TASQ 2025

What is new in TASQ 2025



ASQ TASQ 2025A

TASQ 2025 — Features

= User Workflows
= More complex processing workflows, e.g., process, quantify, evaluate results, export
= Check batch and method which steps can be executed successfully
= New tsg-processing workflow implemented

= Library Search continued

= Library Compound Matcher: match tasq method compounds and library compounds store matches in tasgMethod

Improved score calculation — matching aproach instead of binning

Loading raw MS/MS spectra improved

Data provider of library search results available

LIMS export contains library search results

= Support sample sub types
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ASQ TASQ 2025A

TASQ 2025 — Features

= |mproved viewers
= |ist viewer for chromatograms
= Show traces for determination
= Show traces for BPC
= Show pressure traces
= Show UV traces
= List viewer for MS library search results
= Mobilograms viewer
= Support manual integration in Chromatograms / Mobilograms view

= Show and edit flags and review state in all views (table, graph)

Innovation with Integrity | 1 September 2024 | 3



ASQ TASQ 2025A

TASQ 2025: Improvements

= QSee Performance Test finalized as part of the QSee product family
= Analyte tags in statistics table for grouping
= Statistics table sends notification of selected analyte
= Extended options for m/z and 1/K0 calibration
= User can use calibration created by DataAnalysis or MetaboScape (only for tsf and tdf data sets)
= Clear indication if Bruker MS Data Processing server is connected to the station where batch data is located
= Drag & Drop of .tasgMethod files from file explorer into Batch Summary view imports the TASQ method
= Change order of ions in ion table by [ALT] Arrow Up | Down
= |mproved performance for storing of concentrations
= Method editor include 1/K0 and precursor m/z for interference detection

= |mproved SmartFormula View
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ASQ TASQ 2025A
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TASQ 2025: Improvements

= |f qudit trail or user actions rights are active client checks whether Compass Regulatory toolkit license is
activated — otherwise TASQ client does not work — clear indication given if license is required

= Bug fixes and improvements
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ASQ TASQ 2025

TASQ 2025: User Workflows

= When reprocessing a batch perform quantification and evaluate rules automatically

= Perform individual activities optionally B9 pachprocesng N v
Select method for processing Demo Data Quantitation
. Please select a meth:d to procegssyourbatch.
= Perform screening
Applied filter: None x T
= Replay manual integration 50 Meths ==
47 Demo Data Quant 8 - TOF [
- Pe rfo rm | I b ra ry S ea rC h & 4 'pn:nrt in description of method - [
50 Demo Data Quant add name of csv file for import in description of method-legacy calibration 3 ~ TOF E v
= Calculate calibration functions and quantify i — .
[] Perform screeni.ng . [ calculate calil.lration functions and quantify Perform LIMS export
= Apply evaluation rules e e et
= Perform LIMS export
@ < Back Mext > Cancel

= When quantifiying a batch calibration functions will be calculated, quantitative values generated and
evaluation rules applied
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ASQ TASQ 2025
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TASQ 2025: User Worflows

On some occasions a user workflow can't be started again, as the task queue is in a bad state

An option is available to purge the task queues, and the user is able to start the user workflow again

This option will be offered if the state of batch is bad

Single tasks can be canceled in Task Progress view

8, Task Progress C | » = 0
Batch Data Set Station Type W.. Status Started Progress 2
Cerno Data Cuantitation Serum Std Level 4 RB7 01 2547 WSBRED1-HCGBESM3 MuPF automatic pro... RUNNING 2024-08... : 26 /100
Demo Data Quantitation Serum 5td Level 4_RB7T_02_2548 WSBREQT-HCGB3M3 MuPF automatic pro... CQUELED
Demo Data Quantitation Serurn Std Level 4 RB7 03_2545 WSBREOT-HCGEBIM3 MuPF automatic pro... QUELED
Demo Data Quantitation Serum Std Level 5_RB8_01.2550  WSBREO1-HCGBSN3 NuPF automatic pro... QUEUED e
Demo Data Quantitation Serum 5Std Level 5_RB2_02_25351 WSBREQT-HCGB3IM3 MuPF automatic pro... CQUELUED
Demo Data Cuantitation Serurn Std Level 3_RBE_03_2552 WSBREOT-HCGEIM3 MuPF automatic pro... CUELED
Demo Data Quantitation Serum 5Std Level 6_RC1_04 2553 WSBREQT-HCGB3M3 MuPF automatic pro... CQUELED
Demo Data Cuantitation Serum Std Level 6_RC1_06_2554 WSBREDT-HCGESM3 MuPF automatic pro... QUELED
Demo Data Quantitation Serum 5Std Level 6_RC1_07_25335 WSBREQT-HCGB3M3 MuPF automatic pro.., QUEUED
Demo Data Quantitation blank_REG_02_2356 WSBREQT-HCGB3M3 MuPF automatic pro... CQUELED
Demo Data Quantitation Serurn A_RC5_01_2557 WSBREOT-HCGEBIM3 MuPF automatic pro... QUELED
Demo Data Quantitation Serum A_RC3 03 _2338 WSBREQOT-HCGB3M3 MuPF automatic pro... CQUEUED
Demo Data Quantitation blank_RE1_01_25359 WSBREQT-HCGB3IM3 MuPF automatic pro... CQUELUED o
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ASQ TASQ 2025

TASQ 2025: User Workflows

= |n case of reprocessing check which steps can be performed based on batch and method
= |f no concentrations are stored for analytes quantification shall not be performed
= |f no spectral libraries are assigned to the method library search shall not be performed

= All options will be offered if the steps are possible or they will be greyed out
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ASQ TASQ 2025 m
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TASQ 2025: tsq-processing Workflow
= This workflow will be started when
r R creatscanaon
user choose Process Batch or o I
Reprocess Batch from TASQ client ; w
= Screening process J’
= Replay manual integration 1 }
= Library search J |
¥ oo ] Ol
= Calibration functions for quantification & f@, )
calculated :
Xt e
= Quantities calculated Q/ S
T s )
= Calculate evaluation rules [ = )
X -
= LIMS export i f—‘f" }ﬂ ]
. . 7
= Report generation — currently disabled ~
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ASQ TASQ 2025

TASQ 2025 - Library Search

= |Improved peak matching for score calculation
= Matching of compounds during method development and matched pairs stored in tasg method
= Library search results are filtered by looking up the list the matched pairs in the tasqg method

= |f for an analyte and a library no compounds are matched all library search results in that library will be
reported

= |mproved retrieval of MS/MS spectra
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ASQ TASQ 2025

TASQ 2025: Libary Compound Matcher

Store compound pairs — TASQ method compound and spectrum library compound — in method

Use that relation to only check for spectra of the s

Matcher shows all candidates
for TASQ method compound

User selects the correct one
from list, if available

For matching same criteria are
applied as for library search

Multiple library compounds can
be assigned to an method
compound

Do not match automatically

Select method of selected batch

ecified library spectra

TASQ Method Compounds

W | Cysnazine POSITIVE | 1/1
23 Cycloate POSITIVE | 1/1
24 Cycloxydim | POSITIVE | 171
25 Cycloxydim Il (. POSITIVE | 1/1
26 Dicamba POSITIVE | 1/1
27 Difethial POSITIVE | 1/1
28 Dimethoats POSITIVE | 1/1
29 Diphenylamine  POSITIVE | 1/1
30 Disulfiram POSITIVE | 1/1
31 Ditalimfos Mob1 POSITIVE | 1/1
2 Ditalimfos Mob2 | POSITIVE | 1/1

Synonyms

External Link

3-5 Library Search Compound Matcher = g
Compare method:® Versi
| Pesticide_pos TargetScreener HR 2023 - Agilent 240 reduced (timsTOF) v| % ‘ 2 v| a
Compare library:
[ mmhw2017_vs10_bruker V02 v @
Selected Match  Analyte Result Candidates * » Selected Candidate A Id InChlKey Formul M External Link MNam Synenyms
true b3 T T T T T T T T T T
1 Allethrin | POSITIVE | 2/4 / \ | \ | T
2 Allethrin Il POSITIVE | 2/4 / / + + + /
3 Bioallethrin M...  POSITIVE | 2/4 .
: Scsein 1. PGSTVE 24 : Spectra Library Compounds
5 Menalide Peak 1 POSITIVE | 2/4
5 Monalide Peak 2 POSITIVE | 2/4 Property TASC methed compound Library compound
T Demeton-S-m... POSITIVE | 2/2 Name | Sulprofos (Bolstar) ‘ | Sulprofos |
8 POSITIVE | 2/2 Formula [ c1aH1902p53 | [c1zH1902ps3 |
39 iocarb (M... POSITIVE | 1/2
Mas [322.028 | [322028 |
10 ... POSITIVE | 1/2
| InChi Key [ | [ JRHINEIVUNHLKO-UHFFEAOVSA-N |
12 zole POSITIVE | 1/1 Structure
13 Atra POSITIVE | 171
14 Captafol POSITIVE | 171
15 Chlordimeform  POSITIVE | 1/1 ,/\/’ 0
H.C T
16 Chlorfenvinph...  POSITIVE | 1/1 3 / \
17 Chlorfenvinph... POSITIVE | 1/1 /\o cH
18 Climbazole POSITIVE | 1/1 HC ~ R

Detailed Compound Properties

'Ethoxy-(4-
methylsulfanylphenoxy)propylsulfanylthioxophosphorane'

(CAS) - (35400-43-2)

(CAS) - 33400-43-2

a04481d8-43a0-4f38-ab4c-72d60fc 15d24

| [2409441c-b135-4074-29d4-423967a9T 1 bc |

© 2024 Bruker  For Research Use Only. Not for use in clinical diagnostic procedures.
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ASQ TASQ 2025
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TASQ 2025: Library Compound Matcher

Compounds are compared by AnalyteDB Id, InChiKey, Formula, Mass, External Link (CAS, PubChem, ...),
Name, and Synonyms.

Comparison results are shown by + (matched), / neutral, — different

|d, InChiKey, Name, Synonyms, or External Link will give a positive assignment if one of these matches.

If elemental composition differs the library compound will be removed from further comparison

Chlerfenvinphos (E/Z) Peak 1 (Main) POSITIVE 3
| PosImVE E

Chlerfenvinphos (E/Z) Peak 2 (Minor)

Selected Candidate Analyte Id InChlKey Formula Mass External Link Mame Synonyms
T T T T T T T T T
1 Chlorfenvinphos ! / + - +
2 O alpha-Chlorfenvinphos |/ ! + + f
3 O beta-Chlorfenvinphos  / / + -

= To compare analyte names is non trivial. Wrong spelling, trivial names, ...
= caffeine — Koffein — Kofeiini — Cafeina — MIBER — Tein — Guaranin — 1,3,7-Trimethyl-3,7-dihydro-1H-purin-2,6-
dion
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ASQ TASQ 2025

TASQ 2025: Library Search — Matching Analytes

[ Negative Match ]

External
Links

Compoundld InchlKey Formula

Synonyms

[ Positive Match ]

« Compoundld: The match is positive if both AnalyteDB compoundlds are equal.

« InchlKey: If an InchlKey exists on both sides, the match is positive if the keys are the same. Otherwise, the match is negative.

« Formula: If a formulais present on both sides, the match is neutral if they are identical. Otherwise, the match is negative.

« Mass: If amass is present on both sides, the masses must be equal (a threshold is applied) to trigger a positive match. Otherwise, the match is negative.
+ External Links: Check registry numbers like: CAS, KEGG, PubChem, Chemspider if available

« Name: If the names are similar enough (JaroWinklerSimilarity) , a positive match is triggered. Otherwise, it is considered as no match.

« Synonym: If one synonym matches the name, a positive match is triggered.
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ASQ TASQ 2025

TASQ 2025: Library Compound Matcher

= |f gvailable the chemical Property

Mame

structrue will be shown —

Mass
InChl Key

Structure

Synonyms

External Link

TASQO method compound

Library compound

| Sildenafil impurity A

| | sildenafil impurity A

| C23H32N604S

| | cz3H3zne04s

| 488.221

| [ 488221

|
0
Nf
M
O | )‘J
K\N,—f \O;Lu
N k

55cf390a-1ede-4271-b3f7-66a98cff7cbd

| | 59cf2005-1ede-4271-b3f7-66a98cFTcbd

© 2024 Bruker  For Research Use Only. Not for use in clinical diagnostic procedures.
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ASQ TASQ 2025

TASQ 2025: Library Search Results Data Provider Available

ER Detailed Library Search Results }

c =g

Spectrum Type | Polarity
T

positive

Analyte
T

Theobromine

Formula

CrHzN.0:2

Result Analyte

Result Formu ~

T T

Paraxanthine

Thecbromine

CrH:MN.02
CrHzh

3 PASEF positive Thecbromine CH:Ns02 Theobromine CiHsMN.0:2
4 PASEF positive Thechromine CrHaM.0: Theobromine CrH:MNL0:
5 PASEF positive Thecbromine CrH=MNLO: Theobromine CrH:ML0:
6 PASEF positive Thecbromine CrHeMN.02 Thecbromine CrHeM:0:z
7 PASEF positive Thecbromine CrHzN.0: Theobromine CrH:NL0:
8 PASEF positive Thecbromine CrH:MN.02 Theobromine CiH:MN.0:
9 PASEF positive Theobromine CrH:MN.0: Caffeine-M (... | CiH:MN.0:
10 PASEF positive Thechromine CrHaM.0: Theobromine #8 | CrH:MN.0:
1 PASEF positive Thecbromine CrH:N.O- Paraxanthine | C;H:MN.O:
12 PASEF positive Thecbromine CrHeMN.02 Thecbromine CrHeM:0:z
13 PASEF positive Thecbromine CrHzN.0: Theobromine CrH:NL0:
14 | PASEF positive Thecbromine CrH:MN.02 Theobromine CiH:MN.0:
15 | PASEF positive Thecbromine CH:Ns02 D-Fructose CeHiz0s
16 PASEF positive Thechromine CrHaM.0: Theobromine CrH:MNL0:
e - - PR - - EXTETES.
:,.:lH: Butterfly View Q, | alle e g\ = F
] Theohromine 2 *
90 3 CH:N.O: 2
80 - + PASEF (180.0877) (20 V), 0.6111-0.6638 [V*s/cm?], 319.05-334.46 [s] &2
70 1 =
€0 4
50
40 4 > g
30 B o =
20 ] 2 g ' 2 2 £
i = =1 = = o
10 3 2 2 = = |
] t * | f - f ! f T
10 3 3 N =
2 s g 2 2 8
30 J & = A ]
40 =
50
60 1
70 o Library: Urinelibrary (1) -
80 - Theobromine §
90 J CrH:N.0: oo
100 J + 181.0720, 20.00 [eV] =
L B e e SN LA E s e s s s e e e B B e B S B e e e
0 10 20 30 4 50 6 70 8 9 100 10 120 130 140 150 160 170 180m/z

v =

)
b
b
b
b
b
b
b
b
b
b
b
b
b
b
b
b
b
b
b
b
b
b
b
b
b
b
b
b
b
b
b
|

etermination-Library-Results

Ccs
CDR Spectrum ID
Coll. Energy [V]

Coll. Energy Library [eV]

Fit Score
Hybrid Score
Instrurnent
Label

Library COR Spectrum 1D

Library Label
Library Score

Library Score Description
Likrary Scering Function

Likrary Scoring Score
Matching Description
Matching Score
Matching Type

Max Intensity

Mok, Interval
MS5/MS Scare

Crigin Lakel

Polarity

Precursor m/z

Result Analyte

Result Formula

Retention Time Interval [s]

Reverse Fit Score
Review State

Search Precursor m/z
Spectrum Type

Surn Intensity

Used for Scoring

Urine MET_PASEF pos 20CE_2_1_4421 - LibrarySearchResults

Result Analyte Fit Score RFit Score MS/MS Review State Library Score
Score

Paraxanthine 986.28 986.74 98428 NONE +

Theobromine 986.28 986.74 98428 NONE +H

Theobromine 98934 979.48 97948 NONE +

4-Fluoro- 987.06 969.33 963.15 NONE -—

phenylpiperazine ££

Bruker June 30, 2024 82 / 94
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ASQ TASQ 2025

TASQ 2025: Library Search - List Viewer for Library Search Results

= List all spectra for library search

= (et a quick overview on which spectra are
available

el Butterfly View X Ll List Library Search Spectra X Plats:
Caffeine 104 ] Catfeine 5
100 CaHuN.O: 2 tHiaNLO: E
]+ PASEF (195.0879) (20 V), 0.6224-0,6818 [V*s/em?], 302.41-200.01 [5] s 1o | PASEF (1350679 (201, 0.2204-06818 [V's/cn] 3024135801 4 -
0 . 1
1 12 4
a0 1
1 104
z
70 z
g o084
60 06
50 04 -
1 02 g g
404 ] =4
@ +10* ] Library: UrineHMDBLibrary 5
] caffeine =
] JCiHN.C: B
0] 45 {+ 195.0877, 20.00 [eV]
] g 20
104 o s = g 33
] 3 z 3 ]
z 8 = 20 4
] iz E ]
10 © = 2 = 20 4
] = 15
20 4 4 )
1 10 S
304 05 4 2 N
0 +10° | Library: UrineHMDBLibrary £
1 D-Pinitol =
02 1 cH.0. -
50 1+ 195.0262, 20,00 (2]
08 4
& 07
] 06 -|
70 1
] 05 |
80 04 4
] 03 2
04 s g g 5
Library: UrineHMDBLibrary B 024 o = 2 =
Tatteine g j €2 8 2 g5 28212 ¢ s 852 esz Ex
100 | CaHhalNaO: = o1 ZE 8 28 £ & &5 228 & 2,23 £E82 g8
+ 195.0877, 20.00 [eV] ! == =] £z = 2|8 =8 g 5l 28 €%
T T T T T T T T T T T T T T T T 1 s e T Tt *“f[ U T 0
0 0 20 30 4 50 60 70 8 9% 100 110 120 40 150 160 170 180 190 m/z 4 e B e T T T e e e L o T
544 gl 8 0 95 100 W5 10 115 120 125 130 135 10 5 150 155 160 165 m/z
PP Detailed Library Search Results X c=a
Spectrum Type  Polarity Analyte Formula Result Analyte  Result Formula  Formula Differ.. Search Precurs.. Precursorm/z  Precursor Devi..  Coll. Energyli.. CCS MS/MS Score | Fit Score Reverse Fit Score _ Instrument Library Label
T T T T

2

positive | Caffeine

195.0883

195.0862

UrineHMDELIb.
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ASQ TASQ 2025

TASQ 2025: Support Sample Sub Types

User can define new sample sub types, e.g., for QC pooled QC

Editor available in administration preferences

Assign sample sub type in Batch Summary view, Batch Navigator, Batch Setup wizard
Additional column in results views

Batch statistics view discerns the sub type as well

In statistics table the sub type can be used for grouping and calculation of sample sub type specific statistics

TASQ RealTimeQC supports sample sub types and show for each sample / sub type a different symbol in
statistics graph

Innovation with Integrity | 1 September 2024 | 17



ASQ TASQ 2025

TASQ 2025: Support Sample Sub Types

User can define new sample sub types, e.g., for QC pooled QC

Editor is available in administration preferences

Assign sample sub type in Batch Summary view, Batch Navigator, Batch Setup wizard
Additional column in results views

Batch statistics view discerns the sub type as well

In statistics table the sub type can be used for grouping and calculation of sample sub type specific statistics

TASQ RealTimeQC supports sample sub types and show for each sample / sub type a different symbol in
statistics graph
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ASQ TASQ 2025

TASQ 2025: Create Sample Subtypes

| ﬁ AOMINIEration Frererences

&2 Batch Access

5., Database Backup
B Email (Qutbox)

%5 LabToGo

Reports

% Sample Subtypes
LN Station Management
o, System Audit Trail
@ System Information
B Tas0

e User Management

Sample Subtypes

Main sample type:

Sample
Blank
Calibrant
Cuality Control

Create Mew

Edit

Delete

ﬁ Create Mew Sample Subtype

Please provide a name for the new sample subtype:

| pooled|

Cancel

© 2024 Bruker

Revert Changes Apply
@

For Research Use Only. Not for use in clinical diagnostic procedures.
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ASQ TASQ 2025

TASQ 2025: Assign Sample Sub Types in Batch Summary View

22 Batch Summary ¥

Data Set

T

std 2-1 matri_...
std 3-1 matrix_...
std 10-1 matrix...
ctd 30-1 matrix...

[5-cplossing1_.
std_30-1 solve...

Levell_1_3 min...

Level1_1_3 min...

Level2_1_3 min..

Flag

T

Sample Type

Lalibration sa...
Calibration 5a...
Calibration Sa...
Calibration 5a...
Blank

Sample

|D_ua|it_'.fccrr1tml...
Cualitycontrol...
Qualitycontral...

T

-

4

4

Sample Subtype C

pocled

£2 Batch Summary ¥

=T - = R B R T O e

Llalalalalalal ol
R T e R i

Data Set

T

test inj std 10_...

test inj std 3.5 ...
testinj std 2_5 ...
test inj std 1_3 ..,

15 eplossing_...

std 1-1 matrix_...
std 2-1 matrix_...
std 3-1 matrix_...
ctd 10-1 matrix...
std 30-1 matrix...
[5-oplossing1_..

std_30-1 solve...

Levell 1_3 min...
Level1_1_3 min...
Level2_1_3 min...
Level3_1_3 min..
Level3_2_3 min...

Level2_2_3 min..

Flag

T

Sample Type

Sample
Sample
Sample
Sample
Elank

Calibration 5a...
Calibration 5a...
Calibration 5a...
Calibration 5a...
Calibration 5a...

Blank

Sample

CQualitycontrol...
Cualitycontral...
CQualitycontrol...
Cualitycontral...
CQualitycontrol...
Cualitycontral...

Sample Subtype

T

-
-
-
-
v zolvent
-
-
-
-
-

* rnatrix

-
* pooled
-
-
-

-

* pooled

Concentration ...

T T

-

4
Lo | g =

4
Fd L L Rd =

Innovation with Integrity |
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ASQ TASQ 2025

TASQ 2025: Assign Sample Sub Type

..Tgﬂatchhlavigator X‘ YT c| =

Applied filter: Meone

Ty std 57
Ty std 10
Ty std 50
%y 15-opl
Ty std_50
Ty LevelD
Ty Levell
Ty Level2
Ty Leveld
Ty Leveld
Ty Level2
%y Levell
%y Level0

T

=

[+

W X BA

W MNVWA Validation in Wheat Smin_2 [61]
test inj std 10_5 min_4_1_4421 [1]

%, testinjstd 5.5 min_3_1_4422 [1]
7, testinjstd 2_5 min_2_1_4423 [1]
7, testinjstd 1.5 min_1_1.4424 [1]

15 oplossing0_5 min_g_1_4425 [1]

., std 1-1 matrix 5 min 11 4476 111
%y std2-7 (& Refresh Tree

Collect Raw Data (*.zip)...
Impaort (*.brkrar)...
Reprocess Analyses
Cuantify Current Analysis
Perform Library Search

Delete Analysis
Delete Analysis Result

Comment Analysis Result

Update Sample Type I}
Flags

>

=I.n-b-uuru—‘

£& Batch Summary ¥ I

Data Set

T

test inj std 10_...
testinj std 3.5 ...
test inj std 2_5 ...
testinj std 1_5 ...
15 oplossing0_...

plossingl_.
50-1 solve...

Delete

td 1-1 matrix_...
-1 matrix_...
-1 matri_...
0-1 matrix...

30-1 matrix...

10_1_5 min...
11_1_53 min...
12_1_5 min...
13_1_53 min...
13_2_5 min...
12_2_5 min...
* 1 2 5 min..

Flag
T

Sample Type

Sample
Sample
Sample
Sample
Blank

Cualitycontrol...
Calibraticn 5a...
Calibraticn 5a...
Calibraticn 5a...
Calibration 5a...

Blank

Sample

Qualitycontral...
Qualitycontral...
Qualitycontral...
Cualitycontrol..,
CQualitycontral..,
CQualitycontrol...
QOualitvcontral...

Sample Subtype
T A

-

* solvent

+ matrix

-
* pooled
-
-
-

~ pooled

-

Sample Type

Please select sarnple type for current analysis.

Sample Type CQUALITYCONTROL  ~
Sample Subtype | e
..7'\

Cancel

= Changing sample sub type is available in ,Update Sample Type" wizard from context menu of Batch Navigator

Innovation with Integrity |
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ASQ TASQ 2025

TASQ 2025: Sample Sub Type in Batch Statistics Graph

= |LHS: show for all sample / sub sample types RHS: show only QC sample type

|4 Batch Statistics Graph x‘ =8 |# Batch Statistics Graph xl =8
3]
& ac A ac
& Samole A Q€ pooled)
Q Calibrant — Mean
& QC (pooled) 15 4 Mean~+sD
O Blank © Mean-SD A
—— Mean
Mean +5SD
Mean-SD
2
- ®
T
A
L 4
o] N A
y 4 .
05 4 A
,,,,,,,,,,,, R = %
"""" gi A AA
— — &
3 3 4
2 2 A A
= = A
s = [
I e S P e s e ARG A
A
] A 0 A A A
@ &
................................................................................................................. A A
A A
P é
05 4 A
n
o A
a1
2 4 A
o] A
. . " . . . . . . . ; . v . ; . . . . . , . v . v . . . " . ; . " . v
0 1 2 3 4 5 5 7 3 0 1 2 3 4 s 5 7 [
5T Retention Time [min] <Te Retantion Time [min]
Kaxisvalues [RetentionTme | Voris values | Error [mDa] | Analysis Name Sorting [ none B X axis values | ETTRNTS | ¥ axis values | Error [mbDa] | Analysis Name Sorting [ none B
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ASQ TASQ 2025

TASQ 2025: RealTime

= Statistics is calculated
for each sample / sub

sample types

QC - Support of Subsample Type

P mil =l @
*1§ Batch Navigator X % Y | 5 § = O acAnayteview x‘ =g
Applied fiter: None
QC Analyte: | L-Glutamine @ Station: | | Analysis Order: | Creationdate | | &8 Configure Plots | | e Reset Plot Sizes
> || 20210223 _6bCID 5min 150ms [34]
> || 20210223_bbCID Smin 150ms-EMG angewendet [31] w0t © semele ot ] Rso e
5 || 20230724 Compact frst measurements-1 [5] - © Sample (stucy) . EIREYC
> | 20230803-1700-22 [61] Eins) < b Qzez0
0 2 o ok
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TASQ 2025: Sample Sub Type in Statistics Table

= Additional grouping by Sample Sub Type

<)
BRUKER
(>

B Statistic Table 3 l

Sample ype @ERMD)  Sample Subtype @ERED) Level Analyte Name @ OFF ) DataSet (@ OFF ) Sample @ OFF ) Score @ OFF ) IS @ OFF )

[ R

SampleType

BLANK

BLANK

BLANK

BLANK

BLANEK

BELANK

BLANK
CALIBRANT
CALIBRANT
CALIBRANT
CALIERANT
CALIBRANT
CALIERANT
CALIBRANT
QUALITYCONTROL
QUALITYCONTROL
QUALITYCONTROL
QUALITYCOMTROL
QUALITYCONTROL
QUALITYCOMTROL
QUALITYCONTROL
QUALITYCONTROL
QUALITYCONTROL
QUALITYCONTROL
QUALITYCONTROL
QUALITYCOMTROL
QUALITYCONTROL
QUALITYCONTROL
SAMPLE

SAMPLE

SAMPLE

SAMPLE

SAMPLE

SAMPLE

SAMPLE

4 Sample Subtype

T

pocled
pooled
pooled
pooled
pooled
pooled
pooled

T

Property

nrDatapoints
mean
median

sd

minimum
maximum
%RSD
nrDatapoints
mean
median

sd

minimum
maximum
%RSD
nrDatapoints
mean
median

sd

minimurm
maximum
%RSD
nrDatapoints
mean
median

sd

minimurm
maximum
RS0
nrDatapoints
mean
median

sd

minimurm
maximum
%RSD

T

LRT [min]

9
-0.1227
-0.0237
0,154
-0.3816
-0.0032
-125.8037
156
-0.0097
-0.005%
0.0154
-0.0804
0.0374
-159.3077
78
-0.0120
-0.0113
0.0108
-0.0435
0.00503
-90.2672
28
0.00738
0.00343
0.0587
-0.0547
0.296
795

42
-0.0217
-0.0088
0.0583
-0.3371
0.00835
-268.1505

T

Am/z [mDa] msigma
T
12 12
0.701 143
0.614 575
0.534 174
-0.1263 8.62
1.92 518
76.2 122
173 173
0.165 30.6
0137 9.89
0.534 1.1
-2.2479 0.497
251 438
323 232
84 84
0.0913 17.3
0,104 9.08
0.383 31.0
-1.2782 0.250
142 250
420 177
3 31
0.0567 20.7
0.0487 125
0.392 259
-1.0096 2.05
0.700 126
692 125
46 46
0.441 25.2
0.395 9.97
0.519 554
-0.3302 1.28
1.87 337
117 220

Innovation with Integrity |

FWHM []

12
733
233
3,16
210
227
125
173
270
2.28
2.26
1.79
222
839

2.54
230
0.910
2,08
6.07
35.8
3
3.68
230
497
217
227
135
46
2.60
230
0.993
219
5.90
38.2

T

Area for Quant..,
T
12
3936
2823
2043
932
10899
748
173
880228
304071
1614784
1056
11863570
183
84
913098
356117
1651499
im
11927893
181
E3l
943198
819525
835712
916
2507380
90.7
46
840092
324697
103337
906
4203948
123

1 September 2024

24



ASQ TASQ 2025

TASQ 2025: Analyte Tags in Statistics Table

B Statistic Tahle ‘

Sample Type (@ OFF ) Sample Subtype (@ OFF ) Level Analyte Mame (@ OFF ) Data Set (@ OFF ) Sample (@ OFF ) Score (@ OFF ) IS @ OFF ) Analyte Tag @ENID

= Use Analyte Tab for grouping

= E.g., Morphine metabolites for all metabolites

PR~ N N S PP S

[T U (P (Y N R O G [T Y RN
=TT = T - N I = R R S T Ry I e |

Analyte Tag

test
test
test
test
test
test
test
bla
bla
bla
bla
bla
bla
bla

*| Property

T

nr0atapeints
rrean
rmedian

sd

Finimum
raximum
%RSD
nrlatapoints
mean
median

=d

minimum
raximum
RS0
nrDatapoints
rrean
rmedian

sd

Finimum
Fnaximurm
%RS5D

T

ART [min]

T
-0.0132
-0.0042
0.0630
-0.3371
0.296
-476.6717
70
-0.0135
-0.0042
0.0464
-0.3816
0.0134
-343.3577
172
-0.0138
-0.0101
0.0312
-0.3739
0.0374
-226.6913

Amyz [mDa]

T
0.233
0.174
0.556
-1.0996
1.87
238

70
0.101
0.0511
0.47
-1.2782
1.92
465
205
0.210
0.199
0.499
-2.2479
2.51
238
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msigma
T
71
0.5
127
73.3
1.27
518
241
70
EYi)
12.3
79.4
0.748
438
213
205
26.9
9.33
B2.4
0.250
482
232
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TASQ 2025: Multi Mobilogram Viewer

Mobilograms view to present
mobilograms of data set, batch
results, determination or mobilograms
of all findings in batch in tile view. It
has the same behaviour as
Chromatograms view

Lt Preferences..

M Flags ]
Set Review State ¥

B Copy

I Save asImage..

P Mobilograms 8 /AR T |a v||lamame v [3 B2 B]= B
~
x104 —| Urine MET_PASEF pos 20CE_2_2 4423 3105 1 uUrine MET_PASEF pos 20CE_2_2 4423 3104 | Urine MET_PASEF pos 20CE_2_2 4423
5 | S-Adenosylmethionine — CisHzeMNe0s5 - --- - Theobromine — CiHeMaO:z — ++++ 7| ¥anthine — CsHaMa0z — ++++
] 399—M+nH (] (PI) (q g o 181 - MenH ] (PI) () w 35 4153 - M+nH (%) (PI (q)
0.5 o = 2.5 , = =
—IlnH—I = I-—Il nH—I = —I-—Il nH I =
- = E =
0.7 401 M+ ] 4183 -M+nH+2 S 30 155 M+ =
_4 12— M+nH+3 é 20 184 M+nH+3 =] _156 I'\-'1+nH+3 =
.. 06+ £ - z .. 25 Gl
= i i = | = i =
= =] = =
£ %7 &5 2 15 2 20
T 044 ! = | = ]
i & 0 1.5 @
0.3 ! = B =
. i i 1.0 4 E
0.2 =
i 0.5 B =
0.1 b =
0.0 - 0.0 0.0
7T T T T T T T T T L T B T S B A e S — 7T T
PPN 0.8 0.85 0.9 /¥ [V s/em®] Tz 0.55 0.6 0.65 1K [V s/em®] [2]q 0.55 0.6 0.65  1/% [V s/em?]
x104 — Urine MET_PASEF pos 20CE_2_3 4424 3103‘ Urine MET_PASEF pos 20CE_2_3_4424 x104 = Urine MET_PASEF pos 20CE_2_3 4424
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i 7.0 4 1.0 4
50 187 — M+nH (%) (PI) (9 p = 4282 -M+nH (%) (PI) () o - 134 M+nH (*) (F'I) (q)
' _I_.—Il nH+1 | E 5.0 -__:—Il nH+ I £ d Il nH—I ] s
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v
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TASQ 2025: Chromatogram List Viewer

= Show chromatograms of selected determination as
a list

= Show additionally BPC, pressure and UV traces

= Zoom, Manual Integration, Select traces to be shown

Seconds G Q¥ A T vPlots |10 2 ﬂ”
 Minutes ~  Show EIC traces
Q. Undo Zoom ~  Show IS Traces

Redo foom Show BPC traces

ROl Zoom Show Pressure traces
Q
M Flags g Show UV traces

Set Review State >

J

Undo Manual Integration / Deletion
Redo Manual Integration / Deletion

D) Restore Original Integration State

Ny Delete Determination

B Copy
I SaveasImage

<)
BRUKER
(<

e List Chromatograms

BPC,A+MS Pressure - [bar| Intensity Intensity Intensity Intensity

BPCA+bbCIDMS

& 4 7 vPots[0 H@ = B

x10% 7

08 o

o
T
1

0.2 o

Level2 2 5 min_17_1_4432

7| Azaconazole Peak 2 — CogHaaCleM:0z — ++++

c = 2.253 ng/mL

300 - M+nH (%) (PI) (g)

x10% ]

L
(=]

o

Level2_2_5 min_17_1_4438
Azaconazole Peak 2 — CazHaa CleN:0z — ++++

| c=2.233 ng/mL

7302 - MaenH2 ()

E
=
W

fa
(=]

Level2_2_5 min_17_1_4432
Azaconazole Peak 2 — CazHaa ClaN:0z — ++++
c = 2.233 ng/mL

[*¥]

*10
1.25

oo
P =
oo

Level2_2_5 min_17_1_4438
Azaconazole Peak 2 — CozHaaClM:0z — ++++
c = 2.233 ng/mlL

231 - 230.997

8838

%
=)
=)

L=
o in

o

8

%10

= fa
(=] (=]
11 1

&) 3 3.5 4 45 Time [min]
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TASQ 2025: Chromatogram List Viewer — Show Chromatograms of
Internal Standard

| Preferences

type filter text

<

Calibration Function Gra »

Chromatogram
Chromatograms
Data Interactor
Fluxomics
Interferences

List Chromategrams
List Library Search Spect
Mass Spectra

Mass Spectrum
Method Editor
Maobilogram
Mobilograms

RSD Statistics Graph
Results Views

Show Chromatogram, v
Show HeatMap View
SmartFormula
Statistic Graph View
Statistic Table

Table Preference Page
Upgrade Motifications
User Profile

List Chromatograms

Mumber of max visible plots

ROI-Zoom delta t[s] [300

ROI-Zoom delta Signal Intensity %] | 1200

Show name of analysis

Show name of analyte

[ Show internal standard

[15how base peak chromatograms of analysis
[]Show pressure curve

[ Show UV curve

Stack plot image size (pixel)
Sy —

hegne [0 |

Restore Defaults

Apply and Close

Apply

Cancel

e =] |

T = Plots

~  Show EIC traces

" Show |5 Traces
Show BPC traces
Show Pressure traces

Show UV traces

<)
BRUKER
(>

S List Chramatograms X

aakh gy -ros[0fE]a =8

 serum std Level 6 RC1_06 2552

Alprazolam = CasHisCINs = ++++

300 - MenH (4 1) (a)

* ] Serum Std Level 6 RC1_06_2554

| Alprazolam - CorHisCINa = 4+

J311-MenH+2 (

Serum Std Level 6 RC1_06_2554
Alprazolam = CrsHasCINa = -+ ++

o
o
IR AR

* 7 Serum Std Level 6 RC1_06_2554

Alprazolam = CasHisCINs = ++++

312 -M+nH+3

ja
=
L

* | Serum Std Level 6 RC1_06_2554

- 15: Alprazolam D3

20 J314-MenH () ()

10 -
410" 7 Serum Std Level 6 RC1_06_2554

09 75, Alprazolam D5

07 4316 - MenH+2 (%)

05

03

01 ]
410> 7 Serum Std Level 6 RC1_06_2554

15: Alprazolam D3

;8 REER

20

1.0 J
410° o Serum Std Level 6 RC1_06_2554

1.5 |15: Alprazolam D5

2 317 MenH+3

1.0

05

- T T T T T T T T T T T T
B[40 65 66 67 6.8 69 71 72 73 74 75 76 7.7 7.8 Time [min]
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TASQ 2025: Faster Data Review

= Setting flags and review state can be be done in all result views
= Analysis, Batch, and Global Results
= Additionally available now in
= Detailed lon Results view
= Chromatograms view
= Mobilograms view
= List Chromatogram view
= List Library Search Spectra view
= Butterfly view

= No need to switch views to be able to set flags or review state
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TASQ 2025: Faster Data Review — Extended Graph Views

= Show user flags
= Show review state

Show status of manual integration

+
_+'|-.|.

ACCEPTED

Set these states directly in the graph views

M Chromatogram ‘

B amah OO0 =08
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05
00 T T T T T T T LI R U B B R B B B B B B B B B B
PP 17 18 19 2 21 22 23 24 25 26 27 28 29  Time[min]

Intensity
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3.5 | &
] | B
30 | R
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204 | I|
| L
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104 II = \
f | /4 |
- |/ = Y
I s \
05 pe
T A e S
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BRUKER
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TASQ 2025: New Option for Calibration: use Other Sources

= Sometimes the calibration algorithm in TASQ does not give the best possible results

= |n that situation data can be calibrated with DataAnalysis and this calibration result can be used for

prOCGSSII’]g N TASQ General method settings  timsTOF settings  Calibration settings
= New option Calibration Source is available o e
= User can specify: Latest TASQ, Latest, Latest in DataAnalysis [ Perform mass c e DataAnalysis__jg one

= |f a user performs a calibration in DataAnalysis and stores the results, this calibration state can be used in
TASQ processing by choosing the option Latest in DataAnalysis, alternatively the calibration state of
MetaboScape can be choosen by setting the option Latest if MetaboScape was the last program to create
the calibration state

= The calibration of tsf, and tdf data sets can be used

= DataAnalysis does not store the calibration for baf data sets in calibration.sqglite format
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TASQ 2025: Indicator if NUPF is not connected

= For processing of data the Bruker MS Data Processing service (NUPF) has to be connected on a station to the
compass server. If it is not connected processing of data is not possible. This state was not clearly visible in
the past.

= No a clear indication whether TASQ is able to start a processing is given

= For each batch the assigned station will be checked

‘Elucalhﬂst @) 22 Nupf not connected on station [WSBRED1-HCGB5M3]

=|ocalhost & MNupf connected
-
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TASQ 2025: Miscellaneous

= Drag & Drop of .tasgMethod files from explorer to Batch Summary view imports the TASQ method

Improvements/ Fixes for generation of TASQ method from MetaboScape

Fix for generation of prmPASEF.csv from TASQ method

Batch Summary view: tooltip with information of batch, including instrument type

st Batcl‘\?\ummar}r =
Mame: Demno Data Quantitation, Instrument type: TOF, Analyses: 28, Batch method: Demao Data Quant add name of csv file for import in description of method, V14

Contour detection in HeatMap view: Click on a peak in the heatmap RT / 1/K, and the bounding box will be
detected automatically. This shall be used in future for manual integration of peaks inthe RT / 1/K,

© 2024 Bruker  For Research Use Only. Not for use in clinical diagnostic procedures. Innovation with Integrity | 1 September 2024 | 838
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TASQ 2025: Peak Detection in HeatMap
= Contours are detected automatically in the | | ” x10°
selected rectangle ‘ ' | T|
0.9
= The peak with the largest area will be selected ' .
and highlighted by green color » | ‘
0.7
= The bounds of the contour can be enlarged or ‘ o
shrinked by [STRG] mouse wheel g | I
0.5
|
' 0.4
&
| | 0.3
| 1 | 02
LI TR AN N
W 1 :

P Color
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TASQ 2025: Miscellaneous

= Lims export extended to store library search results on determination level (analysis / batch results view)
= Storing of concentrations to samples — performance improved

= Improvement in Add ion wizard: switch automatically the polarity of charge specified in wizard when user
selects a PMI of other polarity, e.qg., set charge to -1 if user selects [M-HJ

= Change order of ions in ions table of method editor by [ALT] Arrow Up|Down
= Copy and Save as Image added to all list viewers

= Selecting determinations and data sets in chromatogram / mobilogram view by | <> keys
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TASQ 2025: Miscellaneous

= Method editor view: interferences detection considers mobility information
= Method editor view: interferences detection considers precursor m/z information

= TQ data processing: matching of analyte names of TASQ method compounds and chromatogram names in
analysis.qqq is case insensitive now.

= Bug fixes of nat tables
= Bug fixes context sensitive help
= |mproved SmartFormula View
= Upper formula constrained considered correctly
= Setting spectrum type for ion parameter settings
= |mprovements for Update Parameters wizard

= Statistics table send notification of analyte selection change
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TASQ 2025: More Stringent Check for Compass Regulatory Toolkit Br3ET

License

TASO - demo - localhost - Audit Trail with Reason is active but no Compass Regulatory Toolkit license is available!

Batch Method (O Review =g . - :
i ; ; ; : : vlanagemen Vlanagemen ¢ Screenin T e W™ Reporting
= Activating Audit Trail and/or User Action Rights oagemert BB vngomen B 9 L
requires a valid Compass Regulatory Toolkit 8 About TAsQ o x
TASC

License during setup

Wersion: 2025.0.0.-SNAPSHOT 601022k
Build date: 2024-06-19T18:02:19.031+0200

= TASQ Client checks now whether the license is
. . . . © Copyright Bruker Daltonics GmbH & Co. KG. All rights reserved.
available or not in case that Audit Trail or User Visit http://www.bruker.com

. . . . . Phone: +49 421 2205-350
Action Rights is activated in the Compass FAX: +49 421 2205-106
Server.

Email: mailto://service.bdal.de@bruker.com

Audit Trail activated but license is missing
User Acticn Rights is not active

= |f no Compass Regulatory Toolkit is available

w Compass Regulatory Toolkit license is missing x
TASQ Cllent |S nOt Usable TASQ L - User Action Rights is active but no Compass Regulatory Toolkit license is available!
L88
u BatCheS Canlt be |Oaded Activities on batches or methods are not possible.
= Methods can't be loaded
= A hintis given in About TASQ dialog and in @) [Installation Detail
windows title bar
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