA (C-term)
2PropGlyGly (K)
2TFA (C-term)
BC-CysPAT (C)
BC-CysPAT (N-term)
O Display all modifications Acetyl (C)
Acetyl (K)
9) — none selected — Acetyl (N-term)
modific Acetyl (Protein N-term)
Acetyl ()
Alexad88 (Q) hd
10)
Proteinmass [ |kDa (11) peptide tol. + [12 [Da_ v |

12)Mass values @Mu* Om, Om-n-

13) Datainput @ pata ﬂ|e| TP ILEER | BRENTWERA

O Query

y
(14) @
Tstrt soaren-|
PMF  xekh"b"sg: | - S ryzewG
(1) Your name, (2) Email, (3) Search title
) xtvs3 i es Searchlog § ¢ r | X u o\
26 HG >x ® © m* Email §gr | z Email m i e Hlorpx

2l IphH x "zl Hl 4D meo©
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NiGE MASCOT Search Results

User : Monitor Test DB 0
E-mail :

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

Re-search | @ All O Non-significant O Unassigned  [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

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

\ I | | I I

1242 12096 SwissPr

submitted from
241 5016 UP5640 8H Monitor Test DB 0 MS/MS Test Search

240 11760 SwissPr
submitted from

239 8376 SwissPrdd Monitor Test DB 0 MS/MS Test Search

Copy of raw 03 (C:¥ProgramData¥Matrix Science¥Mascot Daemon¥parameters¥defaultfpa

Copy of mgf 02 (C:¥ProgramData¥Matrix Science¥Mascot Daemon¥parameters¥defaultfpa

(4) Database(s)

xd"bg" ae zenwGdhbghasgz- 1R x 4 D m+G
AA : Amino Acid, v h E
NA : Nucleic Acid, M

Ctr|g|/|efiZJ'lBJ'Kd'H] m )gdl/lbgl/lge H | }m‘bGHG
(5) Enzyme
bl e X ehb¥le z6nG

(6) Allow up to

Enzyme §Sgr | 3 B on st g e N° z zuo Hf ¢de

e H G  aTrypsin mz K.Rx C e st 6 H el

EGRNRFPFLSLSQR

Nr v wex fy Imissed cleavage weord

EGR

NR

FPFLSLSQR

Nrv 3 x Hf ¢ dx 8o z © "Gmissed cleavage W 1 % 3 sy
EGRNR

NRFPFLSLSQR

X 2 x Hf ¢ d4 Mol nz] 21stens
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(7) Taxonomy
x L 8gAwnl mH* GTaxonomy west | !l d"bgW a(SwissProt | p)x @
o m" ¢ stlryrd”"bg"as zZy 3z kvhdbiteAs v '8z
[ f Ho rembs H G

Kapsd st | SGr )3 M ME abHvBrl 4B mwo

(8) Fixed Modification , (9) Variable Modification

g A m+ G ZY S G |3 v hE x X Ve z ¢ {89x Fixed
Z xH"J | xvhE sgr | Z Y S e z%e 1" Gg3 (9) % Variable z e
Gfteb"lIngxrreb¥lx ° ze "G ° Wl ' f'vger el
Awe Fyrl na vKI"m syl zstfrlnrvdhKdDwxl sne
) ' 3. sx ! KaDyd Y e g3 ¢ gxl<Hblefiz] Fixed ¢
¢ Z Variabl e modification nzlj z26&HG
Fixed |--- none selected --- Acetyl (K)
modifications Acetyl (N-term)
Acetyl (Protein N-term)
Amidated (C-term)
Amidated (Protein C-term)
Display all modifications O Ammonia-loss (N-term C)
Carbamidomethyl (C)
--- none selected --- Carbamidomethyl (N-term)
Carbamyl (K)
Carbamyl (N-term)
Carboxymethyl (C) -
cwKaDs | st} z © p  xfFz mIT X sgrlz T
strrtvsrfl oGy Ld xt X fox o sthl gz 3° :og x|

#Display all modifications bg¢zd e ] l] x KaDuwre vz3IMASCOT g sL ]
bwllx eKaDbDs §tenG

(10) Protein mass

ble  x 5 »! mtedibghaszl DKUst |l x g nl
zr$3Hd¢zuHT ¢dxv il N n C mHd¢zyv o nzl 3+N
x4 C  Emxox e nylencf] xX€vkb¥mzy ¢ 3 !

x&ukbvnz| b zen6

(11) Peptide tol.
Hf ¢dx  sgr ] 3 x 4 sty nHf¢d X sty nx m+ G
fvwem m xaHd” Y s fw8, hKFKW_ {1 x ides ° zenG

(12) Mass values
PMF Ser | T 2ZKWXNEW™ wBMH* M-Hy 3x! zv0] we “z| ;. 5 4
stwed x| xx(M)e 26 HG
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(13) Data file / Query_Data input

query ny !l d" be 26 H@ev km H Z Batafile b mY &= v ke zZsG
5 F&v v kmy# dWbed =z| = Queryb e z| IPatainput b sdWbed
(L m)zew 7 Cd"bg3sVHADsg: | 32-1LPMF m ' #l geuvk@smAdID

ef fwovs5,6C

O Data file BIRENTWERA

® Query
Data input Z;gg Sg
911. 23
1029. 64
1119. 53
1218. 67 /

(14) Start Search
e Z 6 HG

(15 Reset Form
ekhvpwv °edgskD 5 zew6

5-2. Sequence Query : ek hvbn 5

MASCOT Sequence Query
Wyowrname 1 (Qemanr

(3)Search title | |
(4)}alabase(s) Human_EST (5) Enzyme

contaminants

CRAP (6) Allow up to missed cleavages

IPI_human 7

Mouse v ( )Quantitation [None ~
(8) Taxonomy |All entries v
(9) Fixed |- none selected — 1TFA (C-term)

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

6C-CysPAT (C)
6C-CysPAT (N-term)

O pisplay all modifications Acetyl (C)
Acetyl (K)
(10) Variable |--none selected - Acetyl (N-term)
modifications Acetyl (Protein N-term)
Acetyl (S)
Alexad88 (Q) -
(1) (12) 13)
Peptide tol. + [12 Da ~]| #13c[0v]| MS/MStol. + [06 Da v
Peptide charge [Mr ~
(15)  quen
vz
(L
Instrument |Default ~

(17) (18)

(1) Your name, (2) Email, (3) Search title
gxltyg?d i es Searchlog § ¢ r | X u eV Hl 5
zeHG >x ® O m“Emal sgr | zEmalm ie *Hy1px ezl ¢
EIth p[s H | }mbGHG
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MATRIX

MASCOT Search Results

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

(4) Database(s)

- AA:
- NA:

Ctrl , We fizyp wi”

(5) Enzym
bl e”

xd"bg ae
Amino Acid,

Nucleic Acid,

e

X ebM]e

(6)Allow up to

Enzyme

S Gr |3

o g

Kd~

083

zenGdibghaszg 1R

Hol

m

Z e H

n

G

S L

& v G\ aTrypsin

EGRNRFPFLSLSQR

Nr v wx f
EGR

NR
FPFLSLSQR
Nrv 3
EGRNR

NRFPFLSLSQR
X 2

x Hf ¢ d

x Hf ¢ dx3d e

mz K,Rx C

Imissed cleavage

nz|j

xd"bghWae
g i e N°
w gL 6 H 3

]

weor

6 H G

S L
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Zz ¢ H"Gmissed cleavag e e 1 X

wrex |l e 1 G

Hol

}m‘bGHG

zyHf ¢de

3 0say

Ho
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(7) Quantitation

§ An ! m#+ GMASCOT mz Quantitation | None v

None
Spectral Counting X 1 mx 1 emPAls gr | z# # Crosslinking |iTRAQ 4plex

. s 2 ITRAQ 4plex (protein)
vl oy £ i sL 6 HG Fixed |’

m NI 3 3 modifications q&_ﬁ‘g;gex

3 o - W | [T

X 5 X S e TMT 2plex

e HG Xxv h3I mgMDlweg:r | rfr?t xS TMT 10plex

TMTpro 16plex

Gr | 2 MASCOT Server ) 18D mp ©

Variable | 180 multiplex
(MPJte ™5 G 1 v ] s6rlz Xe's modifications | SILAC K+6 R+6 multiplex

b & Dz a v MASCOT Distiler ©°  HAjl "k & OPL ok racest (o]
H G j 3 o H f ICPL duplex post-digest [MD]

. M R b P X } b X Peptide tol. £ ICPL triplex pre-digest [MD]

1 f k r] 3 MASCOT m )S )g )S w e 5e | | GPL quadruplex pre-digest [M D]

eptide charge 180 corrected [MD]

gyl emnc 15N Metabolic [MD]

Data file | 15N + 13C Metabolic [MD]

T

Z ®10-2.Quantitation e ¢ f s, G SILAC K+6 R+10 [MD]

(8) Taxonomy
x L d8gAnl m+ GTaxonomy kst |l dWbgW a(SwissProt | p)x 9
O m+ 6 stlryrd”"bg¥as z o 3zknhdbleAs v ez
[ Wl  wembe H G

Kapsd st | SGr )3 M ME abHeBrl 4B mwo

(9) Fixed Modification, (1 0) Variable Modification

§Aw! m+ G zZyY SGr )3 v AE X x Ve z & {19)x Fixed
zZ x" [l xshE sgr | ZY S e z & " CGg (11) x Variable z e
Gteb"lIngxrreb¥lx ° ze G o Hol ' ' vy y*& el
Ae fy1! m syl zstfrlnrvdhKAIDwx !l e nGe
Ho I sx! KaDy i Y e g3 ¢ gxl<Hblefiz| Fixeds ¥z Variabl e
modification nzj ze&HG
Fixed |- none selected --- Acetyl (K)
modifications Acetyl (N-term)
Acetyl (Protein N-term)
Amidated (C-term)
Amidated (Protein C-term)
Display all modifications O Ammonia-loss (N-term C)
Carbamidomethyl (C)
' |--- none selected --- Carbamidomethyl (N-term)
Carbamyl (K)
Carbamyl (N-term)
Carboxymethyl (C) -
cwKaDs | st z © p xffz mT X sgrlz T
strrtvsypfl e Gytdxy X £ X ° sl sz3° R

#Display all modific  ations P g ¢z d” e | I] x KaDuwre vz3IMASCOT g st |
bwllx LeKabDs 561G
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(11) Peptide tol.

Hf ¢dx  sgr |3 x 4 sty nHf¢d x1 5t8 nx m+ G
v v m xaHd" s fe, hKFKW_ i1 % ibes o ze w6
(12) #13C

mx 312C x 0 y d st Hf ¢dmzy#1BCe 43 Hf ¢de | o m
rlFpwex e w6y x 6! nxate "l gt xekhYbVme GHE ¢dx
s z| 'st e w6 ( (11)x Peptide to. e TOL3 €S X et L pt
exp,calc n ol 3 zZ

TOL>|exp dcalcl] x x3e Hd¢ndy ze v ed
Fox ° 1nzw z TOL>|exp d&calc 81 + HAdéndyp ze w6
&y ®e 2nzw z 0si1y TOL >|exp dcalc 82 + Hd¢noypzeno

(13) MSIMS t ol.
Hf ¢dx&k™ hl Dx sgr |3 x 4 sty nHf¢d xi 5t8 nx
m# G xaHd™ s fu, hKFKY Tl x ie+ns e zeHG
(14) Peptide charge
z styrekh"pvmnG” zKUdWDbyx gharge Hf ¢dx “sAnl
Ae bty 3frsm  z¥ B steHvCGewvzandpx Maser | Hf ¢dx '3
Anl ze®vksdAes |3t x FFEmM ZY Z sLegeLV Kk m
° w“ charge z3's ‘w mby.  VManm n z |charge=2+3+4+ ypx
0 stflrlene refdsrxekhb® zypatgpip, "agxelxlethoo

(15) Query
query ny 1 | dWbpe zeHO6hE x € §An | egukbinz|
Hol remb ¢ + GSequence Query x Sorl z
https://www.matrixscience.com/help/sq help.html

[ U Z_.
http://localhost/mascot/help/sq help.html

ef fos, G

(16) Instrument

gk*hIDEM  n  HdElT )l 2 wlus| KMBYEK hIDEY x§
Awl e stwubdbD ,m+ GMS/MS § ¢ r | Wi gk  pnl Debwn| x 5
6! 2l 180 © e nloom nxHd¢1" e 0 | MASCOT x lon Score
e rladelz i+ nflElrnpwxlenc
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https://www.matrixscience.com/help/sq_help.html
http://localhost/mascot/help/sq_help.html

ESI MALDI MALDI | ESI MALDI | MALDI
Default | QUAD | TOF EST Est EST TOF 4 FTMS | ETD QUAD | QIT MALDI | CID+ ETchD | EAD
e T TRAP | QUAD | FTICR TEE T ECD | TRAP o I ISD ETD

X X X X X X X X X X X X X X X X

X X X X X X X X X X X X
Imm, X X X X X
a X X X X X X X X
a* X X X X X
ao 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 xX X X X X
c X X X b ¢ X X
X
Y X X X X X X X X X X X X X X X X
Y X X X X X X X X h.¢ X
yo X X X X X X X X X
z X
ztl X X X X
z+2 X X X X X
yb X X X X
ya X xX X X
highest
d X
v X
w X X X X

(17) Start Search
) Z 6 HG
(18) Reset Form

ekhvbv odgskD 5 zewo
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5-3. MIS : ek hvpv g

MATRIX
SCIENCE (e s o]

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

Access Mascot Server = M5/MS Ions Search

MASCOT MS/MS lons Search

(1) Yourname [Takiaesu | (2) Email

(3) search title [search test 01 20250301 |

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

PRIDE_E .coli v
(5) Taxonomy | ... .. Saccharomyces Cerevisiae (baker's yeast) v |
(6)  Enzyme [TrypsivP v | (7) Allow up to missed cleavages
(8) Quantitation [None v |
9) crosslinking |None v |
(10) Fixed |- none selected — ; ;l;é:) g}l;tg::w()m

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

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

(14) (15)
(13) peptide tol. + [1.2 |[Da_v| #13c[0v]| MS/MStol. + [06 |[Da_ v |

(16)  Dpatafile | J7()L&EER |BRENTVELA
(17) Data format |Mascot generic v

(18) Instrument | Default v |

(19) TargetFDR [1% >

(20) Use features calculated by Mascot
(2]_) DeepLC model for retention times |fu||_hc_unmod_ﬂxed_m0ds v
(22) Ms2PIP model for spectral similarity CID v

(23) (24)
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(1) Your name, (2) Email, (3) Search title

i’ es Searchlog s ¢ r | X u oM Hl g zed 1 G
X © © mWCEmailsg: )z Emalm ie wypx ez|.r: 3hH
n S Ho }mbGHG

YR MASCOT Search Results

User : Monitor Test DB 0
E-mail

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

MASCOT search log

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

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

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

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

1242 12096 SwissPo

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

1240 11760 SwissPo .
submitted from

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

(4) Database(s)
xd"bg"ae zenGd"hbghazbt wln 7%3 lex L &1 G
- AA:Amino Acid, v h E
- NA: Nucleic Acid, M

- SL:Spectral Library, EW~ KaD s zuHf ¢dx&ék™  hl DEU™ dvp
Ctr|tl/lefiZILeJ'Kd"H] m )S(_jl/lbgl/lg_e H | }mbGHG
(5) Taxonomy
x L 8 gAnl mH CTaxonomy st | ! dVWbgW aSwissProt y p)x 3

D m~ G st | rrrd¥"bg¥as Z Y “k“hdb”é\z & H 1p

it X8 6 H | Lem‘bGHG

KaDgd st} zI W  MWE abHvBH! + ® m+o6
(6) Enzyme
bl e X ehb]e z6HG

(7) Allow up to
Enzyme §gr |3 G n sty o z zuw Hf ¢doe Hl lemb o

'3 em  Hine Rl xsgr ) X% m+ Gy Rypsin mz KRx C
gL s HG
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EGRNRFPFLSLSQR

Nrov wx f v Jmissed cleavage weor 4

EGR

NR

FPFLSLSQR

nrv3 xHf¢dxde z & "Gmissed cleavage & 1 x 3 dsay
EGRNR

NRFPFLSLSQR

X 2 x Hf ¢ d 4 Wl nz| 1stLenxG

(8) Quantitation

§gAn! m* GMASCOT mz Spectral |Quantitation |None -

None

Counting x 1 mx ! emPAlSgr | z¥ ¥ m W | |Crosslinking |iTRAQ 4plex
. s . iTRAQ 4plex (protein)
¥ £ | sL 6 HG Fixed |
i 3 3 modifications | fIttC PP X
3 o 6
X 4 X S " ex | TMT 2plex
H G 3 m 4 TMT 10plex
Xv h MD]eg,r | r § ¢ XS Gr TMTpro 16plex
| z MASCOT Server m# LD mH G DiLeu 4plex
Variable 180 multiplex _
[MD]we msgr | ! §SGr ) 2 X 81§ lodifications |SILAC K+6 R+6 multiplex
. L o . IPTL (Succinyl and IMID) multiplex
b e Dz 2z vMASCOT Distiller HAi "k ) ICPL duplex pre-digest [MD]
) ; ICPL duplex post-digest [MD]
mH Cp hd X 3 ® wlwelfx L] ICPL triplex pre-digest [MD]
eptide tol. & ICPL quadruplex pre-digest [MD]
3 y
K n IMASCOT mx X X ue ST ptide charge | 180 corrected [MD]
|l 6 HG 15N Metabolic [MD]

s Data file | 15N + 13C Metabolic [MD]
Z ®10-2.Quantitation e ¢ f s, G SILAC K+6 R+10 [MD] o

(9) Crosslinking

Hf ¢ dweKl™ e wgz m ze dVbe wl wemberCrx  §gr |
Quantitation 7 % by f mbl + xmzxl s o6 e ywfgz3yt L g
"y KL mne 31zuyl 0 1A e nryryryrp., e o flgf#
wexl 3x 3 -0 © s red WALz e ZY e S Ho S

ylenwG z®0-3.Crosslink bes fwovs5, 6

(10) Fixed Modification, ( 11) Variable Modific  ation
sAH! m+ G zZy SGr | 3 v hE x x Ve z & H19)x Fixed
z x*[ | x*hE sagr| zZuy S e z¢H G35 (11) x Variable z e

Gfeb"lngxrreb”lx ® ze G o Wl e 'y g6 H ed

Aw fyr1 o m syl zsfifr)nrvdnKdDwxl swnso
Wl 3 sx! KabDy i e g3 ¢ gxl<Hblefiz]| Fixed s &z Variabl e
modification nz| z6& HG

29



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

Acetyl (N-term)

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

Amidated (Protein C-term)

Display all madifications [J Ammonia-loss (N-term C)

Carbamidomethyl (C)

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

Carbamyl (K)

Carbamyl (N-term)

Carboxymethyl (C) -

cyKabDsg f st} z O g X ¢ 45 m3 X sgrlz Ts

strrtvsprflrenGyp Ld xt X fox e shl gz 3° : g x|
#Djsplay all modifications bg¢zazd e ] I] x KaDwre vz3IMASCOT s st
bwl X eKaDs 56 HG

(12) Error tolerant
1) "% 32) | e v Hf ¢dB)ys A E a 41 x g° Wl wlemb !

2 . mH G Z =10 -4. Error Tolerant Search b x °ef f$wvs5C

(13) Peptide tol.

Hf ¢dx  §gr |3 X 9 ste nHf¢d  x ste nx m+ ©
v v m xaHd" s fe, hKFKW_ i1 % ibes o ze w6
(14) #13C

mx 312C x 0 y 4 st Hf ¢dmzy#BCe A3 Hf ¢de | o m
rlFpwex e w6y x 6! nxgate W1t xekhWbmr 6 Hf ¢dx
s z| 'st e w6 ( (11)x Peptide to. e TOL3 €S X et L pt
exp,calc n Wl 3 zZ

TOL>|exp dcalcl] x x3e Hd¢ndy zs v ed
Fox e 1nzw z TOL>|exp d&calc 81| + Hdéndy ze w6
&y e 2nzy z 0si1y TOL >lexp dcalc 82| + HAd¢ndyzseno

(15) MS/MS tol.
Hf ¢dx&k™ hl Dx sgr| 3 x 4 sty nHf¢d 4 sty nx
meoel M m xaHd™ Y s fu, hKFKW {1 x ites o

zZ6 HG

(16) Data file
query n | d”Wbe zeH QWEBFkz " m o Fawd " b mzy £
O D, aDsyzXMLE3IVWHdIDS 4stwydWbe Mo wx l e nG
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(17) Data format

s x A}

query d W bxév v keésU"HAdDnz |

®mascot generic (.mgf) P x ImzML (mzML) b 4 ©

(18) Instrument

¢k™ hl DEV™ n Hd ¢l ™ w !
A e " stwebdD1
"6 zZ| 18 6 e "l m

e "l 3drlz

1

3

zZ 6 H G

Ho

v B

. mH GMS/IMS § ¢ r |
nxHd¢l"
nflflsnwexl eyG” abHY B | 3IMachine learning

Data format

Mascot generic

b

Instrument [RGEEHE LS
Target FDR |mzML (mzML)
L KUBY &k  hl DEV™ x 3
wli &k hl Debvl x

re nl

S Awn e o] 3 rnt o mH G
ESI MALDI MALDI | EST MALDI | MALDI
Default | QUAD | TOF ESI ESI ESI TOF 4 FTMS | ETD QUAD | QIT MALDL) CID+ ETchD | EAD
P D TRAP | QUAD | FTICR T ST ECD | TRAP o T 1SD ETD

1t X X X X X X X X X X X X X X X X

X X X X X X X X X X X X
imm X X X X X
a X X X X X X X X
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
Y 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
¥0 X X X x x X x x X
z X
241 X | x X x| x
z+2 X | x x X x| x
¥b x | x x X
ya X X X X
¥.must
be sig.
y must
be
highest
d X
v X
w X X X X
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(19) Target FDR

”

a nr! FDRe zsHG 7z dé3 kD mx!1%w gL eHG
(20) Machine learning
0" A vk™KBHst! ix n Jrefinement) © zewsG {dD" | e z

[ 3 z¢zad e L] z| fos5, 6

(21) De epLC model

Hf ¢ d x 4 Ne w1l f k™ k HPeepLCPb e 230 x n V (refinement)
S o #! X 7 & (feature)n z | z2enG mz S Hol e st gHdke
ze"GHdkzDK"dl  d"bbdDx sakr| wegedl| w6
Hl gf gz3 A weNquery § b sty mMASCOTs z| &
wex | & #°Mascot Distiller © i m3 g ox s 'sth! wmbesr 6

(22) MS2PIP model

Hf ¢ d x4 MS2 aH™ Dke il f k™ k HMS2PIP e z3 ix n )
(refinement) § ¢ A} X 7 & (feature) n z | zZ6HG mz S ol U] 5
tsHdke zevCGHdkzDK“dl d"bbdDx sdak:| egRit| eH0

(23) Start Search

) Z 6 HG

(24) Reset Form
ekhvpn edéskD § z&nG

-

54.ekhV"bWx m" abHvBOD

ekhvb¥x sz” abHeBez| vl mbl wxlene

Databases
Taxonomy
Enzyme
Quantitation
Crosslinking
Modification
I nstrument

Refineme nt x \ IR
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3n%px Z Configuration Editor (Home  -> Configuration Editor) m & # G\ T s
G | z®3. MASCOTServer x" abHv B e¢ fos5,0

Instrument § g,r | z Jrefinement X ¢ ] T ewl  embew G hv”
g w1l ° bhbéDzzvy MASCOTE® # 1 dinstrument & g & A mirefinement
X X Y DeepLC/MS2PIP x Hd k e LI LV Ho LD mH G

e O0x nz gdrefinement § vl fk” kHxHdksgr]|!" abH'Bwro m

I o LD | XZ " k"' k MASCOT Server x 8 mn Guv | pnédD m .
st | ! . WEV mgz w’emb s o MASCOT Server " ab HY Bz | ¢ bur
Z X e ¥ tos5,C

5-5. Database

MASCOT mz nz| ydvbgvacs S ni vty Sz xl eheo
v ve s'p)] ydvbgvae  m  wl ex L e ne

MASCOT m O rdV"bgvwaz Df #nl Xl &ws

AA : Amino Acid v hE

NA : Nucleic Acid AN
SL : Spectral Library : EV~ KaD s zoHf ¢dx &k hl DEVW™ dvp

]

d"bgW az Database Manager P mi d"bg¥ &g | 0 X% e fwel 3
dvbgvax 2 fwelwl wmbewé T dWbg¥axdsgr| zIMASCOT m
Fguvk “dWbg¥a ° T stwd Xy W n3 m  zRASTA
gevvkephpdDnr ! wex | & HDAtabase manager § g,r | Z X e z |
ol 8 xmit hdesr fos; ©C
https://www.matrixscience.co.jp/supportpdf IMASCOTServer ver26 sequencedbmanage.pdf
MASCOT mzd"bg“Yasyr 2| DKWe Hl zmbe he e - 24 DK" X
rd¥bgvae zlzevn G w fyflzed i sHf¢d Yble-
X wet L zfgplene ! J xd"bg¥vae Ho lex | e x G

Rl [ bdWbgVWaw Fnydrgr 3 X n z | SwissProt b e z| £ e
oM fzenei | yooed wl idbgva w@WPm -l 1S s
Ast ] 3Uniprot xd"bgwax epbdDz| Hl 4t gMJFf 281G
- 1 IMASCOT e Predefined n z | zl 1 dWbgVaxvh F 4 xsor | 6

rUZGHG
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n SwissProt

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

Uniprot d " bg"wax x g mEBI(European B ioinformatics Institute) n SIB (Swiss

Institute of Bioinformatics) §t | « stygbl e’ xd"WbgWwad&z| DKW 2z |3

6 Hdhvl W HEKY | D Hd¥bgWapxKlypd stww EDY 1]
e m st | renG X zmbl sn ' vs st ]| 3

m 57 xdWbw st],enGxz]| DKW z Tglxesl wex L s o G

n Unipr ot g MASCOT d“bg¥amz UPN.Bn 0 (Nz Bz )

https://www.uniprot.org/

v EDW_ ] sty 0 SwissProt 513 y 3 x G zxdWbgWwaTrEMBL e
ted"bg¥amH GrEMBL z SwissProt § [ % szl DKW e # 5 m

252,633,200 xdWhuwe st ] e n GBwissProt x 8 xd"Wbg"as [ xT EW |
we £ 3SwissProt mHdAd ¢z x f & X X% S mH Gy o zUniprot # [ | x 2] DKM
mz e *dl xm3 e zvd"bg"ase zltts 2] °x Rl @
2| eHnG

! esd”"bg"aebdDn! ! SGrlz- 1
@ X e f L ¢ s UniprotkB d“bgwax beg fovs, 6

https://www.matrixscience.co.jp/supportpdf/Uniprotdb 20200915.pdf

n NCBIprot ( NCBInr)

NCBI (National Center for Biotechnology Information) m. st|lrlble” dVWbg¥"a
@nrb m# Greb n z mon-redundant b x  m+ wed sz3° B x dVie f st |
d

ol 3t e 2l DK"Y x qnypfloecgl y xd"bg"anez)|
SwissProt x X nz| S| e 2| re 280G zy 2 Z r 21 DKW
st | MASCOT Server mx “bdDvdf w sy flzefuyd3d 0 z |

ol oG 1l g x Uniprot x e ogMdf 2] enGC

n XXXXX_EST (Human_EST 7 p)

EST n z Expressed Sequence Tag x m3cDNA kv F k Kx s X gl e BRNA
Kgkmx' & wAet |l dibgvanible” d“"bgvmz GxJd oty
r Hf ¢ d [ pwe st) wi steng mHAEI ™ s xabdfs 8 g4
gf 3 o4 f | st} e(qust“(-‘,Le [ m# i Ly o |

efIHIQVG
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N NIST_XXXX_YYYY (NIST_Human_HCD I R)
Ev  Kab™ s zeHf¢dxék hlDE“X . d“bg"amRIST Natonal
Institute of Standards and Technology , sl . 2] r ! + xm+ ©G

N PRIDE_XXXXX (PRIDE_Human rp)
Ev” KabD s zeHf¢dxgk™ hl DEVX
site X PRIDE" Proteomics IDEntification database , s| . 2| ! + x mn G

d" b gV a mdata repository

v =

tx xd”"bg“vasgr | x Z-1TXxHWA®¢ tes. G

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

5-6. Search form defaults

®Access Mascot Server bPHU Ax 3 7 § ®Search form defaults b v wex ek G
#preferred default settings b K|~ e” Kd™ z 4 mekh"wpbdDz Hl g\

x searchform =~ e [y 3 zyv wd&3 kx nz| a'wu m
' beHG

MATRIX |

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

Mascot database search > Access Mascot Server

Mascot database search > Access Mascot Server > Set Search Defaults

Access Mascot Server

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

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

Peptide Mass Fingerprint

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

Perform search | Example of results report | More informa Taxonomy | All entries -
i v
Sequence Query Enzyme | Trypsin
One or more_DeDtide mass Ya\ues ass.o.ciat_ed wyith \'.nfor'ma Allow up to e cleavages
sequence strings, amino acid composition information, MS, e
super-set of a sequence tag query. Fi 4 [Camp i P (C)
IxXe arbamiaometny -

Perform search | Example of results report | More informa

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

MS/MS lons Search Carbamyl (N-term)

Identification based on raw MS/MS data from one or more Carboxymethyl (G) -

Perform search | Example of results report | More informa

Variable |mTRAQ:13C(6)15N(2) (N-term) =
Search form defaults modifications |MTRAQ:13C(6)15N(2) (Y)

: oy NIPCAM (C)
Save y as a browser cookie. ; X

Oxidation (HW)
Oxidation (M) -

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

¥ x mz MASCOT PMF SeR!l i sgr | ze HG
6-1. m z| ! S Gr |
PMF x nz | MASCOT Server § Hlorox i e zeHG
[ . . v EV] https://lwww.matrixscience.com/cgi/master_results.pl?file=../data/F981122.dat

[k n* k., v EW]http:/ /localhost/mascot/cgi/master results.pl?file=../data/F981122.dat

18 xEM”" o 4o s quey’ Tm3-1x' vyekhvbn " 1o fw m# ©
st ble” z®MLHUMAND oyl &« G
-
521.430 )
958.350
1000.330
1165.390
1182.440 Database SwissProt
1191.500 Enzyme Trypsin/P
1300.470 Allow up to 2
1320.400 Taxonomy all
1348.410 Peptide tol, 0.2 Da
1355.530 Mass Values MH*+
1423.520
1426.570
1624.740
2265.110
2544.410
2550.300

G 2653.390 )
6-2. X : summary
6-2-1. . zy. mx "
URLe WEBFkz“m z i e §n X' v e teHG x mf Nt
eNevDmd st | ! sgrl3 s zen6
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MRS Mascot Search Results 6-2-2 GdCv

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 ekhvwpn g b3y s fos5,6

User cekh"bWeourname bm zwu

Email cekh"bVWeEmaillb m zwu

Searchtile  : e k h ¥ b W=Searchtite b m Zu

Database : nzed“bgWwanEWAT ]| 3 n a

Taxonomy cekh"bv&axonomy b m zwu : z|rlnbxd, G
X 21 DKW 4

Timestamp : . A

Top Score 4+ ra vnrfebl e’ x a  UAZcession, 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

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

' e MASCOT Score, Z+ xa ve g@gz] DKW mHGC

0 X mf Nt ogGE (70)e a m3 a vl ra" ve gble”
MASCOTm st g ble” rgyplene

kex x VaBulg B s 'zewekex x Vvar Ll s
ble” w +lnb ble” w gyxfwsrne=2z3Nsg 1 a" v rble”

x Vax e b e yyxfw Z ble” w gxdyrxfovrnez zsH
G ble” w gxfw Z m3 SGr | Ho g Lewe
1 ble” w gxirxfe 3z dvpu ekhvipe z | mbyxfe
e H]XEI Y e Zl e 4 | e(p\JfZQHG
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cAD |

| @ concise summary Report (./datal... | | i -

‘ gsw.w \{;
- e A=IF)r B-TFA(S)r YO}~ @~ |

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

Mascot Score Histogram

| £265¢ Mascot Search Results

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

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<0.03).

Email

Top Seore : 105 for oPSD 3

Mascot Score Histogram

LG Mascot Search Results

¢ SwissProt 57.15 (515203 sequences; 181334896 residues)
7 Jun 2010 at 01:40:30 @
N,

in OS-Homo sapiens GN=RHO PE=1 SV=1

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).

‘ W ]
|R—SHERENELR QO A bS53 b | FRE-F: 8

— FESROIREIE

| Concise Protein Summary v | Help

v

Significance threshold p< Max. number of hits

Preferred taxonomy | All entries

Summary

Significance threshold

Max. number of hits

Preferred taxonom vy

>

Protein Summary / Concise Protein Summary /

G x pvalue® ¥ x~ ¥ amzExpect n
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Export Search Results
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| Re-Search All ‘ | Search Unmatched ‘

e Hl Hb ] m# GRe-Search All b z d”"b | e f{ v 3Ie&archUnmatched P z
G ¢ yuble sHd¢zexe w8 | xEU" o f| ° 1 &8HG

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: &
UDP-N-acetyImuramate--L-alanine |izase 05=Idiomarina loihiensis (strain ATCC BAA-T35 / DSM 10497 / L2-

TEEWS HI bdAkI Mace- 13327 Srore- A1 Fvrnect- 41 Matchee- 3
zo 13a" vwe xfeble sgr] st enG z-1%x Lmne
Accession cdY"bg¥axIDw sLeHGEUeVKI T grf] ) KA #lntl
Zr wed st | ! ®roteinView b x w be H Protein View x

z7 6-3°¢ fovs5,6

Mass rble” x m3d"bgvas st | ! x4 ©
Score : MASCOT Score ¢ X Z a © |V e z8&HwG 3
n wt Lt fHAd¢z] V) gne zs&HG
Expect : Score n a e+ ns sty Gk| CHHdé¢sf v S ZY

dvbgvaydptfirxzl DKUwe gyflfl xe wef mus
G o ylr¢l 3 w05 deskD x 'l sfplenfy,
a z =Significance threshold p< b x n ze o S Gr | %
z ®8-4. bl e :Hdél na” v 3 a 3{ beg 75,6
Matches cHd¢zwENW" G
d"bg“aNel DKM xGAdCY sbd st | !l 3ble” x0 sAn!

Description
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Tvpe of search
Enzyme

Mass wvalues
Protein Mass

Search Parameters

: Peptide Mass
: Trvesin/P

: Monoisotopic
: Unrestricted

Fingerprint

Pept ide Mass Tolerance : * 0.2 Da
Pept ide Charge State : 1+
Max Missed Cleavages : 2
Humber of queries : 18
S zwuekhvwpuo 2521 .PMF: ekhvwpvn g beg fos, G
Type of search : MASCOT 3 g, % Xv QI ptL xC
Enzyme ebW]G
Fixed modif ication D3 4wl ( x36G {0 szAst] ry )G
Variable modification 4wl jzyp ™ Wae Wl
( x8G 0 gzAerty.)e
Mass values \ s vvhE x we®onoisotopic b x Rverageb G
Protein Mass bl e’ X
Peptide Mass Tolerance :Hf ¢ d x Hd¢l ™ s¢a! I
Peptide Charge State EV”™ x ‘' MH+y Mry M-H-
Max Missed Cleavages Enzyme S gr | 3 OB n SL yiosi o F4 ZY
Hf ¢ do i embl i em  wgno Wlxs
r | X
Number of queries d¥bxE"”
6-3. Protein View
Summary = x mbl e~ X0 wéveWKI ™ grf|renCGré el K| e
T Kd vl nAdézueble sgrltl oz, wdst | ! Protein View b x n
plen’ . G
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SN MASCOT Search Results

Protein View: PML_HUMAN

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

Database: SwissProt
Score: 185

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

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

Search parameters

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

Protein sequence coverage: 23%

Matched peptides shown in bold red.

[

MEPLFRRSPR FOUDPARFUE PTMFFFETPS EGROPSFSFS PTERAPASEE

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

Unformatted sequence string: 882 residues (for pasting into other applications).
Sort by ® residue number ) increasing mass ) decreasing mass
Show ® matched peptides only O predicted peptides also
Start — End Observed Mr(expt) Mr(calc) Delta M Peptide
8 - 33 2882.5000 2881.4927 2881, 0.1150 2 E. SPRPOODPARPOEPTMPPPETPSEGR.Q
34 - 44 1152.4400 1181.4327 1181.3677 -0.134% 0 R. PSPTER.A
43 - 54 1423.5200 1422,5127 1422.677% -0.1632 0 R.APASEEEFOFLR.C
161 — 170 1191.5000 1190.4%27 11%0.6520 -0.15%2 1 K.HEARPLAELR.N
308 - 315 L3300 999,3227 999.3967 -0.0740 0 R.DYEEMASE.L
319 - 325 4300 ©13.4227 §13.4708 -0.0481 0 R.LDAVLOR.I
359 - 372 L7400 1623,7327 1623.8692 -0.13685 1 R.LEQEEPQSLOARVE.T
361 - 372 L3300 1554.3227 1354.6841 -0.1613 0 ER.
361 - 382 L3000 2549%.2%27 25459.2510 0.0417 Z R.QEEPQSLOAXVETDGFDEFEVE.L
373 - 380 L3500 937.3427 937.4080 -0.0633 0 R.TDGFDEFE.V
4%1 - 500 .3%00 1164.3827 1164.3081 -0.1253 1 E.MESEEGEEAR.L
- 515 4700 1299%.4627 1299.641% -0.175%2 1 R.SSPEQOPRPSTSE.A
518 — 529 1426.5700 1425.5627 1425.7365 -0.1737 0 K.AVSPPHLDGPPSPR.S
530 - 555 26533.3900 2652.3827 2632.2780 0.1048 0 R.SPVIGSEVFLPNSNHVASGAGEAEER.V
574 - 594 2265.1100 2264.1027 2264.0292 0.0735 0 R.ELDDSSSESSDLOLEGPSTLR.W
595 — 616 2544.4100 2543.4027 2543.2908 0.1120 1 R.VLDENLADPOAEDRPLVFFDLE. I
o match to: L4100
T T U S Tttt =S ess F S sEsses
3 o |- O L
G 0 e .
& . e e
w - w - .
L R e T T P 400 Foaonenn T SOGLaCE R EE R R L ST R RERR RS
T T T T T T T T T T T 1 T T — T T T T T T T
500 1200 1600 2000 2400 2800 500 1200 1600 2000 2400 2800
RHS error 90 ppm Hazs (Dad  RHS error 90 ppm Haszs (Dad
ID PMIL. HUMAN Reviewed; zz.
LC  P235%0; ESPBRT; P29581; P29532; P225%3; Q1535%; Q3

LT Q5&541; (QS9EPWZ; QSEWPT; QSBZX&é; QSBIX7; Q9BZKZ:; Q%BIXS; Q%9

i~ AnDTrs .

3 mJ’j’lLH\] "_sg’rlf[ z § ZzZ 6 H G
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Database:

Score:

Expect:

Monoisotopic mass (M_):
Calculated pI:
Taxonomy:

Protein View: PML_HUMAN

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

Homo sapiens

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

SwissProt
185
1.8e-013
Q7489

5.88

HYW AX sbl e x Acession n Description e S sLeHG |7 X% e
sL e HG
Database : zyd""Wbg¥vwa ©
Score : MASCOT Score®
Expect : Score n a °ins sty G a e |1 3
Expect=0.05 ny ! GExpect e 0.05t | s G
Monoisotopic mass (Mr) :d"bgWwax x 4 stuyble” x ©
Calculated pl :dvWbg¥ax X 4 sty G
Taxonomy G
sy Y ble” x e NCBI x BLAST f k™ kH, Hl gl xKI7 w

sL e HG

Search parameters

Enzyme:

Mass values searched: 18

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

Mass values matched: 16
Enzyme : ebn]c
Mass values searched :T 2 KU EWT G 2z KNg wedet | | 3

TzKMbdDe - reb¥]gd nii| HA¢l ™ a” ve

zeHwedT 2z KW e rr 80 0w sty Zt X X
EI/I‘ we sL & HG
Mass values matched : nHdézuwENW" ©
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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

z| Hd¢zuw Hf ¢ dwep x

€ S
s L & H GCoverage n z 2 S
’e X m st l r 8 H G

g X gl X Bt xM

Wi Hd ¢ Hf ¢ d

SGrl X

a xMmHGHAdCEzw

Unformatted sequence string: 882 residues {for pasting into other applications).
Sort by ® residue number ) increasing mass i) decreasing mass
Show ® matched peptides only O predicted peptides also
Start - End Observed  Mr(expt) Mr (calc) Delta M Peptide
8 - 33 2882.5000 28B1.45%27 288B1.3777 0.1150 %I R. SFRPOODPARPOEFTMPPFETPSEGR. O
34 — 44 1182.4400 1181.4327 1181.35&77 -0.134% 0 R.OPSPSPSPTER.A
45 - 5§ 1423.5200 1422.3127 1422.5779 -0.,1632 0 R.APASEEEFOFLE.C
161 - 170 1191.5000 1190.49%27 1190.6520 -0.1592 1 K.HEARPLAELR.N
308 - 315 1000.3300 999,3227 999, 3987 -0.0740 0 R.DYEEMASE.L
319 - 325 814.4300 513.4227 813.4708 -0.04581 0 R.LDAVLOR.I
359 - 372 1624.7400 1623.7327 1623.8692 -0.1385 1 ER.LEROEEPQSLOAAVE.T
el — 372 1335.5300 1354.3227 1354.5841 -0.,1613 0 R.CEEPOSLOAARVE.T
361 - 382 2550.3000 2549.2%27 2549.2510 0.0417 2 R.OEEPOSLOARVETDGFDEFEVE. L
373 - 380 958.3500 957 .3427 957.4080 -0.0653 0 R.TDGEDEFK.V
491 - 500 1165.3900 1164.3827 11s64.5081 -0.1253 1 K.MESEEGEEAR.L
504 - 515 1300.4700 1295.4627 1299.6419 -0.1792 1 R.SSPEQFRPSTSKE.A
516 - 529 1426.53700 1425.353627 1425.7363 -0.,1737 0 K.AVSPPHLDGPFSPR.S
530 - 555 2653.3%00 2652.3827 2652.2780 0.1048 0 ER.SPVIGSEVFLPRNSHHVASGAGEAEER .Y
574 - 594 2265.1100 2264.1027 2264.0292 0.0735 0 R.ELDDSSSESSDLOLEGPSTLR.V
585 - 6l6 2544.4100 2543.4027 2543.2%08 0.1120 1 R.VLDENLADPOAEDRPLNVFFDLE. I
Ho match to: 1320.4000, 1343.4100
54§t x75zIHd¢zyHf ¢dws hE a6 " dé&skD x s ¢mKabD

SLerHG

B“EVIZqH:FrlHVIAl‘e- beH G X
m 2] mH G

Qis
o]
]

Unformatted sequence string

Z Y S



G

<]

Sort by

Show weHdézwu

3 DG

sl y 3 Hdézy x f o

x e

Hf ¢dx3eKaDs
Z

|::_v| < 5 ! x e 6 H G
Start -End ‘bl e” ser! vhE @ G
Observed tEVMT KaDé® v kyniz6
Mr(expt) EW” KaDx x4 stuHf ¢dx ©
Mr(calc) x st yHf ¢dx G
Delta : Mr(expt) Mr(calc) G
M : Mi ssed cleavage G
Peptide Hf ¢ d G boAe L] z | st c@
R B L L L LT T = e S
z B
Iﬁ ¢| ---------------------------------------------- Iﬁ
£ £ L I
= I B R L L L L L L R [
~ ‘ -100 v .
B0 | 1200 | 1600 2000 | 2400 2800 | 800 1200 1600 | 2000 2400 2800 |
RHS errar S0 ppm Mazs (Da) RHS error 90 ppm Hass (Da)
HAP AT m st |17 ké&znt sE"” xHd¢l ™ x ¢ + ka3 wDalfe
ppm m st | eHCGni gt z dvb xHf¢d M w npG4er]| |
M yble” mkx kgevw vl mé@khvb"m zu | (peptide tol.) X
e mxfexpvxeMv #l s mbenG
ID PML_HUMAN Reviewsd; 382 RRL.
AC PZ35%0; ESPEBRT; P295%1; BP28592; P20O5%3; (Q00755; Q1595%9; (Q5SFES; QEMULD:
LT Q28§541; Q9BPW2; QSBWP7; Q9BZXe&; (QSBIZIXT7; QSBZXA; Q9BZX9; Q9BZYO; QSBIYZ;
LT QSBZY3;
DT 01-APR-1953, integrated into UniProtKE/Swiaz-Prot.
DT 25-NOW-2008, sequence version 3.
DT 02-JON-2021, entry wversion 243.
LE RecName: Full=Protein PML;
LE AltName: Full=E3 SUMO-protein ligase PML;
LE EC=2.3.2.- {ECO:0000269|PubM=d:205872 456, ECO:0000269| PubMad: 28250117} ;
DE AltName: Full=Promyelocytic leukemia protein
DE LltName: Full=RING finger protein 71:
DE AltName: Full=RING-type E3 SUMC transferase PML [ECO:0000305};
LE AltName: Full=Tripartite motif-containing protein 19;
LE Short=TRIM1S;
G Name=PML; Syncnyms=MYL,6K PP3E75, BHNF71, TRIM1S;
o5 Homo sapiens (Human).
cC E ryota; Metazoca; Chordata; Craniata; Vertebrata; Eutelecstcomi; Mammalia;
oC Eutheria; Euarchontoglires; Primates; Haplorrhini; Catarrhini; Hominidae;
cC Homo.
034 KCBI_TaxID=9406;
EM [1]
E NOCTEQTTNRE SEQUEMCE [MBME] (TSOFOBM PMT.—3) LMNT NMTSERSE
T % 1T szhble” X Lk stevGyszdlbhbgha m gAnl
[ wex ! X 6] gL 6 HG
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6-4. | xe&4vvuk

i eguuKk Wl rembe v Pormat As X m=Export Search Results b e

2| y 4 ®FormatAs P Hb| e fizs H G

Concise Protein Summary Report

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

Preferred taxonomy [All entries ~ |

MATRIX
SCIENCE

)Séuuké:',l/IHdDLl 3

rpe z 3’ T x ®xport Search
Access Mascot Server ase search help Contact
ReSU|tS b H b 1 © fl H rl e ¢ k e Mzscot database search » Access Mascot Server = Export search results

sL 6 HG
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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I i ‘MIS

£ X mz MASCOT MIS SeRl i s} zeHG
7-1. m oz} S Gr |
MIS x nz | MASCOT Server § Wlorox i e zeHG
[ . . W EW] https://www.matrixsci ence.com/cgi/master _results 2.pl?file=../data / F9811 42.msr
[k ™ k W EW] http:// _localhost/mascot/master results 2.pl?file=../data/F9811 42 .msr
Enzyme Trypsin/P
Fixed Modification Carbamidomethyl (C)
Variable Modification Oxidation (M)
Peptide tol. 20 ppm
Fragment mass tolerance 0.6 Da
Missed cleavage 2
I nstrument Default
Refinement
DeepLC Full_hc_unmod_fixed _mods
MS2PIP CID
query 1 8,675

x i 3-1xaH Dknble w st|,ens

aH Dk : 3,437
bl e 1863 (820 kv )
(=2 X : summary

URL e WEB Fkz" " m z i e $nid X' vi ' Ls&HG x m
[nteNev"Dmd st | !} sSgr ) 3- 5 z6 HG
) Z rxA m o gx ¢ g§g o D] enG,
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https://www.matrixscience.com/cgi/master_results_2.pl?file=../data/F981142.msr
https://www.matrixscience.com/cgi/master_results_2.pl?file=../data/F981142.msr
http://localhost/mascot/master_results_2.pl?file=../data/F981142.msr
http://localhost/mascot/master_results_2.pl?file=../data/F981142.msr

uax MASCOT Search Results

Llimestamp o 12 Aug 2004 af 11.00:31 GMT

User : matrix

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

MS data file : klc_031308p_cptac_study6_6B011.mgf

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

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

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

s

e oo 23 g
Type of search : MS/MS Ton Search

Target FDR : 1%

Enzyme : Trypsin/P

Fixed modifications : #Carbamidomethyl (C)

Variable modifications : "Oxidation (M)

Mass values : Monoisotopic

Protein mass : Unrestricted

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

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

P Legend

P Score distribution
» Modification statistics for all protein families

Protein Family Summary (results refined wit

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

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

raget becoy ror. | 29 Sensitivity and  FDR

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

Decoy results are available in «"the decoy report.

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

Protein families 1-10 (out of 820)

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

[Accession ~ |[contains || | Find | Clear |
"1 3::P00549 652 Pyruvate kinase 1 0S=Saccharomyces cerevisiae (strain ATCC.
}2 - 1 3::P10592 557 Heat shock protein SSA2? OS=Saccharomyces cerevisiae (strai.
|
_I_: 2 3::P10591 554 Heat shock protein SSA1 0S=Saccharomyces cerevisiae (strai..
: 3 3::P16474 147 Endoplasmic reticulum chaperone BiP OS=Saccharomyces cer...
L e R |
= 2 =3 = =
» 3 1 3::P07259 556 Multifunctional protein URA2 0S=Saccharomyces cerevisiae (5.
-| 2 3::P03965 135 carbamoyl phosphate synthase arginine-specific large chain O
LI Y O N B R B |
ba - 1 3::P00359 rggenase 3 0S=Sacchara...
_l—: 2 3::P00358 453  Glyceraldehyde-3-phosphate deh 2 05=Saccharo...
: 3 3::P00360 161 Gly Idehyde-3-phosphate dehyd 1 05=5accharo...
L B
I T
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User : matrix
E-mail : support@matrixscience.com
Search title : Yeast example (CPTAC study 6)
MS data file : klc_031308p_cptac_study6_6B011.mgf
Databases : 1: contaminants 20160129 (247 sequences; 128,130 residues)
2: Sigma_UPS 20240812 (50 sequences; 11,863 residues)
3: UP2311_5_cerevisiae 20240811 (6,091 sequences; 2,950,884 residues)

Timestamp : 12 Aug 2024 at 11:09:31 GMT

®5-3 MIS e n

ekhvwpvw g by | s fos, O
User ek hv bV gourname b m zy G
Email ekh"WbVvw&malbm zwy ©
Search title ek h" bW Searchtite b m zyg G
M S data file m zw dWbxgevk G
Database(s) : nzedWbg“vanEYWAT] 3 n ac
Taxonomy ek h" bW &axonomy b m Z Y : Z x99, Gt x nzl
st el DKV 1+  stewe
Timestamp : ) /

® All O Non-significant O Unassigned ~ #[help] [ Export | As [XML A
®Re-search P z e Hl gf xHb] mw G e guery x st i) 3ANET]
% query)3 ®on-significant  b( G s o7 x f o query)3 ®nassigned b( bl e~ s 0
z [ r query)x ° vl o embe w6
®Export b z e Hf ¢domgu vk Wl gl xo0f Tl mwe . &3sVWHED
Hi ¢d/ble” x 3 ezl gvovk il embeno
@7 5Export 0 st ! Hf ¢dg”ax i v vk beg fys, 0
wSearch parameters
Type of search : MS/MS Ton Search
Target FDR : 1%
Enzyme : Trypsin/P
Fixed modifications : ZCarbamidomethyl (C)
Variable modifications : ZOxidation (M)
Mass values : Monoisotopic
Protein mass : Unrestricted
Peptide mass tolerance : + 20 ppm
Fragment mass tolerance : £ 0.6 Da
Max missed cleavages 12
Instrument type : Default
Number of queries : 8,675
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ekhvwbn  x  z3B33:MS ekhnpv g boeg fus, 0

Type of search : MASCOT 3 g, X XxXvh3IpgrxC

Enzyme : ebv]c

Fixed modification : Il x shE x e s - y°¢

Variable modification : 3 v AE X 0 n t y!' Wan vy

M@)S e H| G

Mass values © N\ s vvhE x w3 Monoisot opicP y R&verageb 4G

Protein Mass bl e’ X G

Peptide Mass Tolerance : Hf ¢ d x Hdél ™ son! e

Fragment Mass Tolerance :8k” hl Dx Hd¢!l ™ so¢a)l ¢

Peptide Charge State cHf ¢dx5 (precursor v © | Kg ke

#13C :Hf ¢dsAe 1 13Ce zv ( sz [ z)G

Max Missed Cleavages : Enzyme S gr | 3 GB5 N S L yosi o F4 ZY
Hf ¢de lowemb! w3 em wgpe Wy s
Grlx C

I nstrument type : Wluve] KWBYEKk ™ hl DEVW™ x “gAn! e
stybdl¥

Number of queries : d” b x d”"Wb G

7-2-5. Score Distribution i

& 8.0
+

. R 7.0
P Score distribution 6.0

®Score distribution b x 8 e " Kd~ H | C 20

n3 gxa vxEaD kHwe sts=
Z querya T Z bl Q_ mH G 0 10 20 30 40 50 scorso

- L & 3 1A A ~ Peptide score distribution. Ions score is —101og(P), where P is the
X query X k €2 : weH d ¢ 1 probability that the observed match is a random event.
- There are 3,827 peptide matches above identity threshold and
r® H Mascot lon s a v 3 e 3,827 matches above homology threshold for 8,675 queries. On
L, ” average, individual ions scores > 14 (beyond green shading)
m+ GHf ¢ d x a s\ Ho indicate identity or extensive homology (p<0.03859).
a”ve x Vakvlxg | nrtce
H G
£
x
‘E 10 <
- - a , b
T Z bl e xa v Hf ¢ d X g

meoble” sz & a vgzr#3

R P L g m¢ G 100 200 300 400 500 600 700

keész x 1wz 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

#M odification statistics for all protein families b xoei e Kd” wl n3 query
° At mr ® §Gr |3 X kz| DstKahD st e&n6

¥ Modification statistics for all protein families

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

Oxidation 15.994915 variable M 58

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

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

@Legendb )S EO:B:JE e ~ K d ~ H ! rl 3 see results format help.

Protein quantitation ratios

i ’ Anl we Score .. 114/113 115/113
X S CFAH_HUMAN 37559 0952  1.129
FHR2_HUMAN 1330 0.859 1128
S L 6 H G When quantitation method is Reporter (e.g. iTRAQ) or Multiplex (e.g. IPTL), protein ratios are displayed when a family

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

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

0.037 b2 GAYSLSLR significant
I 3 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 W VCNYVSWIK peptide Is found in some but not all proteins in family member 2

6.4e-05 b1 U GSSIFGLAPGK  unique

Legend »2 5.7e-05 b1 LNTLETEEWFFK peptide has two duplicates

0.18 b1 LNTLETEEWFFK  duplicate peptide

Protein Family Summary (results refined with machine learning)

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

- MS2PIP model for spectral similarity Alhelp]

Apply

Hl bl e~ Lle(;:qS,-lH] :] z 3 :] zZ & H G
Significance threshold p <

FDR)S e HHlvr 12 S H sL 6 HG
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Max.number of families

a

inz)| Wible- e hKW,  x ©6dé&3 kDzAuto3d wynp a o !

bl e” eow[] Hol me G

Target FDR (overr ides sig.threshold)
FDR X% G

FDR type

FDRx" z | D ®PSMz querye y pl xs =z3Sequencez gHf ¢d sHd¢n !
query® gsenf|”™ 2z Dzewne
Display non -sig. matches

G e yVHf¢dxe sl xwdéskD mruwible sv v]st] ]
Hf ¢drvf e isg sthel 3a” vm ° al sthel v | wo n@
Min. number of si g. unique sequences

ble” x&a nz|3v v]stlTdu” rHf¢derfagnr! xnry m# G
MASCOTx d &3 k Dz1lm+ G 2. gwnlnp ble” xKaDx °rb pl
remb ! 3 bl e~ 4 slent
Dendrograms cut at

g hKVWbl e  x e z|rldldk” kHsgr ] 3a  vx” dDO® &o z2eHG

déskDmz™ dDO% go zf OmvCG” dD® &x is'f] "l ble  w gs
Gr}fJL]{;r]LeX[GHG
Unigene index

T d"bgvam z& x6Gphle” o

Jor!
+ ghaxé&e hKUs kabKl™wl gfg HUniGene v | dd” ae z i

s 1 z3Unigene x o f

m Z6 HG

Error tolerant matches : Error tolerant matches: Reliable +
Error tolerant e fuy x98G6 Preferred taxonomy
s »! sakb I X
o Ly wmberv J & ’
Preferre d taxonomy
s ! Cbhle” xlgxzzl DKVz 2l DKM st e
x1 enw6 ekhVpteaxonomyb x | 8zz] DKUg st | ]| WIS
'mbl g 3 st zd&3kbDm Titw xomwe i3ekhupum
zy n dxs|r! n RItlzIDKVME is stlernwxlend
Preferred taxonomy x & v mA3 z | s #! o ZY s L y!
wembe H G
Refine results using machine learning ® Percolator |
Refinement G Hlom Hf ¢d w ye+n6G
Use features calculated by Mascot
Percolator x core features © H Hl ypvyxC® EWAT ] mefinement e Z Y

3% X% §s¢2d” wlene
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DeepLC model for retention times
Hf ¢ d d by J / X X n3+ x i ePercolator m Hl xypvyx©
Z S vekh"bvbdbDm3px' vy DKWdl  dvbbdDe fuxsakrws
wegrd L] eHG
model 5 A * ! z3 .71 xhelpHY Ae s f w55, 0
http s:/ /www.matrixscience.com _ /help/ms2rescore help.htmi#DEEPLCMODELS

MS2PIP model for spectral similality
Hf ¢ d d"by iMS2a H™ Dk X X n3t+x | Percolator s th "y pvyC
z s vekh"b“bdDmIpgx' vyiDKVWd]  dWbbdDe fuysakr s
wegrd Lt | e HG
model 5 A * ! z3 .1 xhelpHY Ae ¢ f w55, 0
http s:// www.matrixscience.com /help/ms2rescore help.htmi#MS2PIPMODELS

protein FDR x n peptide’ MASCOT mz Sequences n 0. sz PSMx FDR x e
sLeH' 7 G

¥Sensitivity and FDR (reversed protein sequences)

Protein family members 363 29 3.36%

| Sequences v | above homology ~ 3437 34 0.99%

5~V v k™ KBHs' ! i xrefinement g+l Myxydzs4 13 a” vKI™ gum o
bzy  sgrlM "l wmbeHCA zy ko sl wembew G

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

gvenNK|I e” Kd” "l KghYDw st eH KhW Dz ®verview b 3 Farget -Decoy

evaluation b 3Rescoring features b x g x b Fm st ] eHG
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https://www.matrixscience.com/help/ms2rescore_help.html#DEEPLCMODELS
https://www.matrixscience.com/help/ms2rescore_help.html#MS2PIPMODELS

20verview b b F mz fefinement m i

rGHG

General statistics

[3 rlf JL l r 8 H G
Score comparison
)n decoy (
False discovery rate
Rxtvs rHly
Identification overla

target(

bxwet b ptptf

epx'vs NfuexsgAdnl

aH” Dk

mz 3refinement m X
mz 3N query § A z] Frefinement
) x §gAeL | 8nGC
comparison mz IFDR X

sr]fJLerHG

e

| e

p mz Jrefinement st L query x

erjxe Z 6 H G

Vs hu 3

Overview  Target-decoyevaluation  Rescoring features

General statistics

PSMs Peptides

3459 (1000

3866 (11200

Identification charts
Score comparison

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

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

— afts:

Identified PSMs

FDR threshold

Identification overlap

The identifications overlap plot shows the unique identified PSMs and peptides were remaved, retained and gained by rescoring.
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Overview Target-decoy evaluation Rescoring features

Score histogram

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

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

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

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

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

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

Individual feature performance

The individual feature performance plot shows the 'strength’ of individual features. For each feature, g-values are calculated as if that feature was
individually used for scoring PSMs without any other information. Then, the area under curve (AUC) is calculated for the empirical cumulative distribution
function (ECDF) of the g-values. The higher the AUC, the better the feature is at discriminating between target and decoy PSMs without any other
information.
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MS2PIP model performance

MS?PIP model performance can be estimated by calculating the Pearson correlation coefficient between the predicted and observed fragment ion

intensities. Fragment intensities are first normalized to the total ion current and then log2-transformed.

The following histogram shows the distribution of Pearson correlation coefficients for all target PSMs that passed the 1% FDR threshold. The red dashed
line indicates the median correlation.
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gL 6 H G U: b K F L( n . of the current data set, for all target PSMs that passed the 1% FDR threshold of the current dataset. A lower RMAE value indicates better performance.
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DeeplLC model performance
DeepLC model performance can be visualized by plotting the predicted retention times against the observed retention times (top chart), or by calculating

the relative mean absolute error (RMAE).

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

The histogram shows the distribution of RMAE values of DeeplC predictions on 460 different benchmark datasets. The red line indicates the RMAE value
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Expand all | | Collapse all

|Accession ~ |[contains v || || Find Clear
b1 3::P00549 652
»2 1 3::P10592 557
_|_|: 2 3::P10591 554
3 3::P16474 147

Pyruvate kinase 1 0S=Saccharomyces cerevisiae (strain ATCC..

Heat shock protein SSA2 OS=Saccharomyces cerevisiae (strai.
Heat shock protein SSA1 05=Saccharomyces cerevisiae (strai.
Endoplasmic reticulum chaperone BiP OS=Saccharomyces cer...
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| Proteins (863) | | Report Builder || Unassigned (4848 |
Protein families 1-10 (out of 820)
per page 1 [4] [5] [s] - Expand all | [ Collapse all
[Accession v |[contains || || Fina [ clear |
b1 3:PO0S49 6§52 Pyruvate kinase 1 OS=Saccharomyces cerevisiae [strain ATCC 204
w2z 1 2:P10592 557 Heal shock protein SSA2 OS=Saccharomyees cerevisise (strain AT(
_’_|: 2 3:P10591 554 Heat shock protein SSA1 OS=Saccharomyces cerevisiae (strain ATO
2 32:P16474 147 Endoglasmic reticulum chaperane BiP O5=5accharomyces ceravisiy
T T T
4 »
Thrashald (0):
Score Mass Matches Sequences emPAL
2.1 =3::P10592 557 69599 41 (41) 26 (26) 4,15 Heat shock protein SSA2 OS=Saccharomyces cerevisiae (strain ATCC 20450)
2.2 =3::P10591 554 63786 41 (41) 2B (28) 4,44 Heat shock protein S5A1 05 =Saccharomyces cerevisiae (strain ATCC 20450f
2.3 =3::P15474 147 74479 10 {10) R E)] 0.67 Endoplasmic reticulum chaperone BiP 05 =Saccharomyoes cerevisiae {strain
50 peptide matches (49 non-duplicate, 10 duplicate)
Observed Mr{expt) Mr{calc) PP= M Score  Expect Rank U 1 2 3 Peptide
380.7134 T59.4122 759.4127 -0.54 0 23 0.0047 '1 HE R.HSTIPTK.K
380.1940 T76.3735 T76.3738 -0.44 0 23 0.0D4E ’1 [ B | K.MVAEAEK.F
417.2051 B32.4037 832.403% -0.13 D is5 0.033 '1 [ N | E.DLSTRQR.A
426.2002 B50.3857 850.3742 13.6 0 15 0.034 Pp3 w [ | R.E‘V’Em.? 4+ Dxidation (M)
435.751%9 B77.4832 877.450% -1.24 0 23 0.0055 Pq iy W E.VAYFITSE.L
444 . 7366 BB7.4585 §87.4600 -1.64 0 21 0.0083 '1 [ B | R.STLOFVEE.V
450.7442 973.4739 979.4757 -1.7% 0 25 0.0034 ’1 o W R.ALSEQMSTR.I
334.8570 1001.54%0 1001.5505 -1.51 1 13 0.01z2 '1 HE K.TEDNHLLGE.F
5L 49 3§ st S Gr ) 3 X mfnrnteNeWD omt !l 2z,
; 8 HG
J Proteins (863) ‘ | Report Builder ‘ | Unassigned (4848) | § permalink
Protein families 1-10 (out of 820)
per page 1 . . @ Expand all | | Collapse all
| Accession ~ | contains_~ || || Find [ Clear |
’ 1 3::P00549 652 Pyruvate kinase 1 0S=Saccharomyces cerevisiae {strain ATCC.
} 2 1 3::P10592 557 Heat shock protein SSA2 0S=Saccharomyces cerevisiae (strai...
_|_|: 2 3::P10591 554  Heat shock protein SSA1 0S=Saccharomyces cerevisiae (strai...
3 3::P16474 147 Endoplasmic reticulum chaperone BiP 0S=Saccharomyces cer.
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Score Mass Matches Sequences emPAI
a1 2P 10592 557 &5599 41 (41) 26 (26) 4,15 Heat shock protein SSA2 05 =Saccharor
2.2 =3:1:P10591 554 69786 41 (41) 28 (28) 4,44 Heal shock protein SSA1 OS5 =Saccharor
2.3 =3::P16474 147 74475 10 {10) 9 (9) 0.67 Endoplasmic reticulum chaperone BiP O
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¥ 59 peptide matches (49 non-duplicate, 10 duplicate)
Auto-fit to window
Query Dupes Observed Mrlexpt) Me{calc) ppm M Score Expect Rank U 1 2 3 Peptide
=zE4 350.7134 753.4122  759.4127 -0.54 0 23 0.0047 Py HEE R.KSTIFTE.K
=faTz 3§9.1540 776.3735 T76.3738 -0.44 0 23 3.0048 g [ B | E._MVAEREK.F
g-2-1i] 417.20891 B32.4037 §32.403% -0.13 0 15 0.033 |y EE E.DLSTHOR.A
1012 426.2002 B50.3857 850.3742 13.6 0 15 0.032 p3 u B R-MVEEAEK.F + Oxidation (M)
1228 439.7518 B77.48%2 §77.4509 -1.34 0 23 0.0055 Py u B E.VAYFITSK.L
1300 4447366 BB7.4585 E57.4600 -1.64 0 21 0.00&3 |y EE R-STLOFVEE.V
='azz2 450.7442 973.473%  F79.4757 -1.73 0 25 0.0034 g u B R._ALSSOMSTR.I
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Delta : Mr(expt) 0 Mr(calc)

M Hf ¢ d 5 Missed cleavage ' s st g’
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Unassigned (4848)

J Proteins (863) Report Builder |]

Protein families 1-10 (out of 820)

Report Builder b Fe” Kd~ vl pn3 e xtvsg L nlewe
Proteins (863), Report Builder ‘ ‘ Unassigned (4848) ‘
» Columns: Standard (12 out of 16)
) Filters: (none;
Export as CSV
tFamily | M | DB Accession Score | Mass Matches | Match(sig) es | Seq(sig) | emPAI | Description
1 1 | UP2311_S_cerevisiae | «f3::P00549 652 | 54909 54 54 34 34 13.67 | Pyruvate kinase 1 0S=Saccharomyces cerevisiag
2 1 | UP2311_S_cerevisiae | ££3::P10592 557 | 69599 41 41 26 26 4.15 | Heat shock protein SSA2 0S=Saccharomyces cel
2 2 | UP2311_S_cerevisiae | #'3::P10591 554 | 69786 41 41 28 28 4.44 | Heat shock protein SSA1 QS=Saccharomyces cel
2 3 | UP2311_S_cerevisiae | 3::P16474 147 | 74479 10 10 9 9 0.67 | Endoplasmic reticulum chaperone BiP OS=Sacch:
3 1 | UP2311_S_cerevisiae | =£3::P07259 556 | 246198 40 40 39 39 0.96 | Multifunctional protein URA2 0S=Saccharomyced
3 2 | UP2311_S_cerevisiae | £'3::P03965 135 | 124465 11 11 11 11 0.45 | Carbamoyl phosphate synthase arginine-specific
4 1 | UP2311_S_cerevisiae | £3::P00359 508 | 35838 35 35 20 20| 12.15| Glyceraldehyde-3-phosphate dehydrogenase 3 O
4 2 | UP2311_S_cerevisiae | =f3::P00358 453 | 35938 33 33 18 18 9.33 | Glyceraldehyde-3-phosphate dehydrogenase 2 O
4 3 | UP2311_S_cerevisiae | ££3::P00360 161 | 35842 12 12 10 10 2.23 | Glyceraldehyde-3-phosphate dehydrogenase 1 O
5 1 | UP2311_S_cerevisiae | /3::P16521 477 | 116727 35 35 24 24 1.66 | Elongation factor 3A OS=Saccharomyces cerevis|
6 1 | UP2311 S cerevisiae | «/3::P19097 463 | 207388 37 37 34 34 1.00 [ Fatty acid synthase subunit alpha 0S=Saccharo
t L 3 <] & 8 v H 6 H G j I H
xt vy KaDw 5 Csv ¢ k m ! remb 54§
e H b3 H - v Uw v 1f ¢
I ®Columns 'bl e s zAh 1T HE¢d ypm |
. n a
e b U €] H 6 H ; G
y ) &Filters by pnr f B8O I T
Proteins (480) Report Builder ‘ ‘ Unassigned (30379) ‘
Protein family members (271 proteins)
¥ Columns: Standard (12 out of 16)
———————————
Arrangementl <custom> I A
Enabled Available
Family Protein family members
Member Num. of unique sequences
Database Num. of significant unique sequences
Accession Sequence coverage
Score pl
Mass

Num. of matches

Num. of significant matches
Num. of sequences

Num. of significant sequences
emPAl

Description

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

Num. of significant matches z +| |2

| sequence coverage
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®Unassigned » b F mz 3 ble” sv, vist ] ryprHf ¢Cdxge st ens
SGr | z37-2-10m zwble” sv vist| I Hf¢dnaznep pm:xm3
X SOr |zt hiex fos, G
J Proteins (863) H Report Builder I| Unassigned (4848) I §_permalink
Protein families 1-10 (out of 820)
(10 ~Jperpage 1 2 [e] . |82] [ext]
| Accession ~ |[contains ]| | Find
31 3::P00549 652 Pyruvate kinase 1 0S=Saccharomyces cerevisiae (strain ATCC.
b2 1 3::P10592 557 Heat shock protein SSA2 OS=Saccharomyces cerevisiae (strai.
I_|—— 2 2--DINS01 554 Heat shock protein S5A1 OS=Saccharpmyces ¢ (strai
‘ Proteins (863) H Report Builder H Unassigned (4848) ‘
Unassigned peptides, 1-100 (out of 4848)
(100 + |per page 1 Sort by|Decreasing score v
Quey v [[Fiter | [ Clear
Peptide matches not assigned to protein families (no details means no match)
Query Observed Mr (expt) Mr (calc) ppm M Score Expect Rank Peptide
#6795 525.2460 1572.7162 1572.7168 -0.39 0 14 0.039 ’l ITPAHDONDYNTGK
#3256 679.0183 2034.0332 2034.0357 -1.24 0 14 0.039 ’l STAPAYGIPVVLHSDHCAK
#2557 509.2711 1016.5277 1016.5291 -1.32 0 14 0.039 }]_ EYTINLHK
#4909 428.5814 1282.7225 1282.7245 -1.54 1 14 0.039 ’l TILKPGVEANNK
#1875 473.7638 945.5131 945.5131 0.0011 1 14 0.039 p1 EIDVTGGKK
#3707 571.3170 1140.6195 1140.6213 -1.52 0 14 0.039 ’l NMPVPILETK
#4254 402.1887 1203.5443 1203.5455 -0.96 0 14 0.039 p1 SHAVQONMDFR
#2538 508.2740 1014.5335 1014.5346 -1.010 14 0.039 ’l STQGPIVADK
#1251 440.7422 879.4699 879.4702 -0.26 0 14 0.039 p1 YIESLOK
#2278 493.7787 985.5428 985.5444 -1.58 1 14 0.04 ’l LEGVTDPEK
#2677 515.2882 1028.5618 1028.5614 0.37 0 14 0.04 p1 QVONATLOK
#5413 452 .2482 1353.7227 1353.7252 -1.87 1 14 0.04 ’l ENPTLRPAETISK
#A746 403.2457 814.47¢68 314.4300 -3.96 0 14 0.04 p1 LLVVDEE
#1706 465.7350 925.4554 $929.456¢6 -1.33 0 14 0.04 }1 SDTERANIGR
A3can CEa 95ET 1134 Acag 1134 4878 o E£3 0 14 0 04 | LoV EYTITOR
7-3. Protein View
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N MASCOT Search Results

Protein View: P10592

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

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

Database: UP2311_S_cerevisiae
Score: 557

Monoisotopic mass (M;): 69599

Calculated pI: 4.95

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

gearc“ parameEers

MS data file: klc_031308p_cptac_studyé 6B011.mgf
Enzyme: Trypsin/P: cuts C-term side of KR.
Fixed modifications: Carbamidomethyl (C)

Variable modifications: Oxidation (M)

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

Matched peptides shown in bold red.

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

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

Sort by ® residue number O increasing mass O decreasing mass

Show @ matched peptides only O predicted peptides also
Query Start — End Observed Mr(expt) Mr (calc) ppm M Score Expect Rank U Peptide
#1341 24 - 34 607.8089 1213.6033 1213.6051 -1.46 0 39  0.00013 1 R.VDIIANDQGNR.T
=A'6135 35 — 47 72%.3478 1456.6810 1456.6835 -1.71 0 29 0.0013 _1 U R.TTPSFVGFTDTER.L
#6879 55 - 69 796.37%0 1590.7434 1590.7460 -1.64 0 32 0.00068 _1 U K.NQAAMNPANTVFDAK.R
#6880 55 — 69 531.2552 1590.7438 1590.7460 -1.39 0 19 0.013 1 U K.NQAAMNPANTVFDAK.R
#6962 55 — 69 804.3763 1606.7380 1606.7409 -1.830 37 0.00019 1 U K.NQAAMNPANTVFDAK.R + Oxidation (M}
6963 55 — 69 804.3763 1606.7381 1606.7409 -1.77 0 20 0.0093 2 U K.NQAAMNPANTVFDAK.R + Oxidation (M)
5694 75 — 86 697.3038 1392.5930 1392.5980 -3.58 0 25 0.0029 _1 U R.NFNDPEVQGDMK.H
#6686 111 - 124 775.8977 1549.7809 1549.7810 -0.099 0 22 0.006 1 K.NFTPEQISSMVLGK.M
#5251 125 - 136 664.3303 1326.6461 1326.6489 -2.131 30 0.0011 1 K.MKETAESYLGAK.V
#4751 537 — 547 422 5625 1264.6656 1264.6663 -0.52 0 26 0.0025 1 K.NQLESTIAYSLK.N
#7936 568 — 584 626.9852 1877.9339 1877.9370 -1.69 1 30 0.00095 1 U K.KAEETIAWLDSNTTATK.E
#5444 593 - 604 679.8515 1357.6884 1357.6911 -1.99 0 20 0.0092 2 U K.ELQEVANPTIMSK.L
#5445 593 — 604 679.8521 1357.6896 1357.6911 -1.10 0 23 0.0053 1 U K.ELQEVANPIMSK.L

g 0

E -1

5 =2

-3
-4 T T T T T T T T T T
50O 1000 1200 1400 1600 1500
RIS error 1 ppm Mass (Da)
ID  HSP7Z_YEAST Reviewed; 639 RA.

AC P10592; DEVXYO0;

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

DT 23-JA2N-2007, seqguence version 3.

DT 05-FEB-2025, entry version 242.

DE RecName: Full=Heat shock protein S8A2;

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

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

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

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

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

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

Database: UP2311_5_cerevisiae
Score: 557

Monoisotopic mass (M,): 69599

Calculated pI: 4.95

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

HY Ax sbl e” x Acession n Description e gL e H’ C Tt vy

w sL e HG

Database zyd"bg'a
Score bl e” xa v
M onoisotopic mass (Mr) :dVWbgVvax x 4 stuybl] e” X
Calc ulated pl :dWbg¥ax x 4 sty
Taxonomy : ( mz st | e the)

cyY bl e’ x e NCBI x BLAST f k- kH, Wl gf x K|~

sL e HG

Search parameters

MS data file: klc 031308p cptac studyé 6BO11.mgf

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

Fixed modifications: Carbamidomethyl (C)

Variable modifications: Oxidation (M)
MS data file : d"beéw v kx
Enzyme : eb¥v|
pox 3 m zovekhWbVWgAnl we gL 6 HG

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

1 MSKAVGIDLG TTYSCVAHFS NDRVDIIAND QGNRTTPSFV GFTDTERLIG
51 DRAKNQAARMN PANTVFDAKR LIGRNFNDPE VQGDMKHFPF KLIDVDGKPQ
101 IQVEFEGETE NFTPEQISSM VLGKMKETAE SYLGAKVNDA VVTVPAYFND
151 SQROATFDAG TIAGLNVLRI INEPTARATA YGLDKKGREE HVLIFDLGGG
201 TFDVSLLSIE DGIFEVEATA GDTHLGGEDF DNRLVNHFIQ EFKRENKKDL
251 STNQRALRRL RTACERAKRT LSSSAQTSVE IDSLFEGIDF YTSITRARFE
301 ELCADLFRST LDPVEKVLRD AERLDESQVDE IVLVGGSTRI PRVORLVIDY
351 FNGKEPNRSI NPDEAVAYGA AVOAATLTGD ESSKTCDLLL LDVAPLSLGI
401 ETAGGVMTEL IPRNSTIPTK RSEVFSTYAD NOPGVLIOVE EGERAKTKDN
451 NLLGKFELSG IPPAPRGVPC IEVTFDVDSN GILNVSAVEK GTGESNEITI
501 TNDKCGRLSKE DIEFMVAEAE KFKEEDEKES QRIASKNQLE SIAYSLKNTI
551 SEAGDEKLEQA DKDAVTEKAE ETIAWLDSNT TATKEEFDDC LEELQEVANP
601 IMSKLYQAGG APEGAARPGGF PGGAPPAPEA EGPTIVEEVD
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rlbler” s z|Hd¢zoHf ¢dwepx wosxwul xyx 3+t x9M sgr| X
e s L & v GCoverage n z 3 s "V HAdEHf ¢d a xvMmrGHAdCEz W
Hf¢d e x m st|ene
Unformatted sequence string: 639 residues (for pasting into other applications).
Sort by @ residue number O increasing mass O decreasing mass
Show ® matched peptides only O predicted peptides also
Query Start — End Observed Mr (expt) Mr (calc) ppm M Score Expect Rank U Peptide
#4341 24 - 34 607.808% 1213.6033 1213.6051 -1.46 0 39 0.00013 71 R.VDIIANDQGNR.T
#6135 35 — 47 729.3478 1456.6810 1456.6835 -1.71 0 29 0.0013 l U R.TTPSFVGFTDTER.L
#6879 55 - 69 796.3790 1590.7434 1590.7460 -1.64 0 32 0.00068 l U K.NQAAMNPANTVFDAK.R
#6880 55 — &9 531.2552 1590.7438 1590.7460 -1.39 0 19 0.013 1 U K.NQAAMNPANTVFDAK.R
#6962 55 — 69 B804.3763 1606.7380 1606.7409 -1.83 0 37 0.00019 l U K.NQAAMNPANTVFDAK.R + Oxidation (M)
#6963 55 - 69 B04.3763 1606.7381 1606.7409 -1.77 0 20 0.0093 72 U K.NQAAMNPANTVFDAK.R + Oxidation (M)
#5694 75 — 86 697.3038 1392.5930 1392.5980 -3.58 0 25 0.0029 l U R.NFNDPEVQGDMK.H
#6686 111 - 124 775.8977 1549.7809 1549.7810 -0.099 0 22 0.006 l K.NFTPEQISSMVLGK.M
#5251 125 — 136 664.3303 1326.6461 1326.6489 -2.13 1 30 0.0011 1 K.MKETAESYLGAK.V
#5253 125 - 136 443.2230 1326.6473 1326.6489 -1.20 1 27 0.0019 71 K.MKETAESYLGAK.V
#3052 127 — 136 534.761%9 1067.5093 1067.5135 -3.88 0 26 0.0027 l K.ETAESYLGAK.V
bl e” x1szHd¢zwHf ¢dwe3vhE & " déskD x s ®mKabD
SLerHq ~’G sLlr] Z-1X [mHG
Unformatted sequence string
G n s T EYzYHwEpIHNAER DenG xufKIVM {lm
e Z Y s mH G
Sort by KaDx e @ zeHG g 3 x ! ' mhbhewos
Show Hd¢zuvHf ¢dxdeKaDs sthl y 3IAd¢zy x f WEV™ 4
s th! x © Z 6 H G
Query - Query G dWbsagr ) Hf ¢d X sr §sARity G
Start -End ‘bl e” ser! vhE @& G
Observed EV” KaDége v kxnizG
M r(expt) EV™ KabDx x4 stuHf¢dx ©
Mr(calc) x 9 st yHf ¢dx G
Delta : Mr(expt) Mr(calc) G
M : Missed cleavage ©
Score :Mascot lon s score3 XMS2EW~ n nxHd¢!1 ™ & gzeHG
Expect cquery s st 33" v a x4 G
Rank :d"bgva x Hf ¢dnHd¢l ™ e fu 3FHFf ¢ nxHd¢l "
e X mxoeomxfueyxe z6&HG
U cUHRY" wegr | ¢ ! 3 x2z] DKW st ] ¢ rUnique Hf ¢ dm
X} 8 > z6 HG
Peptide EdDzu Hf ¢d G u xv hE ayrpt ) 5L e HG
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é 0 _:.__-_ ________________ LT [ o
P S —--tegame---e- ;:__if___!____
2 . " =" . = .
L =2 e E E E e e e e e e e e gl === A ==
Ll . . L
e »
-4 1 T T T . T T T T T 1
500 1000 1200 1400 1600 1500
RMS error pm Mass (Da)

HWAT m st o)™ k&zns se” xHACLI ™ x o 7 kane® S !
z d¥b xHf¢d m w© mrGAest] ] v yrble’ mrx kge
M vl miekh”"b¥"m zwu [ (peptide tol.) x e mxfeyxpvyxeM -
| Len]b 6 H G

1D HSPT72Z_ YEAST Reviewsd; 6359 AR.

AC  P10592; DEVXYD;

DT  01-JUL-1S89, integrated into UniProtKB/Swiss-Prot.

DT 23-JAaN-2007, sequence version 3.

DT 05-FEB-2025, entry version 242.

DE RecName: Full=Heat shock protein SS2Z;

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

08 Saccharomyces cerevisiae {(strain ATCC 204508 / s8288c) (Baker's yeast).

oc Eukaryota; Fungi; Dikarya; Ascomycota; Saccharomycotina; Saccharomycetes;

oc Saccharomycetales; Saccharomycetaceas; Saccharcocmyces.

ox NCBI_TaxID=55%252;

RN [1]

RF NUCLEQOTIDE SEQUENCE [GENOMIC DNA]J .

RC  STRAIN=ATCC 204508 / S5288c;

R¥ PubMed=2644626; DOI=10.109%3/nar/17.2.805;

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

RT "The SS2A1 and SSA2 genss of the veast Saccharomyces cersvisiae.";

% 1T szble X B st oew SeszdWbgvg z| 3
gAnl y WMASCOT m nt | ) x3 SLEHG
7-4. Peptide View
Summary 3 x|  z Protein view ~ m Query xXeéveWK|l] e” Kd” wln3
MS/MS d %" bn &k~ hl DEVW” xHd ¢~ rrpeM mbl Peptide View X

L L & H" G
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