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»Creasy, D. M. and Cottrell, J. S., Error tolerant searching of uninterpreted
tandem mass spectrometry data, Proteomics 2 1426-1434 (2002)
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Query Observed Mr(expt) Mr(calc)  Delta Miss Score Expect Rank Unique FPeptide
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| 222 681.8205 2042.4397 2042.8164 -0.3767 O (62) 1
| © R.MGTEDFEYEDDYSQGGTR.L + Acetyl (N-term)€ [+15.9949 at P6

Possible Assignments:

HEOXLHS, B8 7/ BOBROTHERE  |oneees o) (oas.00m,

Pro-»Leu (P) [+16.0313]

10 1.7e402 2 K. LOPEIPLAMDRFPYVALSK.T + Oxidation (M)

711.5744 2131.7013 2132.1340 -0.4327

{MATR]X HRBBHREELIT— YHUYIRFIIVR (2)
SCIENCE. ©2010 Matrix Science K. K.




2) RAFEEEZDI OB
}&3E Decoy Search

MASCOTDRIEREEZRIIT S

{MATRIX HRBBERAB®EELIT— YUY IZPIIVR (2)
SCIENCE. ©2010 Matrix Science K. K.

Molecular & Cellular Proteomics

http://www.mcponline.org/misc/ParisReport_Final.shtml

3 PUBLICATION GUIDELINES FOR THE ANALYSIS AND DOCUMENTATION OF PEPTIDE AND PROTEIN IDENTIFICATION - Microso... [= (B[]
",l

Ele Edt  Wew Faworites  Tools  Help

Gﬁack - e - \ﬂ @ ;‘J /7\‘Search ‘iﬂ:(Favnntes e 13- :1 % M powemarks Bl A %6

ackiress €] hetpeijw.meponiine. orgjmic ParisReport_Final sherl v B
E

Proteomics S
=

John Cottrell Change Fa:

ASE S51G
UESTBO

PUBLICATION GUIDELINES FOR THE ANALYSIS AND DOCUMENTATION OF PEPTIDE AND PROTEIN IDENTIFICATIONS

For large scale experiments, provide the results of
any additional statictical analyses that indicate or
establish a measure of identification certainty, or
allow a determination of false-positive rate, e.g.,
the results of randomized database searches or
other computational approaches.
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EUENEVEWERN 2) False Positive

@ True Positive
@False Negati

The MS/MS spectrum comes from

a peptide sequence in the DB
False Discovery Rate True False
=FP / (FP + TP)
True True Ealse
True Positive Rate Search reports positive positive
=TP / (TP + FN) amatch to the
correct sequence False Trie
False Positive Rate False negative negative
=FP / (FP + TN)
zfé}lg’;%f;}%}g ﬂ%!ﬂmﬁ?ﬁ;ti?—s YEUYIRBLIVR (2) 1
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FDR 5t&13)4

Sprot Decov False discovery rate

Pephde matches above identity threshold 3290 8 0.24 %
Peptide matches above hemology or identity threshold 6037 224 3N %
B FEEEEBZDANRT ~U 3290
(FP+TP)
B RNERBRDIC, BEABZ TNDIART IV DHBIRHN
(FEDFP)
B CIZoOREIDT —IN—=[CxFLT
BRRETV. BEEEEBZTAND L 8

- CO¥FZ FP EUTEEICRA

FDR: 8. 3290 = 024%

Elias, J. E., et al., Comparative evaluation of mass spectrometry platforms used in
large-scale proteomics investigations, Nature Methods 2 667-675 (2005).
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Spectral Counting
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emPAIl (Exponentially Modified Protein
Abundance Index)

SETVE

emPAL = 1 QFesmmaic |

B Noeres P11 ISINTERTF RO

score/D*homology threshold M E CAZ—DORBNRTF RTHDCE.
ERNBIRSEHRE LU TE OK  [EXEMASCOTTE LIL—)U]

B Nosenae IBSRBVCERRSNIZR T F F DO

CIZRNTTF REBBEEICERBRE  [MASCOT : RBRIEHEE]
- mass range IR [MASCOT : Server CODFIBRMDFH]

- retention time IR [MASCOT : {8 L70)]

- length HIBR [MASCOT :Server TODHIBRMDFH]

Ishihama., Y.. et al., Exponentially modified protein abundance index (emPAl) for estimation of absolute protein amount
in proteomics by the number of sequenced peptides per protein, Molecular & Cellular Proteomics 4 1265-1272 (2005)

{MATR]X HRBBHREELIT— YHUYIRFIIVR (2) 16
SCIENCE. ©2010 Matrix Science K. K.



http://dx.doi.org/10.1074/mcp.M500061-MCP200
http://dx.doi.org/10.1074/mcp.M500061-MCP200
http://dx.doi.org/10.1074/mcp.M500061-MCP200
http://dx.doi.org/10.1074/mcp.M500061-MCP200
http://dx.doi.org/10.1074/mcp.M500061-MCP200

emPAl 5!

t/cg|/master_results_2.pi7flle~20100820%2F77001332.dat# D:py

: Goe <o o T2, 2, B S oo
i BRCAD | 3 ) Matrix Science - Home ) B TREEES | H7... ) AOneS#RTTa—IL
@ RAFT-8 (Masoot Search Results) - - R=SE)y 2-TF(S)v Y-MQ) - @~
[ Fiter | Significance threshold p<  0.05 Max. number of families AUTO  [help] 7
Ions score or expect cut-off 0
| proteins (17) || Quantitation (21) || unassianed (1051 §link to
Quantitation overview (21 proteins)
Score Mass Matches Sequences emPAIl
1.1 PPB1 HUMAN 430 58259 17 (11) 16 (10) 0.92 Alkaline phosphatase, placental type OS=Homo sapiens GN=ALPP...
1.2 PPBN_HUMAN 298 57626 12 (9) 12 (9) 0.72 Alkaline phosphatase, placental-like OS=Homo sapiens GN=ALPPL..
1.3 PPB] HUMAN 68 57119 2(2) 2(2) 0.13 Intestinal-type alkaline phosphatase OS=Homo sapiens GN=ALPL..
2 TRY1 BOVIN 355 26453 8(7) 5(5) 1.17 Cationic trypsin 0S=Bos taurus PE=1 SV=3
3.1 K2C1 HUMAN 228 66170 11 (9) 10 (8) 0.60 Keratin, type 1I cytoskeletal 1 OS=Homo sapiens GN=KRT1 PE=1...
3.2 K22E HUMAN 104 65678 4(4) 4(4) 0.23 Keratin, type I cytoskeletal 2 epidermal OS=Homo sapiens GN=K..
4.1 YES HUMAN 224 61276 14 (9) 13 (8) 0.66 Proto-oncogene tyrosine-protein kinase Yes 0S=Homo sapiens G.
4.2 LYN HUMAN 66 58993 4(2) a2 0.12 Tyrosine-protein kinase Lyn OS=Homo sapiens GN=LYN PE=1 SV=
S AIP2 H N 197 61115 10 (8) 10 (8) 0.57 pes inhibitor d protein 2 OS=...
6 RPN2 HUMAN 96 69355 2(2) 2(2) 0.11 ¥ -protein o
7 K1C9 HUMAN 87 62255 5 (4) 5(4) 0.25 Keratin, type I cytoskeletal 9 OS=Homo sapiens GN=KRT9 PE=1..
8 KPYM_HUMAN 85 58470 3(3) 3(3) 0.19 Pyruvate kinase isozymes M1/M2 OS=Homo sapiens GN=PKM2 PE...
9 BASI BOVIN 83 22333 3(3) 3(3) 0.58 8asigin (Fragment) 0S=Bos taurus GN=8SG PE=2 S
10 CBPM_HUMAN 74 50938 3(2) 3(2) 0.15 Carboxypeptidase M OS=Homo sapiens GN=CPM PE=1 SV=2
11 GTR1 _BOVIN 69 54439 1(1) 1(1) 0.07 Solute carrier family 2, facilitated glucose transporter member 1...
12 HUMAN 69 57189 3(2) 3(2) 0.13 pe inhibitor protein 2-like...
13 K2C5 HUMAN 57 62568 1(1) 1(1) 0.06 Keratin, type II cytoskeletal 5 OS=Homo sapiens GN=KRTS PE: o
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= 5 Mass: 50436  Score: 515  Matches: 15(4)
vitellogenin-3 precursor (Vitellogenin IIT) (Yolk protein
Check to include this hit in error tolerant search or arcl
Quantitation: Ratio weighted N  SD(geo)
115/114 1.748 10 1.145 L
116/114  2.241 10 1.561 o . . . L " ' . . . 3
117/114 3.202 11 2.090 114 116 118 120 122 124
Query Observed Mr (expt) Mr (calc) Delta Miss Score Expect Rank Unique 115/114 116/114 117/114 Peptide
v 534.7767 1067.5388 1067.5491 0.0103 0 38 1 u 1.983 15.573 15.477 K.EQDGFGK.R
| € 625.8919 1249.7692 1249.7638 0.0055 ] 36 1 u 2.131 2.176 3.464 R.LIQAYVQK.Y
@ 114 661.8789 1321.7432 1321.7597 -0.0165 0 34 1 U 1.913 1.518 2. K. YNLQQLQK . N l
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7l 789.7163 2366.1271 2365.1495 0.9776 o (10) 81 1 u R.GDADFVDAIHTSTFAMGTPIR.C -
R-SHBEFENFLR Q O-7 A2 M54y b | RRE-K: S fa v H1o% -
MATRIX HREBBHREE LI~ Yy IAPIIVR (2) 19
SCIENCE. ©2010 Matrix Science K. K.
$ \\
> i ~
{MATRIX FREWWUEEEITF— YRUYIRYIIVR (2) 2
SCIENCE. ©2010 Matrix Science K. K. 0

10



de novo Sequencing
B iSEEX )y~
- MS/MS (DProduct lon ¥ X ZXRD )L EFIF
F—HIN—2ABBRERINTF ROV I BEHERTE

- MS,MS/MS [CRNT. T—IR=UERTER\T—4
([CX1 T BIE—DEIREE

- D EIIDHDRETERELVE
** Sequence Tagl& %
* FoSUEEMERR
- BRASNEBROBEE R EN T +D, - —BHRD
HWENBE Y —ILENDTIB DT HEY
B VE5EERG

- Mascot Distiller [Search Toolbox]

MATRIX) TRABREIB®ELIT— YHUvIZPrIVZR (2) 21
SCIENCE. ©2010 Matrix Science K.K

de novo Sequencing

B Sequence Tag

MS/MS DProduct lon 2R ~)LEFIB L TULBHN
MIS EIFEZZ P TJO—F

> NTFROEE B | B0, BoRINEREULLZZNT FL
LEOME (m/z ik, BiF D3 DOIERZERA

B
1890.2 tag(1004.1, LSADTG, 1548.5)

- TRAICEINZFBET D] (LTS TLSADTG] H'iE
MNCHFEETDERDDITD) BDIC. 'JRDONDDFE.
BOAHCIFENTIBIR [CTRD

MATRIX HREBHREE €I~ YHUYIIAHFIIVR (2) 22
SCIENCE. ©2010 Matrix Science K. K.

11



de novo Sequencing
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