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PEAKS 12 TOHERIRIBELITOESD T,

OS : Windows 10/11 (64bit)
B/|\&RK
< 16 threads, 32GB RAM
B HESABRR
< Desktop 51t>X
® 30+ threads processors, 72GB+ RAM, compatible GPU
< Workstation 31/t>X
® 60+ threads Processor, 128GB RAM. compatible GPU
B BSI #HHEEE T 2IRERIRIR
< Intel Core i7-i9/Xeon or AMD Ryzen 7/9/threadripper processors, 40
threads or more, 96-128GB RAM, compatible GPU

X DeepNovo Z3E1T9%55. 64GB U EDZEEXENE, 8GB LU LDEFERAXEUZEFD NVIDIA
CUDA compute capability > 8 GPU iU > =HEIDLED,

XDIA 7T-AN-Z&ZR%ZITIIHE. 64GB MU ENZEEAEE, 8GB U LDOFRAAEUERD NVDIA
CUDA compute capability > 5 GPU #&2&UV > z2HE1HULET,

%GPU (& CUDA \—>3> 12.3 KIBRICEFHI 2MENDHDET
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® BN-3>7 0319 beDEBRECONT

PEAKS12 Tl 11/11.5 TERLEI O II MITDOFIFEDADHFITH', PEAKS12 TiE
MEhisEER BN ICERRENRVEYD, FilEEZESORITEREFLEIIRSEIHEHE
NRBETY,

Fk. 10.5 MEON-Ja>TERENETOI T b ERENERS, B(ENTEE A,
PEAKS 12 A7YJ7JL—R#. 10.5 BEION—-YavzkigFIBEhEWAR. BITAISIC
AYAM=IUTLEE W,

|B/X—=>3> PEAKS OZHIBEAREENSIHE(L FU PC T PEAKS12 £|B/N-23> PEAKS
OWAZERIBIENBIRETT

V11/11.5 T/ERENT Enzyme/PTM/Database O1—H—5&EI7/IIEEEITIB5ECDL)
Tl&. TPEAKS12 7y T —RFIEE | #TETZE0,
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@ What’s New PEAKS 12

AN—=23>0 PEAKS Studio (&. DDA & DIA Zli/A##T&3 all-in-one YJhI17Y)1—
230 T BREAAH-NB0D Raw T—HLBEIA— Y MYIR— NN A —-Z1—-’IIRBTSvh
J#—ALTY, PEAKS 12 Tld. Targeted JOFAIVIRT-9J0—., B FEIOEY - LOYR-b
(CLBRTFR—LtREDs#RML, DIA #RF BEHR7 I IV LAOKIERENE. Graph Z1—3)L3Y
RD—H(CE DK 2 B&FED de novo =73 7 )V IUX LB AINEUR.

[FEYHR]

@ FAtIRIMTOTEREER Thread/Core #h 7y TanE Lk

@ DIAJ-/J0-heEEnFzL

® DeepNovo 7—770-HeiESN., E(C FDR #FEHEENBEASNFELZ
@ DeepNovo Peptidome 9—-4/J0-hHeiEanZ Lz

® Label-Free EEt§aENIEINF LI

Mass Spectrometry Data

A4

Data Analysis

DDA DIA

De novo sequencing Library search
PEAKS DB search Direct DB search

PEAKS PTM Combined LB+DB
PEAKS Glycan De novo sequencing

SPIDER DeepNovo Peptidome
DeepNovo Peptidome

A4

Quality Control

Result Exporting

IRR=ZJLIBET, sFRRIEEEECRBNMTUET
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© FLEYAI1TDHEREER Thread /Core BH Py EhFLE

Desktop 512> A/ U Workstation 1>, Thread/Core #h'7yIUEUIZ,

> Desktop 51122 : 24 threads, up to and across 24 cores (16—24)

> Workstation 31/t X : 48 threads, up to and across 48 cores (32—48)

MARSTEABIRN I —Y -0 (&, PEAKS12 (L7923 EEIMICETETIEER Core #_EBRNT7YS
LEY,

@ DIA D-%J0-hiEIhFLE

PEAKS12 Tl(&. DIA 9—=970—(cLXDOHERENNNZSNEL, 7ITVZAGLDIEETRE DS
VSRR I BLOTHEEEINTHD. Protein/Peptide DRIERVTEEN 10%ZEEINT 2L
WERFCTEET,

DeepNovo Peptidome 7—4J0—
DeepNovo Peptidome J—-J0—-TH DIA T—ADERTHRIBE(CRDFELI,

‘ Analysis Wizard
Project Creation ‘Workflow Selection

@ Create New Workflow O Select Your Workflow

® Identification

!
o Quantification
O DeepNovo Peptidome

[ < Back ][ Spectral Library
‘Q AT EBFEDIHE. LFQ FRE TEIMNIEETT,
-Peptide Search #&R(CHVT. FDR #HEEHEENBAEINELI,

© 2024 Infocom Corporation All rights reserved
:nhf\m
n ..\0/0..\" i

o740 LKXESH



PRM/Hybrid DIA 9—-92J0-0D&A
Acquisition 335U T, PRM & Hybrid-DIA BhENlEn., 2NENEAOI-IJ0-HMEASNF
Uz,

Enzyme Instrument Fragment  Acquisition
Trypsin - Orbitrap (Orbi-Crbi) = HCD - hyb -
wmil DDA
(Fa)
PRM

hybrid-DIA

-PRM ZEIRUIBE AT OD-/J0-HeIHET T,

PEAKS PRM

- QAT BSOS OHFIRANEIEETT,

- E1TIBBR(CE. FFIIC DIA T—40D LFQ T2 EMU. €2 TER U Transition UZ Y
WETY, Transition UANZ. DIAFT—40D LFQ #&5R—Proteins #J% B, A LD Export
MF>%IUvSIL. TRPM Transition List TSV IZETUTEEW,

Start Page e DIA Lib+LFQ x
Protein View Filter R 4659 protein groups, total 20992 proteins accession contains - m No result @

E Accession Gene  Cluster Top Significance Coverage(%) #Peptides = #Unique PTM
E 1 ABRF-1|ABRF2016-1 46 true 20000 T NUWNUAIL DY 1O TN ] 54493 48 5 @bl ©®
@« 2 ABRF-3|ABRF2016-3 470 true 20000 [TIH TT T Wezo3% 9 9 [ |
3 ABRF-4|ABRF2016-4 1487 true 0000 (NN ]4.08% 6 6
4 ABRF-2|ABRF2016-2 2002 true 1228 [ WM 190s% z z
» 5 (013033-2STRN3_HUMAN 2096 true 1597 [ WL J1ezen 5 4
_E > 6 Q13573)SNW1_HUMAN 2449 true T port Protein Table o
l » 7 OCo070JAIP_HUMAN 1768 true 100
. 060343-3[TBCD4_HUMAN 2322 true a4 [ Protencsy
» 9 QU2809/PLODT_HUMAN 801 true 93| support Peptide CSV
b 10 Q09161|NCBP1_HUMAN 522 true o PRM Transition List TSV
" » 11 014561ACPM_HUMAN 1321 true B8 ] MRM Transition List TSV
3 12 QEY3CE|PPILI_HUMAN 1747 true &3 ) -
;‘% b 13 QBN3U4-2[STAGZ HUMAN 1307 e - Saveinto: | C¥Users¥ind0700¥Deskiop¥ 11_Demo Project - DIAY
S — !
>sp|ABRF-1|ABRF2016-1 ABRF-1 OS=Escherichia coli GN=ABRF-1 PE=1 5v=1 b <,
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- PRM Quantification 27y Tld. Calibration 4)L—7¢ Quantification JJ)L—T2ZNE
NEINYT, Base YOI EIETEL. IRFED Transition UAMEEUAHF T,

Help

‘ Analysis Wizard

Project Creation ‘Workflow Selection PRM Quantification

Sample Group

Select All Unselect All Calibration Groups Concentration Unit: ~ ppm - Remave All ¥

Group Concentration

u(alibrah[m group 1 10
% (~]

> 1005_FullMS_amel_10000_R1

P (allbrah[m group 2 1.0

> 1005 FullM5_amel_20000 R1
sl (allbrah[m group 3 10

> 1005 FullMS_amel_5000 R1a
Quantification Groups

= BRI

) (<) () () () (]

Group Color

Gmup1 -

> 1005_FullMS_amol_10000_R2

- - -
otk

o
e > 1005 _FullM$_amel_10000_R3

‘ﬂ& Gmup 2 H |~

> 1005_FullMS_amel_20000_R2

L NN

» L > 1005_FullMS_amol_20000_R3

Gruups &

> 1005_FullMS_amol_5000_R2

)09 () (<) (x) 0 (1) (<) ()

> 1005_FullM5_amel_5000_R3

Precursor mass: | 10.0 ppm ~ Fragmention: | 0.02 Da

Base Sample:  1005_FullMS_amol_10000_R2 ~

Transition list: Browse View lons

Pepticle Feature Filters Avg, Area = 2.0 LoD, Use Top 3 fragment ions for quantification. ko

(o ) ) ) !

~

fEATFER(Z. Summary - Peptides @ 2 AN T TR BENHEFET.
Summary 97
BEO LFQ f#HEIAR. HeatMap {° Volcano J0Y M'FRRENET,

1005 _FullMS_amol 10000 R2 (%)
1005_FullMS_amol_10000_R3
1005 _FullMS_amol|_20000_R2
1005_FullMS_amol_20000_R3
1005 _FullMS_amol 5000_R2
1005_FullMS_amel_5000_R3

log2(; ratla‘

IGDFGLATEK
L\‘WG\AVGVGK
LV\."‘J’G\ADG\-'G
LVWVEAGGVG
IGDFGLATVE

— 0k
— D0k

Sk
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Summary

Peptides

Peptides 57

EIEUENVCIN @ Analysis 1 %

1-50f5 =

Formula

1 LVWWGAVGVGK
2 IGDFGLATVK
3 LVWWGADGYGK
4 IGDFGLATEK
5 LVWGAGGYGK

Peptide Details
Sample
1005_FullMS_smol_10000_R2
1005_FullMS_smol_10000_R3
1005_FullMS_amel_20000_R2
1005_FullMS_amal_20000_R3
1005_FullMS_amol_5000_R2
1005_FullMS_amol_5000_R3

Area
4.87E7
5.16E7
118E8
117E8
2.68E7
2.62E7

Significance
4586
44.66
4259
42.01

3602

Amount
9.06E3
9.57E3
21364
21164
5.21E3
5IE3

-]

seq contains

1005_FullMS_amal_10000_R3 Precur...

A

4430 4510 4530 4550 4570

RT

M+1 O M+2

1005_FullMS_amol_10000_R3 Fragm...

m/z | z | SampleProfile | GroupProfle  10kAmount 20k Amount SkAmount MaxRatio = RT Compound
w0320 > [ D = 2.12E4 51563 228 4539 KRAS G12V
swrses 2 [N 0E0 2.37E4 0ED 6400 5207 BRAFWT
sorz031 2 [N 97463 21364 58163 219 3880 KRAS.G12D
szs7e0 2 [N 9.62E3 2.21E4 23263 414 4685 IGDFGLATVK
arzz004 o NS IS 9453 2.23E4 49E3 236 3774 KRAS WT
Ratie R:1  Calibration Curve 1005_FullMS_amol_10000_R2 Precur...
1 5.62E6 5626
106 46966 46366
235 10,000, > =
233 g s £ s
000 g H
057 o o
E3 I
056 50,000, o6 o
80,000, a0 a0
w50 w0 4570 4600 70
o0 RT
s OM OM:10M2 oM
$ coom,
z
1005_FullMS_amol_10000_R2 Fragm...
50,000,
8768 a76es
00 2385 7365
z 2
5 4a7es § 4895
£ £
v I
= 2,445 = 2.48E5
3883 2883
450 w0 4530 a0 & 4180 4500
RT
0 5000 10,000 5000 20,000
Amount (amol) Ob2 Oy4 Oy7 ob2

4520 4540 4560 4580 4600

RT

¥4 Oy7

Sample/Group Profile > Ratio 2E(CHNZ T, Calibration Curve REBFRIRENE
9, ¥z, E=ENE Area &£ Amount REFHRRMENTFEEERZR3EHEEKET,

ZDI—-I70-T(&. BRIDEZFZEE T FwAAALR Transition UANIEFNTHL
%. Compound-Formula-m/z-ChargeRT-Window (U TETELTWET , U
T (& Transition YA MDBITT,

PN Transition lons

X

Compound Formula Adduct m/z Charge RT Time (min)  Window (min)
|KRA57WT LVWVVGAGGVGK 4782004 2 3774 40
KRAS_G12D IVVWGADGVGK 507.3031 2 388 40
KRAS_G12V LVWVVGAVGVGK 4002230 2 45309 40
ERAF_WT IGDFGLATVE 5107898 2 5207 40
IGDFGLATVK IGDFGLATEK 5257769 2 4685 40

Close
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-Hybrid-DIA &&RUIHS & T OT—-/70-HElRE T,

® @ PEAKS Hybrid Quantification
o

- ZNIE DIA LU PRM Ol A Z ST —FI71)VEU IBRUENEEDEEXVYRTT,

- B0 2 27y DIA DB & LFQ ZFU\z DIA Quantification 9—270—(CATHI. 3
FHH®D PRM 27y 3FTIRO PRM J—-970-X7vF(AUATWE T, DIA DB RU LFQ X5
Tl DIA MS2 2:v>OHMEDIN, PRM Z7YT Tl PRM ZFv>DH%FENET,

- QAT EBIFEOHOHFIFANEIEETT,

- EITIBR(CE. BAIIC DIA 7—490 LFQ Mz EREL. €ZTYERUIZ Transition UZ MY
WETY, Transition UZ M. DIAT—40 LFQ #58R—Proteins #J%BE. A& LD Export
AF>%9 I, TRPM Transition List TSV 1&2EITU TS,

Start Page e DIA Lib+LFQ x
Protein View Filter m 4659 protein groups, total 20992 proteins accession contains - E Mo result @

E‘ Accession Gene Cluster Top Significance Coverage(%) #Peptides = #Unique PTM
E 1 ABRF-1|ABRF2016-1 46 true 20000 [ NUDNTTTOT TN TON TN T 54.45% 48 s [©@oo 0
o 2 ABRF-3|ABRF2016-3 470 true 20000 [TIH TT T Wezo3% 9 9 |
3 ABRF-4|ABRF2016-4 1487 true 20000 [N ]408% 6 6
4 ABRF-2|ABRF2016-2 2002 true 12z2e [ WM ]19.05% 2 2
5 Q13033-2/STRN3_HUMAN 2096 true mser [ WL Jna2e% 5 4
E b6 (13573|SNWI_HUMAN 2445 true 18 Eeport Protein Table H
Il * 7 C00170JAIP_HUMAN 1768 true 0
. 060343-3[TBCD4_HUMAN 2322 true og [ ] Protencsv
» 9 Q02805|PLODI_HUMAN 801 true o3| support Pepride CSV
b 10 Q091e1|NCEPT_HUMAN 522 true o3 PRM Transition List TSV
. 11 014561]ACPM_HUMAN 1321 true & () MRM Trensition List TSV
-S 12 Q9Y3CE|PPILT_HUMAN 1747 true a3 _ -
[’% . 13 QBN3U4-2/STAGZ HUMAN 1307 true . Saveinto: | C¥Users¥uyn00700¥Desktop¥11_Demo Project - DIAY

+ sp|ABRF-1/ABRF2016-1 ABRF-1 OS <Fscherichia cali GNoABRF-1 PEZ1 SV_1 T

- DB Search 27vJ (. DIA @ DB Search ¢[E#k(C. Target 7—9"—X (FASTA) %5
DIARFRINGA—FZRTELE T,

- Quantification Z7vIT(&, I —TIE#HZISEL. RT Range RETEEMATCHER/TA
—HEZRELET. (EHEO LFQ TORELRERTY)

- PRM Quantification 27vJ (&, PRM J—=97J0-¢ATWEIH, Calibration JIL—T5%E
(FARET. Quantification J)L—J%ZI8ELE T . Transition UZAM> Base Sample BEH
BENMBETY,
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10

‘ Project Wizard
Workflow Selection DB Search PRM Quantification

Target Options

Labelling Method:  SILAC-2plex (R10,K8) - Concentration: | 3 ppm -
Transition list: Fisharec\PEAKS Studio Test Share\Data Files\Hybrid DI&VPhosphalprm_single_heavy-full

Sample Group

Select All Unselect All Quantification Groups Remove All

Group Color
Group 1 m - (x)
> 10ug_01 @
> 10ug_02 @
> 10ug_03 @
> 10ug_04 @
L Group 2 m - (%)

o > 20ug 01

- > 20ug 02 %
AL > 20ug 03 (%)
> 20ug 04 (%)

Base Sample:  10ug 01 -

o ) )

- FEMTHEERELTIE DB Search+Hybrid-LFQ-Hybrid-PRM 0 3 #E8ENMERRSNE T,
DB Search. Hybrid-LFQ O#&R(&. cNFTO DIA {ERDOR S EEERTT,

- Hybrid-PRM #&ER(&. Summary-Peptides O 2 FE3EDSYT TRZITENEFRET.
Summary 57
CZT(E. HeatMap ° Volcano JOv k., Box JOYM'FRRENET,

"HEatMap
N Figure 2. The volcano plot for peptides. @
- n om oz = o om o=
5 & =z 2 5 2 &z 2
e S 2
= 2 = : = = = =
° i -] - -] T G k=]
E E £ E £ E E E 35 -
& 2 &2 & £ & :F = 20ug { 10ug !
£ 85 £ 5 £ 5 5 g !
2 & £ 2 & 5 = 3 30 '
@ o = o = o = = |
2 & =2 &2 £ & & =] wim "
e ——————— laga{ratic) o = n
10 “,5'20 !
=
u M
E 5 =
& -
00 & l
10 . .
- -
o
5 L L]
4.0 E .
— 10 L O s e B R -
- 20ug /64 132 1416 178 14 Y2z 1 2 4 8 16 32 64
Fold Change
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Summary

Peptides

11

Figure 3. The Boxplot for Peptide log2ratio vs base sample.

08
L5
0
03
o 02
=
]
& o1
o
o
£ 0
-01
02
03
04
g
‘2
g
&
Groups

Peptides 47

Sample/Group Profile 2 Ratio REICHIZ T, Area REEFRRENFT,

1-T20f72 = seq contains

Peptide View Filter B

Formula Significance . m/z  z  SampleProfile  GroupProfile | 10ugArca 20ugArea MaxRatio  RT
1 TSS(+79.97)FAEPGGGGGGGGGGP.. uw e : [NEE 43166 170 3000 TIi4
2 EAASS(~79.97)PAGEPLR(") 680 o272 2 [ D :qc 6.89E5 180 3000 T15
3 ASSDGEGTM(+15.99)SRPAS(+79.9.. 2623 e3rss [N D 19165 122 3000 T8
4 HVS(+79.97)ISYDIPPTPGNTYQIPR(") 0 ez : [ D s 2085 124 3000 T34
5 RDS(+79.97)SDDWEPDGQITVGOR[) 2361 19072 2 NN D s 2365 110 3000 TI5
6  YC(+57.02)RPESQEHPEADPGSAAP.. 1964 es13721 : (NN D ;s S01ES 134 3000 Ti24
7 AAVSHWQQQSYLDSGIHSGATTTAP. 19.14 e o [ D 1.82E5 116 3000 TI
8 KFELLPTPPLS(+79.97)PSRR(") 1856 coeesoc 2 [N NNEDDH D s 2795 114 3000 T39

Peptide Details

Sample Area | RawArea H 1Qug_0-05pmolMix_01 Precurs.. 10ug_0-05pmolMix_01 Heavy P...

10ug_0-05pmolMi 01 28666 28685 10 scer sse7 15087
10ug_0-05pmolMix 02 264E6  2.25E6 9

10ug_0-05pmolMix 03  244E6  2.62E6 14 267 13267 13267
10ug_0-05pmolMi 04 2286 20886 1

20ug 0-05pmolMix 01 482E6  454E6 15| = = =
20ug 0-05pmoMix 02 43266 3546 87 § °F° £ e ﬂ g o
0ug 0-05pmolMi 03 38466 37ES 87 U o \ g
20ug_0-05pmolMix 04 427E6 266 es = =

121 5 5. 1210 1850 188
RT RT
oM M+1 O M+2 oM M+1 O M+2 oM

10ug_0-05pmolMix_02 Precurs...

Compound

10ug_0-05pmolMix_02 Heavy P...

EE=

XIC Intensity

M+1 OM+2 oM M+1 O M+2

10ug_0-05pmolMix_01 Fragme... 10ug_0-05pmelMix_01 Heavy F.. 10ug_0-05pmolMix_02 Fragme... 10ug_0-05pmolMix_02 Heavy F...

asses asses s9sts
a3 sazes s3z
2 2 =y
£ ssses £ sssee ‘
g g o
= = =
ses e w0

Oy26[2+] Oy10  Oyl5[24] Oy26[2+] Oy10  Oy15[2+] O y26[2+]

¥10 Oy15[2+]

00956

Oy262+] Oy10 O y15[2+]

Peptide Details (C[d. EEENARTF ROFHANFRENET . ERIORICIFIER LS
NJz light are. light area. heavy area NIB(CERRENE T, Ratio (£ Base Y> T
(CHHUTETESNIZAETY .. cOF—T)LIE. Precursor profile & Fragment ion XIC
HE(CfEDN S Feature ZiERI 21> MO—JILEL THEDNE T,
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12

® DeepNovo 9—270—-h'eESN, BEIC FDR HEMENMEATNELE
J—770—-2IRICHEVT. BAHE(C DeepNovo T—770-HFRENZL5(CRD. Compatible
GPU MM&&iaNTL\3 PC TlE. IFDOLS(C De novo/DeepNovo DELSEEIRT BN E]EE
([CRDFEURE., (Compatible GPU hH&&EicnTLVRL PC Mi5& (. DeepNovo T—7J0—(345
LA7IREN, BRI BEFTEEEA)

~. A, De Novo
© o Exre
PR DeepNove
© i ERET

DeepNovo #ER %R 3(Chich. CNFTDH DeeoNovo Score (ALC) (CHIXT. fzlCFDR
(False discovery rate) HEMIENEL.

Figure 1. False discovery rate (FDR)) curve. X axis 1s the number of DeepNovo candidates being kept. Y axis 1s the
corresponding FDR. @

6.0%
MS Run @ OTOT_MecExploris480_Hela_lug_R07.raw

sp% | Mumber of DeepNovo Candidates: 56378

FDR: 1.2%
a0%

FDR

3.0%

2.0%

1.0%

0.0%
Q 2,000 16,000 24,000 32,000 40,000 43,000 56,000 54,000 72000 77.200

MNumber of DeepNove Candidates

-FDR curve (&. DeepNovo 7—470—-0 Report A7vI(CHULT FDR HHEIRENTEIBECD
HBEZNT. decoy REEETEMBENEN FDR HMHEEEINE T,

Report Filter

DeepNovo Filter

(®) FOR (3 10 (O score (%) =

BB Summary 7D EEBOIAINA—TEEIBENTIEETT,

. O DeepMNovo Score = @ FDR (%)} 1.0 -
=

-DeepNovo Peptidome J—-70—(C$H1F% DeepNovo FERI(C(E FDR curve (FFRRenFt
hoo
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13

iz, &0 GraphNovo 7L IVX A& TrE{bENZ#ULY DeepNovo Tl 5 1 ERfE TR
W2z R, 56 2 ERPETOmES T2 I2ET. TFIADMASDRIBICLZFAITIS
—ZERRL . KIBICRREN S ERRMEMECS ZiRE I 2 e N aIRE(CRDE LU,

XEER

Mitigating the missing-fragmentation problem in de novo peptide sequencing
with a two-stage graph-based deep learning model

Nature Machine Intelligence 5 (2023) 1250. Mao et al.

XEEMIE T aeR—D7rIEL(LEW
https://www.bioinfor.com/peaks-deepnovo/

@ DeepNovo Peptidome 7—7J0-hEEhFUE

PEAKS12 T(&. DeepNovo Peptidome 9—%7J0—I(C. Quantification (LFQ) ##E& QC #
gENEBINENZELU, BEIC. Proteomics & Genomics D Gap Zi2H3HD Gene support
HEBEY®. non-canonical LJ7L > ABR—MrEMBIIENEUT,

LC—MS\MS DeepNovo .
FASTA generation

2 A 1% Round DB Canonical
: f N L. | - 1°*! Round DB Non-Canonical ‘

= s h ‘ SPIDER Canonical

SPIDER Non-Canonical

Result DB Canonical Peptides EDR Control
DB Non-Canonical Peptides
‘é___.>': _ LFQ &Qc _ Homolog Peptides

DeepNovo Peptides

XQ ATZAUHMBENZE(F. LFQ FTIZHERER Ao
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https://www.bioinfor.com/peaks-deepnovo/

14

PEAKS11/11.5 TOD-/J0-

DeepNovo Peptidome

-
.::' -
® |/
Data Deep Novo
Table 2. Statistics of filtered results.

PEAKS DB Peptides DB Peptides 19112
Database search (Canonical fasta) Homolog Peptides 154

MS Raw Data “ DeepNovo Peptides 700
bl P FDR (Peptide-Spectrum Matches) 0.8%

DeepNovo search : FDR (Peptide Sequences) 1.0%
DeepNovo Peptides _10LgP Cutoff (Peptides) 8.96
PEAKS12 T@D--J0—
. DeepNovo Peptidome
I.':. .
® i Peptide
Table 2. Statistics of filtered results.
Validation DB Peptides 20793
Non-Canonical Homolog Peptides 16
DeepNovo Peptides 3808
ﬂ Deep Novo Peptides Validated by Non-cancnical Database 455
Canonical DB search PEAKS DB Peptides FDR (Peptide-Spectrum Matches) 0.6%
1% round (Canonical fasta) FDR (Peptide Sequences) 10%

DeepNovo -10LgP Cutoff (Peptide-Spectrum Matches) 124

— .| =
DeepNovo search

ﬁ DB Canonical Peptides 20798

DB Non-Canonical Peptides 990
Non-Canonical Homolog Peptides 18
DB search DeepNovo Peptides 3474
2" round FDR (Peptide-Spectrum Matches) 0.6%
FDR (Peptide Sequences) 1.0%

~10LgP Cutoff (Peptide-Spectrum Matches) 124

Peptide Search [CEALT

1. Gene HiR— M&EE

PEAKS12 T(&. Peptidome DDA 7—%7J0-® Peptide Search
(CHBVT., BIENRECTFT-IINEHRETSIET. Proteomics &
Genomics DF vy I #IBHDLIREINF LR,

Genome [EiR%HERI ATV IU T OENTY,

© 2024 Infocom Corporation All rights reserved
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IRZBIIRD FASTA 7—AIN-XETREF(C gene 1BIREEENMNETT
- Configuration B T7 —AN-ZEFROER. TRBROLIIC gene [EERKRU Gene site
ZIREHIT2HOI—IVNBIIENEURZ. Gene [BIRZFRRSEBHICEINT I TREZLT
=AW
- v11/11.5 BRETEEEDT —IN—-AT(E. Gene [BHRMISEINTVEFRADT, BERTEL
Update Z3EHEL TZEL,

‘ Configuration

£* General Database List
of Enzyme Sprot_20230111
Crap

= T 2 Contaminant

~¢ Modifications Sprot_20240110
[y, TMT/TRAQ Q Method
|, SILAC Q Method
— Database Detail
o Database
FASTA format database:  UniProtkB (Swiss-Prot, TEEMBL, ..) -
£= Taxonomy Basic Options
P Database name:  Sprot_20240110
Spectral Libra
s v Database path: C\DE\SprotiSprot_20240110Wwniprot_sprot fasta
E Glycan Database Advanced Options
Rule to parse accession/id from FASTA title:
£Z: Workflow ~=((dr)(spU))208+)

Rule to parse description from title:
MS+Hs+ )5

Rule to parse gene from title:
[2aaGNMcls

Rule to parse gene site from title:

(?==gene_site\=)["\s]+

571282 sequences

- Gene BIREETEED Database #{#>T Peptidome Search 23179 3¢, F&R(C(E
Gene [BIRNEFN. FTl2IC Gene YTHMERENET

%v11/11.5 TETEED Peptidome Search (& Gene [BIRISENFEADT, BESTEL T
FZ&L,

X Gene [BIRZFREULT —IN-Z(WHL T, BED DB 18Rz EhMUIIZED Gene DM &
Proteins #J(CRRENF T,

© 2024 Infocom Corporation All rights reserved
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-Gene Y TEGFIBIRNMER TEFY,
6949 Canonical Genes, total 7903 Genes

z Gene Gene Site Coverage (%) #Peptides  # DeepNovo Tags # Proteins PTM
E ¥ 766 CAPN3 chrl5: 42350498 - 42412949 3.60 7 2 5 o
(3 MNC_315045-REF|CAPN3-REF chr15: 42350498 - 42412949 1.24 3 0 1 o
NC_72551-REFICAPN3-REF chrl5: 42359408 - 42412949 101 1 0 1
767 CAPNT <hr3: 15206152 - 15252016 A1 1 1 1

Support Peptides DeepNovo Tags

Coverage

0

CAPN3 Canonical Proteins: 5 Non-Canonical Proteins: 2 Search Sequence
° DB Peptides | N |
] DeepNovo Tags
a 0 29 109 890
)
[
¥ Canonical
B20807 | CANS_HUMAN o= e o o o o e o MPTVISASVAPRTAAEPRSPGPVPHPAQSKATEAGGGNPS 40
P20807-2|CAN3_HOMAN === == == === —mmmmmmmmmm———mmmm— e MPTVISASVAPRTAAEPRSPGPVPHPAQSKATEAGGGNPS 40
ﬁ P20807-3|CANI_HOMA ====s====—====s—===— === m————e=m— = === MPTVISASVAPRTAAEPRSPGPVPHPAQSKATEAGGGNPS 40
E F20807-4 | CANS_HUMAN == m mm m o mm m m mm m m om cmm m m cm m m m m m m m m m mm m  m m m  m  m  m m m m m m m 0
% P20B07=5| CANI_HUMAN == o o o e e o o 0
= 29 109
¥ Non-Canonical
315045-REF|CAPNI-BEF = o o o e o e e o e B RS OHEAR RS L TOS~ =~ === == ——mm e 17
72551-ReF|caPN3-REF SHSLAALIRKVRNSNNSGTESSR-—--—————————=— === e m e mm i mmmm— 52
29 108

v Peptide

109

Gene 77((3. B ENIGER T &Y TILHBD Coverage. TDELFICETNZF/I\IE
ZHEER I DENHRET . COBEBE(CED. RTFROBEEXTFET S Genome T—HEDS— AL
ARIBGENBB(CRDET,

B _EERIC(FT —INR—ATEZRSN TS Gene &LEMOEY —LA_LED Gene Site B'RReEN
ig-o

Gene View Filter 6949 Canonical Genes, total 7903 Genes

Gene Gene Site Coverage (%) # Peptides # DeepNovo Tags # Proteins PTM
765 JCAPNZ chrl: 223701593 - 223776018 4.00 3 2 2
766 JCAPN3 chrl5: 42359493 - 42412849 3.60 7 2 5 o
NC_315045-REF|CAPN3-REF chrl5: 42359493 - 42412849 124 B 0 1 o]
NC_72551-REF|CAPN3-REF chr15: 42359408 - 42412949 101 1 0 1
767 JCAPNT chr3: 15206152 - 15252916 m 1 1 1
768 JCAPNST chr19: 35139953 - 36150353 336 2 2 1

© 2024 Infocom Corporation All rights reserved
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2. CAA(%)EEEIBIROIENN
Peptide (XU T. {EFEM4E%ZF v 9% Confident Amino Acid percentage (CAA %) H'$h
FZ(GEpNENE LIz, Chid. DeepNovo DFERICXT I 2EFEE 2RI DIch(fENNE T,

(ALC ZT7[ATVET) PEAKS (& MSMS ANV ZJEEZTEER I DA ARV 2FIvIET . B
AW, BVZJBEICIE % ion intensity 5 Z5MN (this is percent of ion intensity
compared to base/highest peak in the given MSMS spectrum) . R7ZAD 2 DDA A>
DI5EVANEIDZETENE T,

TNICED. IEEINBHEZ B 258 EZFF DT I AT =AM AV (CEOTHR-hENTVBRT
FRIRIMVAROTZ)BED% % M TE . RTF RECFIAREEOESREENE _ EUET,

BT oBInizE. % ion intensities (&, Z£H5 5,20,36,15,4,4,6,5,5,5 (%) TI.

Peind- -10LgP | Mass Length ppm m/z
L1 B
o Confident Amino Acid Threshold (%)
BEHESNDEER. 2% (MRDERTEMSEENDDEHRENET) TI. bL. B7Z/EE
WD 2%FMEZBZZ2—HDA A TERINTUVBIHEE. %CAA [FZDFINLSC 100%ERDF
ER

3. Non-Canonical 7 —4—2iRZ=HEBEDIBNN
Peptide Search /{SX—5EXEDER. Non-Canonical 7—AN—ZE&KTEMNL I7L > AEL TRIBEIC
2D, Validation U<(E 2nd-round #&ZRZITITENERDLSCHRDELUZ.

Database

Target Database:  Human_withCDSvalidated - | MNew | Taxonomy: | all species |Se:_.-"-.-":--\.-,-|

Mon Canonical Database:  non_can_circRNA_val - | Meaw | Taxonomy: | all species | Set/\View |

O Validation Only @ Second Round Search

-

I

-

Contaminant Database:  p/a - Peptide Length: | 7

-

ZHEM R Canonical reference T —AN—XTXREKINNEREBRAKRDPE BN EH 2 F 1V
FBRENTIEEICRDET,

LFQ fRtrigsEbEMEhFELE
Q AT =HBIFEDIZE. Peptidome T—-I70-RTINII)—EEEEMTHRIBECRDEUI,

XEHE T sER—-D7IELEW
https://www.bioinfor.com/deepnovo-peptidome/
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® Label-Free FEEE##EDESNFUE
PEAKS12 Tl LFQ fAFICHWVT, LKDONDFTHEREMEINENE LT,

1. Feature Based LFQ

Feature R—ZDT7 A A MESATI 3> NENMEN. /e, Feature T (CHWLT With
Identification/Without Identification M5 ® feature vector ZHEER T DEN R B LIICH
DELIZ.

Identification-based Feature-based
1. Feature detection 1. Feature detection
2. Feature identification association 2. Retention time (RT) alignment and feature matching

w

Retention time (RT) alignment and feature matching Relative abundance calculation

Relative abundance calculation Significance assessment

v ok ow
A

Significance assessment Feature identification association

-Feature-based Eft/57%E
LFQ fB#1/\S XA TEDFR, ID Directed Feature Alignment A7 3>hhEHlcNEL,

Match Between Run

ID Directed Feature Alignment

- . — L -_— .
Mass Error Tolerance: | 10 - pRm v Retention Time Shift Tolerance(min): Auto Detect

Frvir ANzEE (FIA4)N) — Identified-based (EIEINI Feature DHHEZ=1L)
FIvoEN UGS — Feature-based (REIFED Feature H&oIzEZ1L)
TETENEITEINET,

-Feature-based EMEDETIERT. REIN Feature DHZRLWVGE

LFQ #55R(CHUL\T Feature #JICFEEIL. BIE _L(C3H3[Feature View Filter I TI/LAUSIH
BJEETY, "With identification”[CFIv/%Z AN L. BESNI Feature DHEUA NV
JRIENAIRETT,

PN Feature View Filter b4

With Identification

Significance = 0 -

Fold change = 1 -

© 2024 Infocom Corporation All rights reserved
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2. PCA (FER535311) @ Score JOv DB
LFQ #&8R M Summary 71BN T, Group B -Sample BICERM DD (PCA) @ Score
Oy MIFRRENDLSICRDELT.

Figure 5. PCA Plot (a) By Group (b) By Sample

(@ (®)

Principal Component 2 (44.06%)
Principal Component 2 (44.06%)

-2 -1 0 1 -2 -1 o 1
Principal Component 1(55.94%) Principal Component 1 (55.94%)

® Group1 @ Group 2 Group 3 ® Group1 @ Group 2 Group 3

3. 39 —TUUEofERICHIEU Volcano Oy hDiiiE
Summary 97 T(&. @®Max Ratio & Base group. @1 Group & Base Group O 2 &AM
Volcano 70y M'FRRENZLIICBDEUL,

F/z. Proteins #71CHWV\T Volcano JO0Y B3, Group Z#EIRI2AT>a hEMSNFEUR,
Group ZHIDE X IBE (&, #D Update Plot R9>%IUwIF32ET, TOYMEFIENET,

Group2 = [ Group1 - |U|::Ia'.eF‘|ot|
&D
]
70
.
- .
&0 .
s
- . .
8 50 i .
c L
m L]
i} »
&= 40 ]
= L] .
o =
n
30 - s -
.
™ L L
20 -
S ——— R R —
10
o
i/ed /32 118 178 174 w2 1 2 4 8 16 32 64
Fold Change
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4. Coefficient of Variation EMiEN

Summary 771, Coefficient of Variation RIphEMIENELZ (Figure 6) . CNid Protein
CV (coefficient of variation) &A>/\UBOE=ITOYRNUERITY , COTOYNME. £TOT)L—
TRED 2 DOY Y TIHEENBIHBEICERREN. Protein JIVIETEICLHOTEFHEINET,

Figure 6. Protein CV. All Protein covariance values.

Number of Proteins

Median Protein CV 3.74 %

1983

1512

1290

1007

250

mmmmmmm

M T R SRCECRR

https://www.bioinfor.com/quantification/

©® TOfthFRttEE

T—AN-F TV IHkRE

Configuration M7 —AN—-ZFETEDR. &N 30,000 A LDFINDE. FEZHR ID #3150
AONDE, BB I\ ERHIFRT DHae B IIEN U,

Database path Ry D#&E(ICHS Validate RI>=IUWILTTFEL,
T=AR=ZAFIYICBVT, WITNHDIS—-HROHoiZEEE. validated.fasta ELVST7A
IWHSRTZICAER SN E T

BRIV ORFA
FEAEDEHRZ SGV LR TIVAR- NI B3AT>a> heniEnELz.

RIQ Box JOvhmiENN

TMT/iTRAQ EEEFMHEERD Summary 471 RIO Box JOvMMBIIENFUR. &Fv>
RILOFEED Box JTOyMFRRU. B TIVEID53 B SR Z R PRI T RDICKIEET .
UIRTEBRIRTE DR TF REZE U csv TUAM— MikhE

T —AN-2IRZEHER D Protein AT (CHBWTHER%Z Export 3388, Support Peptide CSV
7299 3E. TIMEBMIBIEORTF RE csv URNIIINZLSCEZEEINE U,
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® Fragment 1 A% EDINE
Project YERXMDFR. Fragment 1 A>i#iRE%IC NONE hNENNIENELIZ. U MNICERTEN R
WAL TDIHZEISERUTTF L,

Sample Enzyme Instrument Fragment  Acquisition
&: Sample 1 Trypsin o Orbkitrap (Orbi-Orbi) - HCD - DDA -
= Add data files_.. cD
+ Add sample.. HCD
ETD
ML
paD
IRMPD
ETHCD
EAD
MOMNE

® MSFragger AR ML T3V HR-K
Spectral Library O¥ti5IA—Xvy N MSFragger (FragPipe libraries : .tsc) HhENNE
nFUI,

o J\wFBJZyIa AT e
(FEAEDT—IIO-(CHNT, Report ZREDBR(C Perform Batch submission A72a>h
BAlENFEUEZ. 9-770-ANE Sample (U TREBIODEEITIDEN KD LT
ROFET, iz, BED Export AT 3> mBHIEN., YRINT T 5L ENENDFEROETO
CSV 7L I HIIZR—- b eNE T,

BHEBEDFEMICDEEL TIFZREE User-Guide ZZELZE0N,

BEIVEDEE :
A2 TADLKEREE AT T7H—-ERER SATBAIRIIN~-T
TEL : 03-6866-3860 X—JL : support-science@infocom.co.jp
T107-0052 HRFEEXIRR 9-7-2 2YRYTI> -4 —ZAN 10F
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