TIQAM-Viewer tutorial

'8 Import MM Data L X 1. Double Click short cut of TIQAM-

Create Project Viewe r.

Creake a new project

2. File >> Import

Projeck Name: | ClassDemo | *

| *

Description: | SEM |

Select “A new project”
Organism: | Streptococcus Pyogene | *

User Name: | isbh | *

Click “Next”

3. Fill out the Create Project wizard as
shown in the left figure

4. Click “Next”

< Back “ et =

5. Fill out the Experiment wizard as
H Import MRM Data shown in the left figure

Experiment

Create a new experiment

Experiment Name: | SRM-Runt | *

L Import MRM Data |z|@|rg|

Select Files

Description: | SRM run | *

Select the data files to import

() aukamatically select files from directory

. Ed
Directory: | |

(%) Manually select files

Transition File{s): | Ci\Documents and Settingsimbrusni | * [Browse... ] [Clear ]

Select mzxML file(s): | C:\Documents and Settingsimbrusni | * ’Browse... ] [Clear ]

Select pepkML filels): | Ci\Documents and Settingsimbrusni | [Browse... ] [Clear ]

[ < Back ” et = ] How do you want to match pepiML search hits?

() Peptides orly

(*) Proteins and peptides

6. Click “Manually select files” and

select the following files located in
the “My Document/TIQAM- T I

Mi-Youn Brusniak (mbrusniak@systemsbiology.org) Page 1



ClassDemoData” : Transition File (StreptococcusPyogene.csv), mzXML
(0223House4.mzXML, 0223House5.mzXML), pepXML
(StreptococcusPyogene_pep.xml). Select Peptides only before click “Next” .

7. When it’s imported, it will show the

Summary

summary dataset shown in the right Irport sumary

flgu re Project: ClassDemo

Experiment: SRM-Runl
Murnber of prokeins: 20

8. Click “refresh” button to show your Humber of peptides: 150

. . . Nanier of WEp: 2785
imported project and experiment. umber of M52 Scores: 105

Murnber of MRMs: 196

Timne ko load: 47,168 seconds

9. Select “all proteins” in Queries
section and you will have the screen
shown below

[ Finish H Cancel

BEE]

File Tools window Help

e s &85 & | 3 wRm |

} Project/Experiment(s) Prateins: Peptides: Transitions: 5 MRM Peptide Praperties 8
= [aiF Stee | = (] =09.524, 381.177 | Peptide properties

~ Queries G3P_STRP1 | BUQGAVEER 09,624, 452.215

@ dll proteins GREA_STRP1 | GELAPIEDAK
KEPF_STRP1 | GUSVEAEVGTIGGEEDGIIGK

(O walidated peptides MNP_288626,1 | IDVFGEANK

| WEAEAEYDGK

Protein: ALF_STRP1

64,233, 539.247 Peptide: ATVSAEK

O unvalidated peptides immﬁzsqwsr\mk Modifications: ICPL-N_light::::2::ICPL_ligh

» Sub-Queries MRM Score:
M52 Score:
Peptide Validation: [unknonn >
Reterkion Time: 23.013 | [5
Peptide Comment: i

[ MRM Trace ~ B Transtion Comment:

1 Transitions
130000 —| r
oo 2 ofs precmiz | 2 frag | mfz cE
110000 —| 309,824 ¥2  3BLITT 16,301
100000 —| 309.624 y3 45225 16301
90000 — 464.233 539,247 25,926
80000 —| 309,824 v 530247 16.301
70000 — 464.233 VS 638.315 25,926 1

60000 — 464,233 Ve 751399 25.92¢
50000 —

[SENETR T
%

Inkensity (cps)

Time {mind

51 MRM Triggered M52 =8

&750000 —|
5000000 —|
5250000 —|

g 4500000

2 3750000 —|

§ 3nnoon

& zzs0000 —
1500000 —

!l\ 750000 —| 4 l”‘_‘ “‘I ljl hi.‘u. " ‘lL L - I | ‘ et ll ‘ T PageZ

320 360 400 +40 480 520 560 600 640 680 720 750 800 840

CEfiond Mvrions Tvt+ions W Q3 (£=23.013 min, Q1=464.23, Z1=2, flag=y4, mj2=539.247)




10. Exercise.

Go through the transitions and you can decide the level of validation
whether the transition sets for a given peptide validate the peptide
identification.

For example, the peptide AVQGAVEER of ALF_STRP1 Protein generates
strong peptide (shown below figure). You can annotate this as strong
category in Peptide Validation.

Which three transitions would you like to use for quantifying AVQGAVEER
peptide? Please find your top three candidates from transitions table and
write.

You may go through more peptides and proteins to see how you would like
to annotate peptide validation and select best transitions.
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Fle Tools Window Help

&

~ Project/Experiment(s)

Project;

~ Queries
@ all proteins

© validated peptices
© unvalidated peptides

» Sub-Queries

[ MRM Trace

Proteins:

Peptides Transitions:

AIVSAEK 355176, 433.205
i 395,178, 532.273

GELAPIEDAK

GYSVEAEVGTIGGEEDGIIGK

ik 532,263, 60331

NYEANEREVDGK 532,263 660,332

TAEVVK
VIWNTESQIAFSHATR

532.253, 768,39

1100000 —
1000000 —
300000 —

Intensity (cps)

100000 —

[ MRM Triggered M52

20

T
225

Time (min)

3

6750000 —

Mesions v+ iors [retions Q3

s00

500 950

5 MR peptide Properties

Peptide properties

Protein:
Peptide:
Modficatios:

MRM Score:

M52 Score;

Peptide Yalidation:
Retention Time:
Peptide Comment:
Transition Corment:

Transitions

| 2 e |

ALF_STRPL

ANQGAVEER

1CPL-M_light:

0.9661

strang v
G

CH prec mjz
3585178
355,178
532,263
355,178
532,263
532.263

z frag mz

3 y3 43n.208
3 v+ Sz
2 ¥s 60331
3 ¥5 60331
2y 660,332
ERRCE X

18.614
18.614
28.91¢
18,614
28,915
28.91¢
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