mProphet model example
· With training dataset
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	Enabled
	Score Name
	Weight
	Percentage Contribution

	True
	Intensity
	0.6320
	20.7%

	True
	Retention time difference
	-0.0072
	0.9%

	False
	Retention time difference squared
	NA
	NA

	True
	Library intensity dot-product
	3.0777
	9.0%

	True
	Shape (weighted)
	7.0075
	24.2%

	True
	Co-elution (weighted)
	-0.0035
	0.2%

	True
	Co-elution count
	0.6691
	22.3%

	True
	Signal to noise
	0.9415
	22.7%










· [image: ]After importing other raw files and applying the scoring to peak groups in samples






	Enabled
	Score Name
	Weight
	Percentage Contribution

	True
	Intensity
	0.6320
	19.5%

	True
	Retention time difference
	-0.0072
	0.9%

	False
	Retention time difference squared
	NA
	NA

	True
	Library intensity dot-product
	3.0777
	10.9%

	True
	Shape (weighted)
	7.0075
	22.2%

	True
	Co-elution (weighted)
	-0.0035
	0.3%

	True
	Co-elution count
	0.6691
	24.3%

	True
	Signal to noise
	0.9415
	21.9%


[bookmark: _GoBack]
image1.png
o

File  Edit Settings
DEHR & 2@
Targets

Replicates: 8ug

©-% sIQIZ6LICHE0_DEHMT_GroEL
%
34
34
34
34
34
34
@ @, KLEGDEATGVSIVRK 425, 440]
QAZAI4QIZATS_DEHHT_Feha

K SWDWALGEIANKV [121, 132]
RALGIVYLDSQAR L (175, 190]
KGTELISVOCR L [2¢7. 256] (ar
R SGSEIAFTGGLIK Y [272, 284]
K SSEQNAASLLK A 486, £38]
KTDTNTDYSYVNAKQ [515.

K SELEVISSLFSR (631. 642] ar
KGSAGEYPVICTTVRT [842,

@ 9, RLKPFSIGGK T 918, 926] fank
HQ3ZABEQIZABE DEHM1 Toeh
@@, KDVDDLLSAGKA [43, 52] fank
9, KLEIELOGKK [121, 128] ank 2
@ G, RYFGASSVGAK (237, 247) far|
IQIZ7SIEFTU_DEHMI_EFTU

@, KTILTAATRT [25, 3] ank 3)
9, KNSFPGDEIPIVR.V [160. 171] (4
9, KILDSAEPGDAVGLLLRG 270,
IQIZ7TERL7_DEHM1 pL7/L12

& 9, RELTSLGLKE [77, 34 fark 1)
HQAZENIQIZBN3 DEHM1 S Layer
29, KYFGNQWNQTALCK D [25¢, 27
9, KAGIPAPTTASDAYKL [712. 72
@ @, KVAYGTTTGTETTATTLKY [80]

View Tools

KDGVITEESRG

178] farkc

.

cececee
E950:0:0:0:0:0:0,0

%
%
%
%
%

Tx

KGVDTLANTVRV [17, 26] ark 2)
KWGAPTVIDDGVTIAR.D [42. 56] fark
KNIAAGAEPINLK R [104, 115] gark 4

KIETVAELLPALEK | [224, 236] ark 3}
RGNLNILAVK A [266, 274] ark 1)
KAQIEETESAFDR £ [348, 359] ank 51

Help

500ng

20

Predicted
322

|
n 331

(dotp 0.62)
7

O ex| 2

120

100

ledicted
322

131.5
-

O vx| Bug

250
Predicted

322

4bvx

Peak Areas

016)

10 -9835520+ mmmm y9-9125149+
e y5-5843766+ mmmm y4 - 4873239+

mmm y8-8414778+
mm— y3 - 3742308+

SN

oo

i Edit sk Scoring Model

Name:

195_173Transtions

Choose mod:

mProphet <

Trairing
O Use decoys

Use second best peaks

Avalable feature scores:

Train Model

Enabled Score Name.

Intensiy

Retention time dfference

Lirary intensty dot-product
Shape weightec)
Co-eiution (weighted)
Co-eiution count

Sinalto noise

Product mass emor

Retention time dfference squared

Percertage
Cortrbuton

207
3

Weight

06320
20072

50
224
0z

23

Ready

2718

aN/A

Model Scores

Feature Scores P Values  Q Values

Composite Score (Normalized)

=1 Second best peaks
‘Second best peaks normal distribution

== Targets

Ir\m

dotp
067

dotp
0.68

20

15

10

Peak count

ng
Replicate

lides

2ug

8ug

o 50

31082017_195_Bug_Pat1 RAW

Score

Find:

|

oK

Cv Total Aea

806%
921%

Cancel

Q3Z6L3CHED.
5Q3Z6L3CHED.
Q3Z6L3CHED.
Q3Z6L3CHED.
Q3Z6L3CHED.
Q3Z6L3CHED.
QIZAI4QIZA

NAAGAEPINLK
DGVITIEESR
IETVAELLPALEK
GNLNILAVK
AQIEETESAFDR
LEGDEATGVSIVR
SWDWALGEIANK

781590
18696385
2033282
34026977
10169477
5937224

570344

20
715%
9%
2%
1%
se6%
s55%

60 70 80 920

isured Time (500 ng)

Tx

®

Mean Max
Fubm

Range Best A
Retention
Time.

512
523
595
m

559

Cv Max Fuhm

056
062
043
059
07

057
043
052
058

105%
3%
163%
57% 738
a7% 512
B 5
215% 547
>
1/6 prot 3/27 pep 3/27 prec 16/1T3tran





image2.png
o

File Edit View Seftings Tools Help
DEHR %@
Targets

Replicates: 20172605 PIusRNAL2_ March2017 MasterList

&% spIQIZELICHED_DEHMT_GrEL

@ 9, KGUDTLANTVRV [17. 28] fark 2

@ €, KWGAPTVIDDGVTIAR.D [42. 56] ank 6)

@ @, KNIAAGAEPINLK R [104, 115] fark 4)

& @, KDGVITIEESRG (169, 178] fark 7

@, KIETVAELLPALEK | 224, 236] ank 3)

@ @, RGNLNILAVK A [266, 27] fak 1)

& @, KAQIEETESAFDR E [348, 359] fank 5)

@ 9, KLEGDEATGVSIVR K [428, 440] ank &)

QAZAI4QIZATS_DEHHT_Feha
KSWDWALGEIANKV [121, 132] ank 3)

RALGIVYLDSQAR L (173, 150] ank 8)

KGTELISVDCR L [247, 256] fark )

R SGSEIAFTGGLIK Y [272. 284] fak 6)

K SSEQNARSLLICA (488, 498] ark 9)

KTDTNTDYSYVNAIKQ [518, 532] fank 5)

KSELEVISSLFSR.1 631, 642] ank 1)

KGSAGEYPVICTTVR.T [842, 355 (ark 4)

@ 9, RLKPFSIGGK T 918, 926] rank 2)

HQ3ZABEQIZABE DEHM1 Toeh

@9, KDVDDLLSAGKA [43,52] ank 3)

o $1 KLEIELQGKK[121, 128]fark 2

& G, RYFGASSVGAIKI [237, 247] fa 1)

IQIZ7SIEFTU_DEHMI_EFTU

@, KTILTAATRT [25, 3] ank 3)

@, KNSFPGDEIPIVRV [160, 171](ark 2

@ @, KILDSAEPGDAVGLLLRG [270, 265] ank 1)

IQIZ7TERL7_DEHM1 pL7/L12

& 9, RELTSLGLKE [77, 34 fark 1)

HQAZENIQIZBN3 DEHM1 S Layer

@ 9, KYFGNQWNQTALCK D [258, 270] ank 1)

@, KAGIPAPTTASDAYK L [712, 726] fark 2

@ €, KVAYGTTTGTETTATTLKY [B01. 817] ank 3)

.

cececee
E950:0:0:0:0:0:0,0

%
%
%
%
%

Ready

Tx

06122017 M17_March2017 | 30052016 33NA4 Filtered | 05292017 PBOC * 20172605_PIusRNAL2 March2017 4 b = || PeskAress i 23
Vo 7804465+ V7 66138787 V6 57435507 07804465+ mmmm y8-7324250+ mmmm y7-6613679+ mmmm y6-5743550+
V5. 487 3039+ V4388 2550+ V3331 2340+ 00 e y5-487.3230+ mmmm y4 3882554+ memm y3-331.2340+
12 ¢ I
4 Edit Peak Scoring Model X
Nare Model Scores  Feture Scores P Vakes @ Vaues
195_173 Transtions
Composite Score (Normalized)
Choose modet
= = = Second bestpeaks == Targels
ST Second best peaks normal disrbution dotp  dotp  dotp  dotp
Traring o0 028 066 051 038
Use dec =
m i Train Model
Use second best pesks
Avalble festure scores 50 Bx
Enabled Score Name Weign  forertese *  Peptides Refined
ensty os20
Reterion tme difeence oo |osn ©
Reterion tme diference sausred .
Ubray sty dot procuct s |0 .
‘Shape fweighted) 075 |22% = E—
Coston (uegted) oo o 3  —
Co-shtion court osen |243 M
‘Signalto noise 0s15  |219% 2
Prodiuct mass emor =
35 40 45
20
00A)
5%
10 ~
Product Fragr
U e Fogrertlon 2
s |1 v ¥
Tmassez |1 v ¥
o 673.399149 1
4 2 0 2 4 B e 10 : b Y
score 2 Y
wezm |1 v ¥
s |1 » ¥
oK Cancel
esmesz |1 vz ¥
= = spIQ3ZEL3CHED... | WGAPTVIDDGV... |785.914829 2 292 1159.631728 1 bl Y
CE2S2017 PEIC Cor 07} B 77 FROCH] spIQ3Z6LICHED... | WGAPTVIDDGV... | 785.914829 2 292 1058.58405 1 y10 v
.- [IEETEET WA woseTvooay. st 2 o2 wosmm |1 9 Y
spIQ3Z6LICHED... | WGAPTVIDDGV... | 785.914829 2 292 846.431572 1 ¥8 v
spIQ3Z6LICHED... | WGAPTVIDDGV... | 785.914829 2 292 731.404629 1 7 v
spIQ3Z6LICHED... | WGAPTVIDDGV... | 785.914829 2 292 616.377686 1 ¥6 Y
SpIQ3Z6LICHED... | WGAPTVIDDGV... | 785.914829 2 292 460.287808 1 ¥4 v v

3/6 prot 20/27 pep 20/27 prec 122/173 tran

=

>

201PM

107372017




