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“»Software installation
“*Opening a spectrum file
“»Labeling a spectrum

¢+ Saving pictures



Software installation

“*pLabel is written by C++.

“*Microsoft Visual C++ environment is required.

“*pLabel runs on windows operating systems.

» Latest setup file download link:


http://pfind.ict.ac.cn/software/pLabel/index.html

Installation completed

“*Click “pLabel.exe” to run pLabel.

System (C:) » Program Files (x86) » pFind » plLabel » bin

HE ~ Fl= E=iEE FrEids

=5 ’ X EE s Forh
| aaini 2010/4/1 17:38 EETE 2 KB
Completing the pLabel Setup %] AniGIF.0cx 1998/12/5 718  ActiveX 55t 168 KB
Wizard B aniGIF2ic 2010/7/8 15:55 License 1 KB
£ | enzyme.ini 2010/4/1 17:38 EERE 1 KB
Click the "Finish” button to exit the Setup Wizard, & Maﬂ[jgnﬂg,exe 20104441 17:38 REETERE 112 KB
%] MFC71.dII 2003/3/19 13:2 MAEFT B 1,036 KB
%] mfc110.dll 2013/6/9 19:53 AR E 4,318 KB
2 | modification.ini 2016/7/25 17:30 EETE 153 KB
< | modify.ini 2013/11/29 14:36 EEEE 145 KB
%] msvepT7l.dll 2003/3/19 12:14 MAERFTE 488 KB
|%| msvcpl10.dll 201271146 2:20 MAEFT B 523 KB
= |%| msver7Ldll 200372721 20:42 RMAERTE 340 KB
%] msveri10.dll 2012/11/6 2:20 MAEFT B 855 KB
£ | NLini 20104441 17:38 EERE 1KB
Bl plabelexe 2017/12/22 10:53  ReFIERE 2,496 KB
[ regsvrad.exe 2008/6/9 7:00 REFHTER 14 KB
|%| ResultParser.dll 2010/4/17 14:47 EAEETE 80 KB
£ | scheme.ini 2012/8/20 21:15 EE=zE 1KB
£ | sumauini 2017/12/19 20:32 ES=EE 1 KB
2 | xlink.ini 2017/12/22 11:20 EEES 2 KB
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Opening a spectrum file

% Clicking “Load MS/MS File” In
File menu.

“» pLabel 2.4 supports DTA file |
(.dta), MS2 file (ms2), Mascot

Load DTAs

Generic Format (.mgf).

Save Spectrum as. .
Save All Spectra as..

. . 1 VSEMLSTLIGAAYIER. dta
2 C_04_8352_DHAtoProR 0z. d

*» To avoid a huge number of DTA 2 C 0435 Ik orofevers . s

fl|€S CI'Cklng Load DTAS Would 4 stdS_trypsin_denowo_fO0O0TEY. 2931, 2931 2. dta
y

Exit

be a better choice.



pLabel file format

> pLabel file (.plabel) is our own file format for labeling
spectra with amino acid sequences given by search engines,
which is generated by pBuild.

“ A sample pLabel file may begin like this:

[FilePath]

File Path=G:%testdata\data\nz-090721-etd-ltg-repl-01.ms2
[Hodification]

1=0xidation M

2=Carbamidomethyl C

[Total]

total=5204

[Fpectruml]
name=Nz-020721-ETD-LT2-REP1-01.13.13.2.DTA
pepl=0 EDEAFCE 0,32

[Fpectrums]



Graphic user interface

] pLabel 2.4 - MS/MS Labeling System CA\Users\dell\Desktop\pLabel_TestInputFILEL plabe
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_abeling a spectrum

> Setting Parameters-1:

Main Info | lon Type Select | lon Mass | lon Miz Deviation | Statistics|

Marmal/Cross-Link,

Dizplay
SEQ KWPOMSTPTLWEWSH - Match T High
i TOL 20 ppm v atch Type Iighest =
Precursor Info CID/ETD Show Infa ©) Norml

- 16993389 @ 0D Shom Pak Macs ) wLink Thresholdiz] 1.0 Peak Width Update

. b
Charge 3 (JVETD Show MNeutral Loss #L-Reagent SURMO 2% Monoisotopic = | Decimals 1 hd
teazurement
[GEE: S
s 0. Possible link AR iati
Devistion[Da]  -0.004152 Show &4, Sequence bH+ Deviation ’ Immnarium lons l ’ Resel l

Type

2 ¢ 9

SEQ: Peptide sequence, only characters ‘A’- ‘Z’, a’- ‘z’, ‘-’ are allowed.

Precursor Info: Precursor charge, precursor mass(MH+) and precursor mass
deviation are listed here, they can not be edited.

CID/ETD: Activation type.

Display: Spectrum number, AA Sequence and other information.



_abeling a spectrum

> Setting Parameters-2:

Main Info | lon Type Select | lon Mass | lon MiZ Deviation | Statistics

Dizplay Marmal/Crozs-Link,
SEQ KWPOMSTPTLWEWSH ) 0L 20 — Match Type

Frecursar Infa CID/ETD Show Infa ©) Norml
FH+ 16399379569 @ CID Show Paak Mass ) Lk Threshald(%] 1.0 Peak width Update

] M
Charge K] (ETD Show Neutral Loss HL-Reagent SUMO M:;Ssu[ement Decimals

Maszs PR

Deviation(Ds)  -0.004152 [¥] Show A4, Sequence FPossible ink AB MH-+ Deviation ’ o lores l ’ Fiaset

Type

Normal/Cross-Link:

Normal EfLfefofi [r

b1 B2 B3 bd bBS
T
KJ,IQQGECGENHLK oK
Cross-link
Mono KJ,AJ,YJ,CIN j Ok
B1 B2 B3 bd b3
Loop vk TTB1 P K[R[ER

1 bE e b0




_abeling a spectrum

> Setting Parameters-3:

Main Info | lon Type Select | lon Mass | lon MiZ Deviation | Statistics |
Dizplay Marmal/Crozs-Link,
SEQ KWPOWSTPTLVEVSH - Match T High
i TOL 20 ppm v atch Type Iighest =
Precursor Info CIDETD Show Infi © Normal
- 16993389 @ 0D Shom Pak Macs ) wLink Threshaldiz] 1.0 Peak Width Update
) M

Charge K] (DETD [V Show Neutral Loss HL-Reagent SUMO M:;Ssu[ement Decimals

Maszs L

Deviation(Ds)  -0.004152 [¥] Show A4, Sequence Possible link AB MH-+ Deviation ’ o lores l ’ Fiaset l

Type

TOL.: The peaks within which will be taken into account. Click the button on the
right to change between Da/ppm mode.

Threshold: Peaks under this threshold will not be matched.
Mass Measurement: mono/average.
Match Type: In the highest mode, the most intensive peak in the tolerance

window of a theoretical peak is selected as a matched peak. While in the nearest
mode, the peak which is nearest to the theoretical peak is selected.
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_abeling a spectrum

“* Choosing Modifications:
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_abeling a spectrum

“* Choosing fragment ion types:

“»» pLabel will use the specified ion types to label peaks in the
spectrum display area.

| Main Info | lon Type Select | lon Mass | lon M/Z Deviation | Statistics |
a-H20 a-MNH3 b b-H2O b-NH3 ¢ c-H2O0 c-NH3 x #-H2O0 x-NH3I vy y-H2O y-NH3 =z z-H20 z-NH3

= O (] (] [ [ (] (] ] (] (] (] ]
=[O (] (] (] (] [ [ (] (] ] (] [ [ (] (] ]
s [ (] ] ] ] ] O O (] ] ] ] ] O O (] ] ]
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_abeling a spectrum

“ Adding new neutral lost:
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Viewing deviations

“» All matched peaks’ deviations:

| Main Info | lon Type Select | lon Mass | lon WZ Deviation | Statistics |

+20

M o
ppm 0

T T T =

I i
=20

+» Get all 1on deviations:

| Main Info | lon Type Select | lon Mass | lon Wiz Deviation | Statistics |

Generate Statistical File

File M arne C:\Program Filez [x26]\pFindpLabelbinhstatistic. bt :] Precurzor TOL

Statistical Functions

lon Typeleg: "b"] Charge |Al - [ EDuntNum] [ Irnrnaniunn Mum ]
Tolerance File C:“Program Files [#85\pFindspLabelbint T olerance. bt C]
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Saving Pictures

\ / 7
ion) MOD) N1y (0BT 0N REOUT;
OK
Savi Path: cncp2012.2310.2810.2.dta (o]
aving one spectrum o Lo
(71 Custom
Mew Experiment
Load MS/MS File Width: 1916 pisel
Load DTAs Height: 547 pixel
Load plLabel File
Save Spectrum as...
Save All Spectra as...
Exit Pleaze input directon to zave your pictures!
C:%Program Files [#36)spFindplLabefbintPictures :]
S&Vl ng al I SpeCt ra Pleaze zelect picture typel
brp - [7] &5 cument zoom size
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**Thank you for using pLabel.

“*If you have any questions, please contact

16 BIFind Studio
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