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TASQ 2026b: What is new?



ASQ TASQ 2026B

TASQ 2026B: Main Features

= REST API
= Create batch for acquisitions and start acquisition
= Monitor batch under acquisition
= Retrieve determinations for acquired batch
= Allow user defined QC methods / batches in TASQ QSee Performance Test Tool
= Show MS/MS spectra for selected MS/MS event in Show MS view
= Select a MS/MS event in Chromatogram view / Heat Map view
= Perform manual integration in Heat Map view / Compound Heat Map view

= Support disentanglement of TASQ and tgControl — Enable method creation and synchronisation
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TASQ 2026B: Minor Features

= Support Enhanced Linear Mobility Calibration for timsTOF

= CCS Predict for selected analytes

= Add analytes to a TASQ processing method by file import

= Retrieve batches by TASQ processing method

= Assign internal / performance standard in analyte settings table in method editor
= |[mprovements in internal / performance standard tab in method editor

= |Improved and more relaxed error handling for inconsisten settings in TASQ method
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TASQ 2026B: Switched to Compass Platform 11

= Compass Platform 11
= Brings updated components with less vulnerabilities
= |mproved user interface for definition of user roles and user action rights
= Setup of Compass Server gives a warning if the data base location is on a HDD
= |mproved handling to keep existing data base if compass server was uninstalled first
= Automatic update of postgre data base SW product

= |mproved installer for compass server selector -> should improve performance of setups which install the
compass server selector

= Provides a new tray configuration for Elute Splitflow autosampler

= Bug fixes
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TASQ 2026B: REST API

= Login/ Logout

= Batches

Create batch from file

Create batches

Search batches with criteria

Retrieve batch by ID

Retrieve batches by TASQ method ID
Start acquisition of batch with ID

Process Batch

= Methods

Export -> tasgMethod
Export As TSV -> .tsv

Validate TASQ method <- .tasgMethod
Import TASQ method <- .tasgMethod

Import TASQ method <- .tsv, .tgm|

Retrieve all method profiles

Retrieve method by ID, name, batch ID

Retrieve analytes from a TASQ method

Search TASQ methods
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TASQ 2026B: REST API

= Results

Determinations of data set
Determinations of analyte in batch
Determination by id

Retrieve chromatogram, mobilogram, MS
spectrum

Retrieve calibration functions by analyte id

= Reporting

Retrieve reports for analysis
Retrieve reports for batch
Retrieve all batch report layouts

Retrieve all analysis report layouts

Create new report for batch with layout

Create new report for analysis with layout

Download a report

Retrieve creation status of a report
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ASQ TASQ

TASQ Future Version: REST API

= |n a future version the REST API will be extended to support:
= |mport brkrar file
= Export brkrar file
= |mport acquired raw data as batch

= Extend a batch
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TASQ 2026B: Prerequisites for Usage of REST API

= User has to obtain a WIBU license: 1925070
= User has to create an API token in administration preferences
= User has to configure a development environment

= User may use Python with or without a Jupyter Notebook

= User has toinstall TASQ REST APl component

= User has to get Compass Server Certificate

= There is a How To together with example Juypyter Notebook files demonstrating key features
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TASQ 2026B: SWAGGER Ul https://localhost/cxf

= Swagger Ulis mainly meanttobea - @ &
. <« C % localhost/cxf/ @
S O U rC e fO r d OC U m e n t at I O n Of t h e ‘ EH @ Maps [ Setups Tide Borgfeld Tide Niederblockland Tide Wasserhorst Tide Vergesack Tide Weserwehr 5= meta analysis - Why...

RESTA APl available from Compass
Platform and the installed applications

= A user who wants to implement
against the published interfaces finds
all relevant information and is able to
test indvidual REST APl methods

= |t's not meant to be used for day to day
work

Available RESTful services:

Endpoint address: https://localhost/cxf/monitoring
WADL : https://localhost/cxf'monitoring? wadl
OpenAPI : https://localhost/cxf'monitoring/api-docs?url=/cxf'monitoring/openapi.json

Endpoint address: https://localhost/cxf'tasq
WADL : https://localhost/cxf'tasq? wadl
OpenAPI : https://localhost/cxf'tasq/api-docs?url=/cxf'tasq/openapi.json

Endpoint address: https://localhost/cxf'tqgconnectorrest
WADL : https://localhost/cxf/'tqconnectorrest? wadl
OpenAPI : https://localhost/cxf'tqconnectorrest/api-docs?url=/cxf/'tqconnectorrest'openapi json

Endpoint address https localhost cxf ap1

Endpoint address: https://localhost/cxf’acquisition
WADL : https://localhost/cxf’acquisition? wadl
OpenAPI : https://localhost/cxf/acquisition/api-docs 7url=/cxf/acquisition/openapi.json

Endpoint address: https://localhost/cxf'metaboscape
WADL : https://localhost/cxf'metaboscape? wadl
OpenAPI : https://localhost/cxf'metaboscape/api-docs?url=/cxf'metaboscape/openapi.json
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TASQ 2026B: Other REST APIs Available from Compass Server

= Monitoring: Used for monitoring Compass Server
= et available stations on the Compass Server
= get status and content of the HyStar acquisition queue of a specific station

= get content of Compass Server Event Log (only available starting from Compass Server 12.0)

= Acquisition: Used for controlling HyStar acquisition, focuses on basic HyStar acquisition workflows and does not allow creating batches for
TASQ / MetaboScape, BPC workflows

= get list of previously used batch tags

= get list of available sample types and associated sample subtypes
= search for existing batches

= create new batches and analyses

= get detailed information on specific batch and analyses

= edit existing batches and analyses

= add or remove batches to and from HyStar acquisition queue

= control acquisition queue (suspend, resume, stop)

Innovation with Integrity | 16 April 2026 | 11



ASQ TASQ 2026B
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TASQ 2026B: Jupyter Notebook as Python Scripting Environment STSEER
for Rapid Development and Enthusiastic Users

= |t'seasy —tryit!

= Most simple setup would be to install PyCharm community edition which is
free to use Disable all notifications for statistics sent to IntelliJ
Disable the Al features offered by IntelliJ

= Just install it and use it, PyCharm will take care of installing latest Python
and starting Jupyter server

= Create a new Jupyter notebook -- Create a localhost.cert file

= Copy code from example notebook or adapt example notebook to your local
setup -> token, batch names, method names,...

= Al is also very helpful for creating code snippet — Use company provided Al
tools and version.

= Handling of the data structures is a little bit complicated, you have to gather
experience. But don't be afraid.
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TASQ 2026B: Demo Jupyter Notebooks for REST API

1 Qw22 ~ w
{} Code miMarkdown

TASQ Process Batch

Authentication Retrieve most important meta data for each data set

Enter Compass user API Key for "api_key"
Enter REST API url for "url”
Enter path to Compass certificate for "certPath”

analyses_df = df[[ "name®, "sample_type", "calibration_level®, "dilution®, ®"injection_volume®, "id", "tasq_method_id" 1]]
analyses_df.head()

name sample_type calibration_level dilution injection_velume id tasq_method_id
method_name = 'triazine-L-blubfasel’ 0 hesi_1-28-2013_9-57-19 pm_l1 triazine  CALIBRANT 0 1.0 30,0 04cf0ed2-4b08-4eda-a70c-16331593¢640 None
search_batch_pame = "Triazine® ) o
1 hesi_1-28-2013_10-04-30 pm_I2 triazine CALIBRAMNT 0 1.0 30.0 ebb71ca5-3ac9-41ed-9829-a6951316d0a5 None
2 hesi_1-28-2013_10-11-42 pm_I2 triazine  CALIBRANT 0 1.0 300 1271002b-3297-4e10-80ef-6837e1f1d8ze Mone
e e 3 hesi_1-28-2012_10-18-54 prm_l4 triazine  CALIBRANT 0 1.0 300 02036c7e-5230-4ba5-0272-7912e40e8f52 None
4 hesi_1-28-2013_10-26-06 pm_IS triazine  CALIBRANT 0 1.0 300 f09c8004-3deb-425b-867c-3ec020428b 1c Mone
. * 1100 % Ametryn
o6 L ]
= 05 2 w 4
H §“ H § 10w
" i 3
onas : ) _E, .
[}
LT 00 2
\ 1 .
o °
L]
0 LJ
0 1 2 3 4 5

Congentration
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TASQ 2026B: Disentanglement tqControl € - TASQ

= Create a processing method for method set of TQ batch based on acquisition method
= Update retention times of RT in acquisition method and update processing part in method set

= Update analytes and ions in processing method according to the acquisition method of method set
in TQ batch
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TASQ 2026B: Disentanglement tqControl € - TASQ

TASQ - demo - localhost - [10142025_dart_CALI] - [1623 PFAS DART EIS Real R0.7 ONEQ CAT2b, V1]

= Create a processing method for workflow o8 b )

—— — She
< ® o antitatio L enortine Spectral
¥ Management ™ Management " Screening ..J._ Nlecntiston E gply Library
| | |ethod Of TQ batCh *T§ Batch Navigator Xl 7T c| 2 § = 8 | &8 Batch Summary ><l
Applied filter: None Data Set Flag Sample Type Sample Subtype  Concentration ... | Inj. Vol [ul] Dilution Factor... | Methot
10142025 dart_CA ! T T T T T T T
. > a
o 1 Refresh Tree A7 11248 | | pm 1.0 | 1633 PF
| U f » 20250523 EPA 163 c A ] X
S er C a n S eC l 5 || 20250707-PFAS-51 1. Collect Raw Data (*zip)... 11249 | [10] 1633 P
5 7] 20250825 CVUAfc T, Export Batches (*brkrar) 11230 Create processing method from workflow method 1.0 1633 PF
oy : | |
: 11251 . : : . g 1.0 1633 PF
> bbCIDtimsTOF pc - 1 mport (*.brkrar)... p— 5 | Create a new processing method matching the analytes present in the acquisition method. |
- N f . th d N Carotenes [1] = p Create Processing Method frcT TQ-Batch J. .T.D 1633 PE
a I | I e O rOCeS S I n I | I e O » changes [3 Create Processing Method from TQ-Batch 1.1253 1.0 1633 PF
ges [3] 9 Method
| o I
> Dart [1] ¥4 Process Batch 11254 1.0 | 1633 PF
= . Workflow Method: I
N gart_;e:‘:k[:]_d . M, Reprocess Batch 1125 - o 1633 PFAS DARTEIS Real R0.7 ONECQ CA'I23| 10 1633 pF
. . ¥ atal_Alkaloids 11256 | ew Processing Method: 1633 PRAS DART EIS Real RD.7 ONEQ) CAT24 1.0 1633 PF
o B g
= Descripiton »  DamoData Quny . Qo | |
y Demo Data Quani &% Peak Fit Training for Batch
¥ Demo Data Quant ] Perform Library Search  Description
¥ Demo Data Quant |
| | T > Demo Data Quani L1 Import Batch Tags Add/Edit Tags
a g H FID Front [TSQ-10 §§ Extend Batch
> prmPasef-Onion | s
N prmPASEF_Onion & Export Batch te LIMS Method Profil
- U h _t h _th d fl _I: d f |_t 5| | SeizedDrugs [5] % Export Batch to THL od retes
I I I triazine-L batch Defaultparameter for instrument [triple_quad] (GC MEM data)
S e r a S O C O O S e e O p ro | e O r e a U ’ tr!az!ne-L_hat(h ([ & Export Batch to OQPV Template Defaultparameter for instrument [tr uad] (LC MRM data)
» riazine-L_batch 1 [triple_quad] (Fullscan data)
> T50-10360 PFAS p Bl Comment Batch || triple_quad] (MRM data)
pa ra | I Ieters » T50-10612 [3] I:[:I Change Mame of Batch
? Urine MET_PASER W Change Tag of selected Batches
> UV 15 OTHER [12] R 0 N
s UV Only [15] == ange Datapath for Batc
> xxDemo Data Qui $%  Delete Batch
C  Reload Results stration 3¢ | 4 4 | (e
——— B3 Show in System Explorer te g f L4
n - i T
"E TASQQuick Start | y&  Generate Batch Report T i = T
2 L-PFHpS i —— nam
| [ imror Batcn 3 LPFDS O units 8 n.a.o nao n.a.o
4 L_PFMNS O units ] n.a.@ n.a.B n.a.@
b Batch 5 L_PFPeS O units ] n.a8 n.a.B n.a.8
rocess Bate _| units n.a. n.a. n.a.
& M3PFBS_EIS O i ] a B8 a
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TASQ 2026B: QSee Performance Test Tool — Performance Test
Setup — Factory Setup or User Defined Custom Setup

o=} O X

Setup Editor
Choose between Default and Customn setup.

2o (O Custom Setup

@ |

Experiment Selestion

Custom Method Setup

Name

Custom QSee Method Setup

o x a
LC Type Selection
Select Expairant Trpe- Select LC inatrurnant:
& Lipidomics & Agilent
& Metabolomics & Elute
Cancel td Bk

Method Groups

Selected Group: Neutral

& Positive T,
MNegative

& Neutral
& Method set imported from filesystem.
C:\Data\timsTOP\Quantification\ Carbamazepine\ ACN_2_1_2516.d\2516.m
Select Default...  Choose from Filesystem...

TASQ Method
@ TASQ method selected.
TASQ-HT-A-L-Neg (V1)
add Select Default... | Select existing TASQ Method  Import a new TASQ Method |
Remave

« Back Finish Cancel

M Type Seuction -
-]

Import Default Files

Metabolomics > Agilent > timsTOF HT
Select M Insament:
& timeTOF Pro 2
& timsTOF HT

& timsMetabo

Method sets copied to 'C:\Methods!\Default Application Methods\ OTOF\timsTOF HT\QSee Performance Test' &

TASQ Methods imported successfully &

Rerun Failed Steps

< Back Next >

Cancel

Cancel z <Back Autosampler configuration OK &
1] u] ®
Sample Table Editor
Vial Sample Name Sample Type Method Group Volume [L] No. of Inj.
N 1 Blank Blank Positive 1.0 1
N 2 Sample Sample Neutral 10 1
N 2 Sample Sample Neutral 10 1
N 3 Blank Blank Positive ]
N 4 Sample Sample T
N 4 Sample Sample
v SavpleTre MebodGow  Voumaldl  Meolny
A\ Biank. !
b SE Samgle 10
a2 Sample 10
A\ Blank. 1.
N4 Sample 0
N Sample 10
Add Blank  Add Sample  Remove  Move
Assign Tray Positions...
%
@ < Back Next » Finish Cancel
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ASQ TASQ 2026B

TASQ 2026B: Show Heat Map improved

. L1 Show Heat Map il e¢=-Oa o|aa|d+g(EC=10

= Reworked Show Heat Map view o] o]
. i ———
= Scales are aligned neatly e
492‘5: 492.5 : 492.5 :

= Vertical axis labels improved L L ) —
s |
. 17Kz [V*sfem?] 1.0363 1.0705 1 | |
= Performance loading heat maps and e — —
4825 4 4825 482.5 o

projections improved e T L T A
| ntensity , Time [min] ~ 1/KO [Wsfem’]

g;::\s:::ygbbtlt! 113 4 113 4 >~ 10::
= First implementation for manual integration | s ’ LM

Start - Ed | o= 0 0, T rrrrrrrroreeTTTTrerTerTTTTrTr

0.5 1 15 2 25 3 35 4 45 5 5.

available -> results send to Show MS, Show J\
Chromatogram, Show Mobilogram views

5
[W*sfem’]
& &

I Y

T T T T T T T T T
0.6 0.7 0.8 0.9 1 1.1 1.2 13 14

= Moving picture by dragging the x-axis or by : o]
SCrOl | i ng Wi‘th mOuSe Wheel & 0 nten:tDjDD & 4;4_ Z.‘d Z‘IS ZQI?me[m‘i.;? Z.IS Z.‘? 3: s 0 TSD ‘ 260 I 360 I 46D ‘:‘6[3 ‘ 560 ‘ 7DID IEDID I 9[;0 "ID‘DD‘
= Enlarge picture with mouse wheel s M
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TASQ 2026B: Heat Map View: Manual Integration

[ Show Heat Map. dle=-0a0laalg+g 2£C =0
Zoom Parameters _ 4 4
Ranges Zoom: Start End 203 — 203 o 203 o —
Time [min] -0.3839 139078 B = =
1K [Vis/em®] (056193 0.6885 201 201 201
m/z 188.2634 204.40%9 ) b b
199 199 199 4
197 +— 197 H (o8 197 o — & —
4 o 1 H 1
Selection Parameters 195 5195 4 = 195 4
Ranges Selection: Start End b h h
193 193 4 183 |
Time [min] 64192 6.5847 i i i
/K [Vis/em®] (06290 0.6768 191 191 - 191
m/z 190.0883 202.0883 - N 4
189 189 o 188
T T T T T T T T T T T
s 100000 s [ 0 12 20062 0.63 0.64 0.65 0.66 0.67 0.68
Intensity Time [min] 1/KO [V*s/em’]
Spectrum Type i i XWDE_
O Fullscan 068 0ée ‘ Z 0]
Mass Defect Ranges ) b E 0.0 - T T 1 1 T
Stat - End 0.67 067 =@ 5 10 15 20 25 0
q 1 Time [min]
0.6 066 o %10°]
E | g > 50
065 | E 065 ’ E o]
4 & 4 5 T T T T T T T T T T T T
= Y 7
064 - = e @ 05 06 07 0.8 20‘9 1 11 1.2
Manual Integration i i /KO [V*s/em]
Integrate Selection 0.62 4 06 |
D‘EE—II“IIO-GZ— T T T T T I T T T T T T T T T T T T T T T T
$ e 50000 15000 (£ @ 6 0 12 &0 100 200 300 400 500 600 700 8O0 90D 1000
Intensity Time [min] m/z
& x10°]
0.75 o
05 b
0.25
0.0 T T T
e 6 10 12

R Batch Results | An Show Chromatogram X @ ¥, = 8 || A ShowMobilogram x aw =8
«10° { Urine: 10> | Vrine
804 (
225 |
20 704 |
175 504 |
1 |
154 |
5.0 [
g 4 |
£ 125 1 |
1 204
10 | 1 [
9 304 | |
075 - ] |
] 20| |
05 4 |
025 4 1.0
LRSS . | ——— R R RERRTE RN, | RRRRRRR
e 6 61 62 63 64 65 66 67 68 69 Tmelmin]||&e 054 05 058 06 062 06 06 068 07 072 1Ko [V's/em?]
A Chromatagram X | LLi Mass Spectrum @ ama b AN @ &= O |[AMobiogam x

1108 Urine MET_PASEF pos 20CE_2_1 4421
Caffeine — CaHhaNiOz— +++ 5

4107 ] Urine MET_PASEF pos 20CE 2 14421
Caffeine~ CaHuoN.0z - + +44+

195-M+nH () (P) (q) 60 185~ MenH () (PI) (q)
1.4 196 Khenh1 ( 185 Mo (
1198 Menke3 198-MenHe3
124 5.0 4
1.0 H 40 4
.
§ o
= 30
06
4 204
04 o
1.0+
024
o T T T T T T T T T T 0o T T T T T T T T T T T T ¥ T T T T T T T
4o 58 59 6 6.1 82 63 68 69 7 Time [min] || &/ o 0.56 0.57 0.58 0.59 0.6 061 0.62 0.63 0.64 0.65 0.66 0.67 0.68 069 07 0.71 072 1/Ke[V's/em?]
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TASQ 2026B: Show Heat Map: Point and Click for Manual
Integration in two dimensions simultaneously

<)
BRUKER
(>

0.66 - 5 N
| | i Famii
0.65 3 N I
064 4 1 4 u
o~ 063 T - i -
E
2 | i i
= 062 - 2 4 i = -
—_—
061 4 1 ' .
0.6 4 3 o b
L e A s B A s L s e S L o e e e B e B L L s B e e e e s e e L L L L HNL L L LA L R S L N AL IR N
&4 5.43 5.5 5.55 5.6 5.65 5.7 5.75 5.8 5.85 5.9 5.95 [ v 5.45 5.5 5.55 5.6 5.65 5.7 5.75 5.8 5.85 5.9 5.95 [ 5.43 3.3 3.33 5.6 5.65 5.7 5.75 5.8 5.85 59 5.95 [
Time [min] Time [min] Time [min]
A Show Chromatogram ><l aQk = 8 1 £\ Show Mobilogram @ K, = B || Ll Show Mass Spectrum X = 8 Aa Show Chromatogram @k, = O || A Show Mobilogram 3 @ K, = O ||l Show Mass Spectrum X = 4 A Show Chromatogram Xl Q. = B8 I £ Show Mobilogram X Q. = o
- CH — CH - |
x10° _| EIC + M5 179.463 - 186.299, 0.6207-04] x10° 7 EIM + MS 179.463 - 136,299, 5.450 - 5.5 ~ S 105 | EIC + M5 179.463 - 136.299, 0.6131 - 0.5 w105 JEIM + M5 179.463 - 186,299, 5.833 - 5.9 A% & «10% ] E1C + Ms 179,463 - 186,289, 0.6390 - 0.6 xmf‘: EIM + MS 179,463 - 186.299, 5.843 - 5.9
1.4 | EIC+ MS179.463-186.299, 0.6297-0.643 0] EIC + M$ 179.463-186.299, 5.450-5.512 05+ MS 0,627 - 06453 [ves/erm]. 51 3.0 J EIC+ MS 179.463-186.29, 0.6131-0.634 J EIC + M5 179.463-186.299, 5.833-5.914 IS s 06131 - 06342 Vs, 5 1.4 | EIC+ M5 179.463-186.299, 0.6390-0.653 0s ] EIC + MS 179.463-186.299, 5.843-5.905
10 4 ] JEIC + M5 176,073-188.073, 5.450-9 - 0.9 1 | EIC + M5 176,073-188.073, 5.833-9 1.0 4 08 ]
09 H 2.5 50 s 239 | 175 4 S 09 + o7
0.8 g 7 ) 7 07 ] 5 0.8 E
oy & i - 2 20 4 ) p ‘ 15 7 - oy 2 o
Z 07+ z 201 | z 407 T ] z 06 2 455 ] Z 079 2 ]
£ 064 2 1 = £ 2 s El £ 064 g 05
= E 45 30 E 154 £ 0214 Iz b = £ E
0.5 - ‘ £ ] i 04 ] ‘ E 10 0.5 - 0.4 ‘
04 aqd ‘ 20 . 20 d 03 ] | 075 _ 04 72 ‘
03 4 ] 4 g = i § . 05 ] = 0.3 B
= = 02 =] = 0.2 1 i
0.2 05 4 | 1.0 4 S 05 ] | S 02 ] |
0.1 4 ] | J S _ 01 4 I 0.25 4 ] 0.1 4 0.1 4 I
00 s |I T 00 ; A T T T 00 T : \l 00 I h T T 00 T T T T 0o T l T 00 3 T T 0o T T T
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C><)
TASQ 2026B: Show Compound Heat Map: Color Palette and BTSSR
Manual Integration available — Update Determination

- a0 = 5 l S Chromatogram 3 | = O |[A Mobiogam x| & Q m al 4t L A S| @ & = O |[ 1 Mass Spectrum x a a¥b S e = o
- E ) Eﬁ‘ y -
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TASQ 2026B: Show Compound Heat Map: Manual Integration

= Manual integration in the Show Compound Heat Map view is a process in two steps

= First the user selects a range then he asks to perform the manual integration

= Either the user selects a range be drag and drop of a rubber band

= Or the user activates segment detection and the user clicks on a peak in the heat map

= When a segment was detected the user can change the threshold for the segment selection with [SHIFT]
Mouse Wheel and enlarge or shrink the detected segment

= By pressing the manual integration toolbar icon or the [X] key manual integration will be performed.

= The toolbar is shown outside the Show Compound Heat Map view space
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C><)
TASQ 2026B: Show Compound Heat Map Views — Manual BTSSR
Integration

= Currently no replay of manual integration is availble on process batch if manual integration was done in Show
Compound Heat Map
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TASQ 2026B: Show Compound Heat Map: Manual Integration by
Segment Selection
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BRUKER
(<)
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TASQ 2026B: Show Compound Heat Map

[:i: Show Compound Heatmap View X = B | [[:: Show Compound Heatmap View =
= Option to specify which
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TASQ 2026B: Show Heat Map: Overlay MS/MS Events
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TASQ 2026B: Overlay MS/MS Events on Heat Map
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TASQ 2026B: Heat Map View — Show/Hide Color Scale

= Show or hide color scale to change the visible data points and color of data points based by intensity
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TASQ 2026B

MS/MS Events: Show MS/MS Spectrum

M Chromatogram

S ama Mt A NOR =0

ﬁ M5/MS Events

[m]

X

Ll Show Mass Spectrum %

Q%% =0

%10~ | Urine METTPASEF pos 20CE_2 1 4422 lon Label [min] RT[s] Precursor m/z | 1/Ks[V'sfcm®] Peak | Intensity precursor )(103— Urine MET PASEF
no JRneebierine 2 HablO: ~ s T T T T T T T | Urine MET_PASEF pos 20CE_2_1_4422
181 = M+nH (%) (PI) (q) 64 181-M+nH | 524 314 181.0726 | 0.6190 - 0.6402 1276 5.0 | Theobromine
a4 ety 65 | 181-MenH| 524 314 181.0723 | 06190 - 0.6402 1352 |+ MS*() 0.6489 - D.6701 [V*s/cm®], 5374 - 5,374 [min]
182 - Menn+3 66  181-MenH| 527 316 181.0720 | 0.6182 - 0.6394 1682 435 o
0.7 -|# MS/MS Event g 67 181-MenH| 537 30 1840064 0.6439-06701 & 68126 | . o
| g 68 181-M+nH | 5.54 332 1810719 | 0.6111-0.6324 & 9714 40+ §
s -:EJ 69 | 181-MenH| 554 333 1810719 | 06111 - 06324 @ 9043 . ] =
= 70 181 -M+nH | 5.61 336 182.0436 | 0.6119 - 0.6332 1783 i
z 1 5 9 71 181-MenH| 551 3% 181.0724 | 0.6229 - 0.6442 1742 = 20 4
5 931 - 72 181-MenH| 561 337 1810724 | 06229 - 0.6442 1701 g 4
B 73 181 -M+nH | 573 344 181.0852 | 0.6006 - 0.6308 4534 = 25 o
74 181-M+nH | 573 344 181.0852 | 0.6096 - 0.6308 5532 =
75 181 -M+nH | 574 344 181.0852 | 0.6096 - 0.6308 6541 20 4
76 181 -M+nH | 574 344 181.0852 | 0.6096 - 0.6308 11037 T
T 181 -M+nH | 574 345 181.0743 | 0.6072 - 0.6284 13873 129
78 181 -M+nH | 574 345 181.0743 | 0.6072 - 0.6284 16982 1.0 : 5 cE
79 181 -M+nH | 5373 343 181.0743 | 0.6072 - 0.6284 20364 | = > =
an 181 — hManH 575 U5 1810742 | N ANT? - NARJRA 8 | ¥ 0.5 < 5‘? CE E
< > 5
ool ] s
. . ShowMSfMSSpectrum LI L L L L L B L L L L L DL L L L L L L
&4 47 48 40 5 51 52 53 54 55 56 57 58 59 6 Time[min] 2 0 40 50 60 70 80 50 100 1710 120 130 140 150 160 170 180 m/z
= Show MS/MS spectrum in Show Mass Spectrum view
= Proceed to SmartFormula view to interpret dominant MS/MS Fragments and add to TASQ processing
method
= Planned: average multiple MS/MS events
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TASQ 2026B: CCS Predict for Multiple Analytes at Once

= Select multiple analytes in TASQ method and choose — o
,Predict CCS values..." from context menu

Provide structure information for the CCS prediction,

Analyte Name Formula CCS (Method) Paste or drag InChl, Smiles, or MOL into the text field below.
[@ Caffeine CeHishiO; 1387 1| 1o
H N Cyclic AMP CagHazN:=OsP 177.9 R R
= S | t d t I | I d | OEChem-11172507522D
e eC re | C I O n O e Glycocholic acid CasHesNOs 211.8 I
@ Isobutyryl carnitine CaaHaesNOs 1544 24250 00000 0999 V2000

- 37321 20000 000000 00O0O0O0O0OOQOCOOO
S-Adenosylmethionine CasHzMN:0s5 187.3 50000 -1.0000 0.00000 000000000000

= Drag & Drop structure information if no structure is available e L SN £08008005808

2.8660 0.5000 0.L000N OOO0O0O0O00O00O000
55443 -0.8047 O0.0000N OODOO0DOO00O00O00

= Review prediction results and select values to be transferred to
TASQ method

Detected Structure Fermat: MOL

O
~ )trf
N
y,
c-’*‘i\m "P
|

[ cCs Prediction Wizard [m] X CCS Prediction Wizard o X
Prediction Model Selection CCS-Predict Results

Review the predicted CCS values and choose which icns shall be updated with the new values.
Select 3 prediction model:

Analyte Neme Formula CCS (Method) 8 Apply Selected CCSto Analyte: | [M-H}+ 1967 (P) v
Name of Model Available lons [ Caffeine CeHiNL0: 1387
€C5-Predict 4D-Lipidomics [MeHI+, [M+Nal+, [M«NHL+, [M+HCOO]- [M-H]- Isobutyryl camitine CuHzNO: 1344 lon Notation Matched lon Label  Predicted TS 1/K; (conv.) CCS (Method)  ACCS Message
CCS-Predict Pro 2025 [M+H]+, [M+Na]+, [M-H]- 8 (M-H- MenH (P)) 1967 09185 1387 580
O [M+HCOC) - 2611 - -
@ [M+Na]+ M+nNa 251.9 1.1839 155.4 96.5
O [M+NH4+ 2703 - - -
O [M-H)- - 2314
@ < Back Next » Finich Cancel @ <Back Next > Cancel
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TASQ 2026B: Miscellaneous

= Enable weighting with variance of signal for quantification

= Method Matcher new option to show only analytes which are present on both sides but do have different
settings

= Maintenance of Statistics Table and Statistics Graph to show newly added numerical properties of
determinations

= Navigate previously reviewed batches by pressing [ALT] €, [ALT] =
= Enable Enhanced Linear Mobility calibration

= User can specifiy in TASQ processing method which model shall be used

Innovation with Integrity | 16 April 2026 | 32



ASQ TASQ 2026B

TASQ 2026B: Miscellaneous

= |ntroduce block selection mode in nat based tables

= Switch between row selection and block selection with [CTRL-Left] S

»T-BAlCc=0O

© 2026 Bruker

F Analysis Results l
Analyte Formula MRSQC
T

1 1.3-Dimethylur.. CHsMO: [
2 1-Methyladen... | CaHisM:Os
3 4-Hydroxyindole = CsHsNO
4 7-Methylguani.. | CHoNeO
5 [7-Methylguan.. | CoHhshsO:
6 | Adenosine CagHesN:0s
7 Biopterin CsHaaNsOs

8 Caffeine CeHiaMO:
9 | Cyclic AMP CagHicM:OLP
10 Glycocholic acid | CasHa:NOs
1 Isobutyryl cam... | CaaHzMNOs
12| S-Adenosylme.. | CosHzNsOsS ik
13 Theobromine | CrH:MN.O: [
14 | Xanthine C:HLN.LO: B

CCS Score CCS [AY]
T
++

4+

++

4+

++

4+

++

ACCS[%] 1/Ka [V*s/em?] Amfz [mDa] ART [min] mSigma

T T T T T T
141.26 017 0.6601 -0.06 -0.02 49
159.87 0.06 0.7614 -0.03 -0.03 167
126.81 0.09 0.5759 0.44 -0.02 134
131.23 -0.13 0.6062 0.86 0.02 21
167.36 -0.12 0.7990 -0.10 -0.03 13.8
156.04 -0.08 0.7414 -0.55 -0.06 5.0
154.84 0.05 0.7314 -0.25 -0.04 131
140.25 -0.03 0.6550 0.62 -0.02 143
177.91 -0.00 0.8530 -0.01 -0.03 46
211.57 -0.11 1.0261 0.68 -0.01 1.3
154.57 0.11 0.7291 0.62 -0.02 9.0
187.01 -0.14 0.9027 -0.05 0.05 743
131.36 -0.11 0.6105 0.55 -0.02 6.3
135.00 -0.19 0.6198 012 -0.01 110

EE Analysis Results X l
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*»7-IBAlCc=8

Analyte

T
1,3-Dimethylur...
1-Methyladen...
4-Hydroxyindole
T-Methylguani...
T-Methylguan...
Adenosine
Biopterin
Caffeine
Cyclic AMP
Glycochelic acid
Isobutyryl carn...
5-Adenosylme...
Theobromine
Kanthine

Farmula

CHsN:0:
CaaHasMOs
CeH:NO
CeH:MN:0
CaaHasN0s
CroHazNz0s
CeHaM:0:
CeHioM.Oz
CaoHizMs0sP
CasHazMOs
CriHzNO,
CasHzzM:0s5
CrH:Ns0:z
C:HaMN.0:

MRSQC

EEEHEEE

i
i
[

CC5 Score CCS[AT] ACCS[%] 1/Ks [W*sfem?] Am/z [mDa] LRT [min]

T T T hd T T
+ 141.26 -0.17 0.6601 -0.06 -0.02
-+ 159.87 0.06 0.7614 -0.03 -0.03
4 126.81 0.09 0.5759 0.44 -0.02
4 131.23 -0.13 0.6062 0.86 0.02
4 167.36 -0.12 0.7990 -0.10 -0.03
++ 156.04 -0.08 0.7414 -0.35 -0.06
++ 154,84 0.05 0.7314 -0.25 -0.04
++ 140.25 -0.03 0.6550 0.62 -0.02
++ 177.91 -0.00 0.8530 -0.01 -0.03
+ 7 AT -0.11 1.0261 0.68 -0.01
-+ 154.57 0.11 0.7291 0.62 -0.02
4 187.01 -0.14 0.9027 -0.05 0.05
4 131.36 -0.11 0.6105 0.35 -0.02
4 135.00 -0.19 0.6198 012 -0.01
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5.0
131
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TASQ 2026B: Miscellaneous
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= Set flags and review states in Chromatogram/s and Mobilogram/s view with CTRL-SHIFT F, 0..6 and CTRL-

SHIFT R, 0..5

= Add hint for shortcuts on Flags and Set Review State menus

K

Seconds

Minutes

ROl Zoom

Flags
K

Set Review State

Delete Determination

Copy

Save as Image

Preferences...

EEAr Br v Br Y

Elue Flag
Green Flag
Orange Flag
Purple Flag
Red Flag
Yellow Flag

Clear Flag

Ctrl+Shift+U, 1
Ctrl+5Shift+U, 2
Ctrl+5Shift+ L, 3
Ctrl+5hift+U, 4
Ctrl+Shift+U, 5
Ctrl+5Shift+U, &

Ctrl+Shift+U, 0

K

Seconds

Minutes

ROl Zoom
Flags

Set Review State

Delete Determination

Copy

Save as Image

Preferences...

e

Mot Reviewed
Accepted
Rejected

Unclear

Maone

Ctrl+Shift+FR, 1
Ctrl+Shift+R, 2
Ctrl+Shift+R, 3
Ctrl+Shift+R, 4

Ctrl+5Shift+R, 0
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TASQ 2026B: Miscellaneous

= Enhanced specification of smoothing parameters on ion level — no Smoothing Me... Smoothing wi... | Smoothing cy...
. . . . . . T T T
smoothing — same smoothing algorigthm as specified in global settings - Inherit ] 765 7
. Inherit 1.00 1
Gauss — Savitzky Golay No Smoothing
Gauss
Savitzky Golay

= More relaxed handling of errors in TASQ method
= |mproved editing of errorneous/conflicting 1/K0 and CCS values

= Allow processing again even if there are errors in TASQ method

General method settings  timsTOF settings  Calibration settings ¥ Analytes settings  Quantitation settings  Library search settings  General library search settings  Internal standards  Internal performance standards  Mumberformats  Colors def * | ¥

X

Analyte Formula Mazs [Da] Reg.ID AT expected [... RT tol. [min] + RT narrow [mi...  RTwide[min] = | 1/K; expected ... = CC5 expected ... | CCStol [3%] CCS narrow [%...  CCSwide [%]+ f
Benfu T T T T T T T T T T T T

1 Benfuracarb  CasHaN0sS 410.1875 | (82560-54-1) 11.73 0.50 0.10 o.20 [ 7.00 2,00 500 | °

Accept the 17K, value of selected analytes
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TASQ 2026B: Miscellaneous

Batch

Review
Screening

= et the user process data even if there are

Metho — —
Eg ,.ﬂa’ln‘;;zmje"t ?J/ ®]® Quantitation F=H Reporting

Management

Spectral
Library

errors Or bad Settl n S ||’] method *BBatch Navigator > | % T G| # § = 3 || BB Analysis Results x} YT BAIC=8 } A Chromatogram x]hj_. Mass Spectrum %% List Chromatograms & ¢
g Applied filter: None Analyte Formula 2Matching Co... MRSQC CCS Score cc5|‘ gt
— [m}
5| Datas_Alksloids
. 1
> Demo Data Quat Select method for processing TSQ-10360 PFAS pasef EPA1366
i g::z g:t: g::: Please select a method to process your batch,
b Demo Data Quar
5| Demo Data Quat )
Applied filter: None
s FDFront[TsQ1 T LT
> L] prmPasef-Onian TASQ Method Version | Type | Read-only
5| prmPASEF_Onio| T T T T
> L] SeizedDrugs [5] 1 bbCID timsTOF Libs 2 timsTOF O
5| triszine-L_batch imsTOF pos (Library) 'ms
3 [ triszine-L batch 2 Buthylazin 8 - timsTOF O
S TSO-10360 PFAS 3 Deme Data Quant timsTOF 17 - timsTOF ]
> TSQ-10612 [3] 4 Dioxins 1~ timsTOF ] 4
5| UrineMET.PASEl | 5 Errorim Method B Error information about the selected method X
> [UVISOTHER [12 6  PFAS20min PFAS Kit bbCID 70 for TargetScreener KAWE finalize
> || Uvanly [15] 7 PFAS 20min PFAS Kit bbCID 70 for TargetScreener KAWE finalize-20250714 The following errors were found in the method:
> xDemoData® | 5 pracret ¢
9 PFAS-rot-lontest [Aldicarb-sulfone (Aldoxycarb) Fragm 142 Mob1] : CCS expected value does not match 1/Ks expected value
S— R P . [Aldicarb-sulfone (Aldoxycark) Fragm 148 Meb2 (M+H]] : CC5 expected value does not match 1/Ks expected value
@ Analyte Navigator 3 10 prm-PASEF-anion-denoising-off [Amitraz: 4-Amino-3-methylbenzoic acid Peak?] : CCS expected value does not match 1/Ks expected valus
11 TargetScreener HR 2023 Pesticides_pos timsTOF for 24DAgilentMix Import 240 only +ToxMix + Compend|  [Azinphos-cthyl Fragm 160] : CCS expected value does not match 1/Ks expected value
Applied filter: None 12 TargetScreencr HR 2025 PFAS neg final3 [Desmetryn] : CCS expected value does not match 1/Ks expected value
2 S [Ethirimol-desethyl] : CCS expected value does not match 1/Ks expected value
= [Fludiexonil-carboxylic acid Na Adduct] : CCS expected value does not match 1/Ks expected value
— 14 urine compounds [lprodione: RP20228] : CCS expected value does net match 1/Ks expected value
11CI-PF30UdS 15 urine MET_PASEF [Metribuzin-diketo] : CCS expected value does not match 1/K; expected value

Methad status processing

It is recommended to clear the errors before processing with this method.
8:8 PFPi |

[Prometen] : CCS expected value does not match 17K, expected value
[Propazine] : CCS expected value does not match 1/Ks expected value
[Prothiocarb] : CCS expected value does not match 1/K; expected value
[Secbumeton] : CCS expected value does not match 1/Ks expected value
[Simetryn] : CCS expected value does not match 1/Ks expected value
[Terbumeton] : CCS expected value does not match 1/K; expected value
[Tiinexapac-methyl] : CCS expected value does not match 1/Ks expected value

Cancel

Next >

Cancel

T T T T
0.05 0.1 0.15 02 0.25 03

Elocalhost| G Processing server connected | T50-10360 PFAS pasef EPA1366
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TASQ 2026B: Miscellaneous

= Extend TASQ processing method by import of tsv file.
= |gnore duplicate analytes
= |n future merge information of duplicates

= Evaluation rule: false positive — consider chromatograms of mandatory ions to reduce number of false
positive flags

= Qptimize chromatogram: reduce 1/K0 range in case of broad mobility peaks to increase specifity
= Allow copy & paste of analyte within a TASQ processing method

= Be more relaxed on processing over segment borders — do not stop if next segement does not contain
spectra

= For DART data show temperature profile in List Chromatograms view. More important requirement seems to
be show intensity vs temperature (Thermo desorption plot)
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TASQ 2026B: Extend TASQ Processing Method with Analytes

13C3-PFHxS C:"*CaHF.:0:5 4029539 .02
13C4-PFBA PCHF0; 2179999 448
13C4-PFHpA Cs*CaHF1:0: 367.9903 7.97
13C5-PRHxA CVCeHF.10: 3189969 B.93
13C5-PFPeA "CeHF:0; 269.0001 5.88
13C6-PFDA Ca"*CsHF+50: 519.9874 10.45
| 13C7-PFURA Ca*CoHF20: 570.9876 11.05
'IBCE-F'FE Set Tags to Selected Analytes E ﬂﬂ .............
13C9-PFr 873
Add Analyte
3,6-0PFF 6.80
1 6-OPFF Add Analytes from File... T
47 FTS Remove Analytes DEL 6.90
B:d FTS 892
B2 FTS r‘ Copy selected Analytes 10.50
9Cl-PF3C 10.20
ADOMA Add Missing lon Ratios 8.12
ADONAR Change Retention Times Offset... &12
EtFOSA 12.70
EtEQSAA Delete 5igma and Tau Values of all Analytes 11.20
EtFOSE Select Evaluation Rules 2.50
FHpPA 10,03
FOSA Clone Method for selected Analytes 11.10

Clone Method for Fluxomics for selected Analytes

Method Profiles

Add Analytes from File O ® o

. o 4 Analyte Name Status |
File Validation T T

FaeEmra it 1 O @ 11CI-PF30Uds Duplicate mass of analyte [11C1| |

2 O @ 36-0PFHpA Fragm 201 Duplicate mass of analyte [3,6-( !

3 O @a2Frs Duplicate name |

4 O @e2FTs Duplicate name |

5 O @s2Frs Duplicate name |

6 O oQCI-PF30N5 Duplicate mass of analyte [9CI-| !

7 O @ apona Fragm 251 Duplicate mass of analyte [ADC| |

8 [0 @ HFPO-DAFragm 169 | Duplicate mass of analyte [HFP ’

g O @L-pres Duplicate mass of analyte [PFB! ’

10 O @ L-PFHpS Duplicate mass of analyte [PFH ’

" O @ L-PFOA Fragm 369 Duplicate mass of analyte [PFO. ’

12 O oL-PFOS Duplicate mass of analyte [PFO |

13 O OL-PFPeS Duplicate mass of analyte [PFP¢ |

14 O 0PF40PeA Duplicate mass of analyte [PFA( |

15 O OPFBA Duplicate mass of analyte [PFB! |

Select Merge Mode 16 O OPFDA Dupl?cata mass of analyte [PFD: '

17 O OPFDDDA Duplicate mass of analyte [PFDi| |

| Skip import of this analyte and keep existing one enly. v| 15 0 OPFEESA Duplicate mass of analyte [PFEE ,

19 O OPFHXA Fragm 269 Duplicate mass of analyte [PFH. '

20 O OPFHXS Duplicate mass of analyte [PFH. '

21 O OPFMOBA Duplicate mass of analyte [PFM '

[timstof series negative] 42 8 |

[timstof series negative] TSQ-10158 22 O o PFMNA Duplicate mass of analyte [PFMN. '

[timstof series positive] 23 O @errea Fragm 219 Duplicate mass of analyte [PFP¢ |

24 O oPFUnDA Duplicate mass of analyte [PFUI| |

25 @& Example 0K |

26 & PFHpA Fragm 319 oK |

Select which ions shall be generated

Generate ions from the imported file only. v

® S
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TASQ 2026B: Extended Configure Columns Dialog: Tags for

Columns

= Hence there are myriads of columns tagS B Create Empty TSV Method File

<)
BRUKER
(<)

were added to categorize columns [ — [t —
: Y v
= Configure columns dialog can be filtered or | ] @9meee. bayse BB
sorted by the tags column | 4 oM v iy s i+ [Wapsasii:
| 5 (LS) Ma-ss toler... Librar}r Search 5 CAS RN
= Also available for creating a template tsv | 7 (Jeceste. tinay s 7 N0
. . . . - g (L5) Scoring fu.. | Library Search g Tags
file to organize analyte information for | |9 [ 05 Scoring . | ibary S 8 | Commert
. . { 10 (L5) Scoring wi... | Library Search 10 Formula lon Parameters
generation of TASQ processing methods | 1} s bsenees 2 [Spocrmigpe [ion Parmte
from file or extension of TASQ processing | i emere. imreomae
. - 15 Area threshold...  lon Parameters
methOd by flle 16 Bracketing fun... = CQuantitation
7 CCS expected lon Parameters
| > e|[o]8
1 Generate...

Reset to Defaults

ion columns UV trace columns GC trace columns
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TASQ 2026B: Create Empty TSV Method File

= Creation of Empty TSV Method File is improved

= There are now three options:
= Create an empty TSV file containg all available columns
= Create an empty TSV file with a minimu set of columns

= Allow user to configure the set of columns with an extended
configure columns dialog

<)
BRUKER
(<)

BER Create Empty TSV Method File X

| Choose which columns to include in the new file;

| 0 Include all available columns
| (O Include a predefined selection of minimal required columns

| () Let me choose which columns to include
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TASQ 2026B: Retrieve Batches by TASQ Method

= Retrieve a list of batches which were processed with a TASQ processing method

= Select a batch from the result list

Demo Data Quant

Deme Diata CQuant - TSON & Set to Batch Parameters

Demo Data Quant 2024-0
Demo Data Quant add na
Demo Data Quant add na
Demo Data Quant add na
Demo Data Quant add na
Demo Data Quant Based
Demo Data Quant-conc-|
Demo Data Quant-four-is
Demeo Data CQuant-ips
Demnc Data Cuant-legacy
Demo Data Quant-rc-tase
Demnc Data Cuant-reproc
Demo Data Quant-test
Demo Data Quant-test2
Demeo Data Screening
Demo Helanda version 10

Diazepam D3

58

58

ch

[~ [=

[~

Open in Method Matcher

Compare with Batch Method in Method Matcher
Save Methed as timsTOF Method

Change Mame of Method

Mark Method as Deprecated

Delete selected Method

Show Batches using this Methed

Export selected method
Import methods

Copy

Export to Excel

: Batches using this method

Method: Demo Data Cuant

Batch name

. Dermno Data Cuantitation-calib2

i Demo Data Quantitation-2024

[ Demo Data Cuantition ppmANDpph

Dermo Data Quantitation-metatdataservice
Demo Data Quantitation-AuditTrail-CP4166
Dermneo Data Quantitation-AuditTrail

Creation date

2024-01-17 13:31:41
2024-01-1614:11:26
2022-06-08 14:32:11
2022-01-12 16:48:19
2021-12-02 11:31:37
2021-12-02 11:31:37

Total results: &

Y
@

Open in Batch Mavigator

Innovation with Integrity |

10

Cancel

16 April 2026

41



ASQ TASQ 2026B M
TASQ 2026B: Method Editor Give Information how many Batches NS e

were Processed with Selected Method

= Show how many batches were processed with current TASQ method

= Press Info button to get a list of batches which were processed with that method

B2 Method Editor X ‘&5 Methad Matcher B Method Profile Manager |egR: & |EBE|OR| L L[C=0O
Version: | 2 (2024-01-2413:10:57) -~
Selected method: 05_CVUA-Alkaloide 2012 [Vers.: 2/ TOF]
|U5e in Batches: 3 [ ]
General method settings  Calibration settings  Analytes settings  Quantitation settings  Library search settings  General library search settings  Internal standards  Internal performance standards  Number for olors definition  Workflow settings
Analyte Formula Mass [Da] Reg.lD RT expected [... RT tol. [min] = RT narrow [ B-a;he; us;ng t;ﬂs n‘;E_i:ht-jd - - B >'< nces

T T T T T T T
1 Heliotrine CagHzNOs 313.1889 | 303-33-3 4.3 0.50 .
2 Heliotrine-M-0.., CisHzrNOs 3201838 349 0.50 Method: 05_CVUA-Alkaloide 2012
3 Lycopsamine CasHzNOs 2991733 3.67 0.50 || Batch name Creation date
4 Lycopsamine-... | CisHzMOg 315.1682 3.54 0.50 . Data5_Alkaloids-castAway 2022-04-27 10:34:18
5 Monocrotaline CagHzzMNOs 325.1525 | 315-22-0 2.92 0.50 . Data3_Alkaloids-testCalibration 2021-12-02 15:34:28
B Monocrotaline., | CicHzMNOs 341.1475% 2,19 0.50 ' Data5_Alkaloids-castAway - Copy-cpd186-import 2021-12-02 15:34:28
7 Retrorsine CacHzeNO: 3511682 | 480-54-6 411 0.50 ' | 1
8 Retrorsine-N-o.. CisHzNO; 367.1631 438 0.50 ' '
g Senecionine CazHzsMNOs 335.1733 | 130-01-8 473 0.50 1
10 Senecionine-N... | Ci:HzNOs 351.1682 | RT 777 5.07 0.50 1
i Seneciphylline CazHzzMOz 333.1576 4.27 0.50 1
12 Seneciphylline..  CaaHzMNOs 348.1525 4.58 0.30 | Total results: 3 < 10 ~ 2
13 Senkirkine CasHzmMOs 365.1838 I} 5.20 0.50 .
14 Senkirkine-M-... | CieHzNOs 3811738 4.21 0.50

® Open in Batch Navigator Cancel
] | ] ] I
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TASQ 2026B: Retrieve Batches by TASQ Method

= Delete TASQ method now checks which batches are related to this method.

; S : S e g
Delete selected method(s) X
i i |
The method you are about to delete is used by one or more batches in your database: |

Wy

[ | Dermo Data Quantitation-2024
- Dernc Data Quantition pprmAMNDpphb
- Demo Data Quantitation-AuditTrail
- Demo Data Quantitation-AuditTrail-CP4166
- Dermo Data Quantitation-calib2
- Dermo Data Quantitation-metatdataservice

| Deleting this method may invalidate processing results of these batches. Delete anyway?
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TASQ 2026B: Search for Methods which Contains Analytes

Search for analytes

Select analyte/s of interest
Methods with analyte/s are listed
Select method by double click

Note: Only methods which are used
for processing can be found

<)
BRUKER
(<)

| i Search Methods by Analytes

Name Alprazolam

Analyte Name Formula m/z #Found 7
Alprazolam C17H13CIN4  308.08.. 35
Alprazolam D5 C17D5H8Cl... 313.11.. 16

i Hydroxyalprazola... C17H13CIN.. 324.07.. 2

| | alpha-Hydroxy-A... C17H13CIN... 324.07.. 2

I— Flualprazolam C17H12CIF... 326.07.. 2
alprazolam 0.0000 1
alprazolam-D5 0.0000 1
4'-chloro-deschl... C17H13CIN4 308.08.. 1
Alprazolam. alph... C17H13CIN.. 324.07.. 1
alprazolam-A+1  C17H13CIN4 308.08.. 0
alprazolam-A+3  C17H13CIN4 308.08.. 0
Alprazolam-M (gl... C23H21CIN... 484.11.. 0
Alprazolam-M (H... C23H21CIN... 500.10.. 0
Alprazolam-M (H... C17H13CIN.. 324.07.. 0
.alpha.-Hydroxyal... C17H13CIN... 324.07.. 0
4-Hydroxyalpraz.. C17H13CIN.. 324.07.. 0
alpha-Hydroxy-A... C17H13CIN... 324.07.. 0
Alprazolam C17H13CIN4  308.08.. 0
Hydroxyalprazola... C17H13CIN... 324.07.. 0
@

Method name

Demo Data Quant-ips

Alprazolam

VHL Oral Fluids Method

Demo Data Quant add name of csv file fo...
Demo Data Quant

Demo Data Quant

Demo Data Quant add name of csv file fo...
Demo Data Quant Based on Legacy

Demo Data Quant add name of csv file fo...
Demo Data Quant add name of csv file fo...
Demo Data Quant

Demo Data Quant

Demo Data Quant-conc-bcview

Demo Data Quant-reproduce-TSQ-6609-1...
Demo Data Quant-four-isotopologues

Demo Data Quant

Creation date

2025-07-1510:53:30
2025-02-05 17:30:50
2025-01-10 10:22:31
2024-12-02 14:05:58
2024-11-24 13:49:24
2024-04-26 11:44:54
2022-09-02 17:36:20
2022-09-02 17:31:09
2022-09-02 17:15:23
2022-07-16 00:00:14
2022-07-15 23:51:20
2022-06-02 12:44:01
2022-01-23 16:56:14
2022-01-23 16:44:42
2021-12-05 13:59:16
2021-12-05 13:34:22

Total results: 19

< 100 ~

Double-click a method to select it in the Method Navigator.
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TASQ 2026B: Method Navigator — Filtering for Methods with =
Analytes

= Analyte filter added to method navigator to drill down methods containing analytes of interest

= Qptions to show methods which contains any of the selected analytes or all of them

- . Analytes for Method Filter x
s ethod Filters X || ’ T Method Mavigator } Qs | YT = 0O
| Search by Name  alprazo Analytes tofilter for (double-click to remove)
Analyte Formula miz - .
| Analyte Formula m/z #Found A\pr:ztn\am C17H13CING 308.0829 Appllad ﬁlter: ﬁ
Mame contains: Alprazolam C17H13CING 308.0829 4 - -
Alprazolam CT7HI3CING 3080829 0 -~ filter -- Analytes (Match ANY): Alprazolam, Diazepam, Nordiazepam,
Alprazolam C17H13CING 308.0829 0
. Alprazolam C17H13CING 308.0829 0 .
||"|5trumerlt type. > Alprazolam C17H13CING 308.0829 0 MEthDd VerSIDn w
Alprazolam CITHIICING 080820 0 T T
Created between: and: Alprazolam CITHIICING 080820 0
) ' Alprazalam CITHIICING E0029 |0 1 Demo Data Quant Legacy Calibration 3
Alprazolam CITHIICING 080820 0
Motified Benueer T ||| Atprazolam CITHI3NACH 3000002 0 2 Demo Data Quant 2
Alprazolam CITHIICING 080820 0
|| Alprazolam CITHIICING 08080 0
[ From current user only Alprazolam C17H13CING 308.0829 0
|| Alprazolem CITHIICING 080820 0
Tags: 1736 Clear Selection Alprezolem CITHIICING 080820 0
DemoDataQuantTag || Alprazolem CITHIICING 080820 0
N”_U | Alprazolam CI7TH13CING 308.0829 0
Alprazolam C17H13CING 308.0829 0
TargetScreener ||| Alprazolam CITHI3CIN 308089 0
Alprazolam C17H13CING 308.0829 0
Alprazolam C17H13CING 308.0829 0
Alprazolam C17TH13CING 308.0829 0
Alprazolam CI7TH13CING 308.0829 0
Filter by Analytes: Alprazelam Add Analytes ||| Alprazolam CITHI3CING 3080820 0
Diazepam Alprazolam CITHIZCIN 3080829 0
o Match at least one Nordiazepam | Alprazolam CITH13CING 308.0829 0
. Remove selected Alprazolam CITHI3CING 3080829 0
() Match all Mordiazepam D5 ||| Alprazolam CITHI3CING 3080829 0
Alprazolam C17H13CING 308.0829 0
Alprazolam C17H13NACH 309.0002 0
5 Addto Selection Remove selected | Clear Al
! Clear OK Cancel Apply | @ o f—
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TASQ 2026B: Miscellaneous

= List Chromatogram view added option to =~ [%=eemmes= BAMAREN Y 00 - O

x10° | M3_4_1_7033

| 2-Butanone-DMNPH — CigHazMsOs — +++

manually integrate all ions or traces of A N
same type at once

3.5 ]
3.0 ]
25
20 ]

= List Chromatogram view enable manual 3
integration of internal standards

Intensity

05

<107 Im2_a_1 7033 )
_|[2-Butanone-DMNPH — CigHazMaOs — +++ 0

= Apply manual integration optionally to all
other chromatograms of same type ]

3.0 4

Intensity

20 4
1.0 4
i —_—

80 {|m3_4_1_7033
o 7|2-Butanone-DMNPH — CigHazMa0s — +++

50 : 410 nm (DAD), Smoothed (GAUSS, 3x, 7255
R //
g ]
E
20
] //
104
—r T T [ T T T T [ T T T T [ T T T T [ T T T T [ T T T T[T ||'|'.|.||||||||||
A 5.6 5.7 5.8 5.9 6 6.1 6.2 Time [min]
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TASQ 2026B: List Chromatograms View Enhanced

= Add new option to preferences to show peak factors for
MS, UV-VIS and GC peaks

= Remove square widgts on y axis as they had no function
= Add command to call preferences to context menu

= Show EIC of internal standards independently whether
EICs of analyte are visible or not

e List Chromatograms X Q QbR A N T v Plots =g
x10° | New extract after clean up_pos_acclaim_1_10_bbCID_15 V_6_1.2725 =
5.0 | Piydro-E-deoxy-lactucin - CosH:eOs — -+ E
15 7263 - M=nH (1 (PD) (@) Column efficiency = 16587
1.0
05 Tailing factor = 146 Peak asymmetry = 160
x10° ] New extract after clean up_pos_acclaim_110_bbCID_15 eV_6_1_2725 B
- Dinydro-B-deoxy-lactucin - CisH:eOs - +++ =
-MenH-1 Column efficiency = 1
0] M—— Peak ssymmetry = 1.61
05 ]
107 | New extract sfter clesn up_pos_acclsim_1_10_bbCID_15 eV_6_1 2725 =
| binydro-8-deoxy-lactucin ~ CisHizO. - + -+ <
10° | New extract after clean up_pos_acclaim_1_10_bbCID_15 eV_6_1.2725 o
Dihydro-8-deoxy-lactucin - CisHieOs ==+ + =
189 -189.0911 Column efficiency = 17062
17
Tailing factor = 148 Peak asymmetry = 1.75
New extract after clean up_pos_acclaim_1_10_bbCID_15 eV_6_1_2725 2
Dihydro-8-deoxy-lactucin - CsHhsOs = = -+ =
245- 2451172 Column efficiency = 17226
Tailing factor = 148 Peak asymmetry =
New extract after clean up_pos_acclaim_1_10_bbCID_15 eV_6_1.2725
Diydro-8-deoxy-lactucin - CsHhsOs = = ++
7 nm (SINGLE_WAVELENGTH)
~ ~ Peak asymmetry
MNew extract after clean up_pos_acclaim_1_10_bbCID_15 eV_6_1_2725 | SR
Dihydro-8-deoxy-lactucin - CisH:e0s - +++
Column efficiency
T T T T T T T T - T
PPN 415 42 425 43 435 24 485 45 455 Time [min]
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TASQ 2026B: Miscellaneous

= Use Bruker Ribbon as drop target: drag and drop .brkrar, .tasgMethod, folders with .d, or .d folders onto the
Bruker Ribbon to start import of .brkrar archive, .tasqgMethod or batches or extend batches.

= QOption to hide upper and right border of data widget
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TASQ 2026B: Miscellaneous

= New columns Internal Standard and Internal
Performance Standard in Analyte settings and
Quantitation settings table of Method editor

= Show assigned standards
= Assign standards from combo box

= Available standards are sorted by retention time
difference to selected analyte

= Analytes which are used as standard can't get an
assignment of another analyte.

= Combo box can be filtered by entering partial
name of analyte

<)
BRUKER
(<)

E2 Method Editor ]&5 Method Matcher B Method Profile Manager &~ ~ | BS Ry

Selected method:™

General method settings  Analytes settings  Quantitation settings  Library search settings  General library search settings  Inten| * | *

X

o W e —

19
20
21

23
24
25
26
27

]
L]

|BE|BhB| 1, 4| C =8O

EPA 1633 PRAS Final [Vers: 3/ TQ]

Version:

Uze in Batches: 0

|3 ( 2025-10-01 21:08:27) v|

Analyte Farmula Mass [Da] | RT expected [min] | Internal Standard | Internal Performance Standard
pfos Y T T T T T
13C8-PFOS 0.0 6.79 = PFOS-[13C4]-MIS -
13CE-PFOSA 0.0 8.46 ~ PFOS-[13C4]-MIS
EPFOS CeHF470:5 499.9 6.79 13C8-PFOS

PFOS-[13C4]-NIS 0.0 6.79

PFOSA CeHzFirMNO25 499.0 8.46 13C8-PFOSA ~ PFDoS

13C5-PFNA 0.0 8.15 = PFNA-[13C5]-NIS -
3-3 FTCA 0.0 3.00 13Ce-PFDA E'
4-2FT5 0.0 4.23 13C2-4-2FTS

5-3 FTCA 0.0 4.95 13C8-PFOA

6-2 FT5 0.0 5.46 13C2-6-2 FTS =| PFMPA  [A 0.2 min] I
T-3 FTCA 0.0 6.22 13Ce-PFDA =| PFPef  [A0.52 min]

8-2 FT5 0.0 6.39 13C2-8-2 FTS =| PFBA [AD.76 min]
9CI|-PF30UdS 0.0 7.10 13C8-PFOS -| PFBA-[13C3]-NIS  [A D.76 min]
ADONA CiH:Fq20. 373.0 5.34 13C9-PFNA -

3 13Ce-PFDA - M|
3 13C2-4-2FTS = fiq X
3 13CE-PFOA | 5-3 FTCA [ 1.86 min]
3 13C2-B-2FTS | 7-3FTCA  [A3.13 min]
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TASQ 2026B: Miscellaneous

= |nternal (Performance) Standards tab in MethodEditor: Sorting of analytes by name and retention time added

B} Method Editor \&5 Method Matcher B Method Profile Manager — ~[BER A B|BB|L L|C=8 E} Method Editor X 135 Method Matcher B8 Method Profile Mansger -~ |BER A B|BR| L LG =8
Version: (202 Version:
Selected method: PFAS 20min PFAS Kit bbCID 70 for TargetScreener KAWE finalize- 20250714 [Vers.: 1 / timsTOF] Selected method: PFAS 20min PFAS Kit bbCID 70 for TargetScreener KAWE finalize-20250714  [Vers.: 1/ imsTOF]
Use in Batches: 0 Usein Batches: 0
General method settings  timsTOF settings  Calibration settings 7 Analytes cettings Quantitation settings  Library search settings General library search settings  Internal standards  internal performance standards  Number formats  Colors definition  Workflows ¢ | * General method settings  timsTOF settings  Calibration settings ¢ Analytes settings Quantitation settings  Library search settings  General library search settings  Intemal standards  |nternal Number formats  C: Workflow s * | *
Unassigned anzlytes Sorting by: @ Analyte () Retentiontime | Internal standards with assigned analytes ¥ Unassigned analytes Sorting by: () Analyte © Retentiontime 1 Intemnal standards with assigned analytes ES
Analyte RT [min] Analyte RT [min] Analyte RT [min] Analyte RT [min]
PFUNDS 1160 > (2 D3-NEtFOSE (I5) 1000 13C3-PFBA 488 ~ [ 13C4-PFBA (15) 488
PFTIDS 1250 > (= D7-NMeFOSE (I5) 1000 13C2-PFHXA 693 [=] prEA 493
1802-PFHKS 50 5 (2 D3-NEtFOSAA (I5) 1000 1802-PFHXS 802 ~ 6 13C5-PFPeA (15) 588
13C5-PFNA o7 > [ D5-NEFOSA (IS) 1265 13C4-PFOA 888 [Z] PFMPA Mob1 525
13C4-PFOS 72 > (2 D3-NMeFOSAA (i) 1000 13capFOS o [ PEMPA 528
13C4-PFOA .88 > [ D3-NMeFOSA (I5) 1225 13C5-PFNA o E PF40PeA Mob1 529
13C3-PFBA 488 v [ 13C9-PENA (I5) 973 13C2-PFDA 1045 [Z] PF40PeA Mob2 529
13Co-PFHA 63 [ PFNA Peak3 Mob2 978 paedd s [ PFMPA Mob2 a0
[ PFNA Peak3 Mob1 978 n [ PrPea 593
13C2-PFDA 1045 [ PFNA Peak2 Mob2 954 PFTIDS 20 [Z] Prpen Fragm 219 592
[=] PFNA Peak2 Mob1 954 [ PEPeA Mob1 595
[55] PFNA Peaki Mob2 947 [] PFPeA Mob2 595
[Z2] PFNA Peak1 Mob1 947 [Z] FPiPA 6.00
[= prna 978 [ PF4OPeA 6.00
> (> 13CB-PFOSA () 1000 [ PFMOBA 625
> (2 13C8-PFOS (15} 972 [ PFMOBA Mok 625
> [ 13C8-PFOA (I5) 288 @ PFMOBA Mob2 6.26
> & 13C7-PFURA () 1105 > (5 13C3-PFBS(5) 603
> 2 13C6-PFDA (IS) 1045 > G 13C2-42FTS (15) 685
> (> 13C5-PFPeA () 388 > (5 13C5-PFHxA (15) 693
> (3 13C5-PFHxA () 693 ~ (5 13C3-HFPO-DA (IS) 723
> (3 13C4-PFHpA (15) 797 7] HFPO-DA 7.8
> [ 13C4-PFBA (I5) 488 [%] HFPO-DA Fragm 169 728
> 3 13C3-PFHxS (5) 202 7 ADONA a2
> [ 13C3-PFBS(15) 603 [=] ADONA Fragm 251 212
> [ 13C3-HFPO-DA () 723 [ 9C1-PF3ONS 1020
> (3 13C2-PFTeDA (5) 1253 =] 1C-pR0US 1140
> (3 13C2-PFDOA () 165 © & 13C4-PFHRA (9) 797
> B 13C2-82FTS (I5) 1045 [ PRHpA 8.02
> (3 13C2-62FTS (15) 887 5 PFHpA Mo 802
> (> 13C2-42FTS (I5) 685 5] RFHpA Mob2 20
v (5 13C3-PFHES (15) 802
[Z] PFPeS 7.08
[ PFHxS Peakl 7.83
e e eI St Please drag analyte from left o right to create an internal standard
Drag analytes onto zn internal standard to assign them. Drag snshies onto an mtemsl standard to sssign thern
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» e

TASQ 2026B: Miscellaneous — Collapse List of Standards

General method settings  Analytes settings Quantitation settings  Library search settings  General library search settings Internal standards  Internal performance standards | * | * |y search settings Internal standards  Intemnal performance standards [ 4 | *

= Quick collapse / expand in

Internal standards with assigned analytes ~ Internal standards with assigned analytes

Internal (performance)
standards page added

© 2026 Bruker

PFBA-[13C3]-NIS
PFDA-[13C2]-NIS
PFHxA-[13C2]-NIS
PFHx5-[1802]-NIS
PFMA-[13C5]-NIS
PFOA-[13C4]-NIS
PFOS-[13C4]-NIS
TDCA

v (= 1302-4-2FT5 (15)
E a2FTs

v (= 13C2-6-2FT5 (I5)
E e-2FTs

v (= 13C2-8-2FT5 (I5)
E s-2F18

v (= 13C2-PFDoA (1)
[Z] PFDoA
[ PFTiDA

v (= 13C2-PFTeDA (%)
[ PFTeDA

~ (= 13C3-HFPO-DA (I5)
[&] HFPO-DA

~ (= 13C3-PFBS (I5)
[=] PFBS
[=] PFEESA

~ (= 13C3-PFHxS (15)
[Z] PFHpS
(5] PFHS
& PFPes

v (= 13C4-PFBA (5)
=] prEA
=] PRMPA,

v (= 13C4-PFHpA (15)
[Z] PFHpA

v (= 13C5-PFHxA (15)
[72] NFDHA
[72] PFHxA

v (= 13C5-PFPeA (15)
[ PFMBA
[ PFPes

~ (= 13C6-PFDA (I5)
=] 3-3FTCA
& 7-3FTcA
[=] PFDA

v (= 13C7-PFURA (15)
=] PFURA

se (Co 12CS DEOA (IS)

> (= 13C2-4-2FTS (I5)
> (= 13C2-6-2 FTS (15)

> (= 13C2-8-2 FTS (15)

5 (= 13C2-PFDoA (I5)

> (= 13C2-PFTeDA (I5)

5 (= 13C3-HFPO-DA (I5)
> (= 13C3-PFES (15)

> (= 13C3-PFHiS (15)

> (= 13C4-PFBA (15)

5 (= 13C4-PFHpA (I5)

5 (= 13C5-PFHxA (15)

5 (= 13C5-PFPeA (15)

> (= 13C6-PFDA (15)

5 (= 13C7-PFURA (I5)

> (= 13C8-PFOA (I5)

5 (= 13C8-PFOS (15)

5 (= 13C8-PFOSA (I15)

5 (= 13C9-PFNA (I5)

> (= D3-NMeFOSA (15)
> (= D3-NMeFOSAA (I5)
> (= D5-NEtFOSA (I5)

> (= D5-NEtFOSAA (I5)
> (= D7-NMeFOSE (I15)
> (= D9-NEtFOSE (I5)

Please drag analyte from left to right to create an internal standard.
Drag analytes onto an internal standard to assign them.

Innovation with Integrity |

16 April 2026

Sil



ASQ TASQ 2026B

TASQ 2026B: Optionally Configure Columns to be Exported to LIMS

File

= Currently only available for export to LIMS from client

= Future TASQ version will add LIMS column definition to TASQ processing method

Export batch data to LIMS

Please select an exportpath

| Root folder for LIMS export  Drop export directory here!

| Substitute text for n.a.

| Format (tsv, csv)

[ single file for batch

| Filter criteria for Export:

| Sample Types
| Review States

| Flagged

| [J Report missings

Tab separated values (itsv) o

@ Elank @ 5sample @ Calibration Sample @ Qualitycontrol Sample
[JACCEPTED [CJREJECTED [CJUMCLEAR
@ Ignore Des CINe

| [ Include Internal Standards

Export columns:

| (C) Use all celumns

| © Use configured columns

©)

Configure Columns oK Cancel

r
| Configure Columns
| Hidden

Column Name
T
#Analytes (LS)
#MS5/MS Spect...
%RSD RF
(A/H)max / (A,
1/KD [V*s/em2...
AfH
Accuracy devi...

Accuracy/Rec...

=TT I R R L R

Acquisition Date
10 Acquisition M...

1 Adduct

12 AnalysisPath

13 Analyte Tags

14 Area (GC) for ..

15 Area Mobilegr...
16 Area UV Quant...

a7 R T N

Reset to Defaults

X
Visible |
Hidden column description Column Name
T
#Analytes (LS) 1 AnalysisMame
#MS5/MS Spectra (LS) 2 Analysisld
%RSD RF 3 AnalyteName
(A/H)max / (A/H)min 4 Analyteld
Expected 1/K0 [V*s/cm2] 5 Area
Area to height ratio 6 Area Quantification
AccuracyDeviation 7 RT[min]
Accuracy/Recovery[ %] 8 m/z
Acquisition Date 9 1/K0 [V*s/em2]
Acquisition Method 10 ECCS[A?_]
Adduct 11 dRT[min]
AnalysisPath 12 Error [mDa]
Analyte Tags 13 delta 1/K0 [V*s/cm2]
Sum of GC area values of all quantifier ions
Area of mobilogram peak
Area UV Quantification
= &)[¢] [
Cancel
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TASQ 2026B: Miscellaneous

= Method editor: Properly detect changes from ,Single Peak” to ,Peak Group” -> saving enabled
= Smart Formula view give a clear indication if NUPF processing service is not available

= Drag and Drop of concentrations.tsv to Batch Concentrations view

= Added PMI type [M-nH]n+ for ecTOF support. Cl ionization creates [M-H]+ ions.

= Added new option to show only traces for found ions in Chromatogram/s, List Chromatograms,
Mobilogram/s view
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TASQ 2026B: Miscelaneous

= Added a json export of determinations for BioCrates WebldQ

Create a json file for each data set in batch

It contains determinations for all found and missing analytes

For each determination the chromatograms, mobilograms, MS spectra are exported

Additionally the parameter set for the analyte is exported as well
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TASQ 2026B: How is an Analyte Identified During Import/ Create Method

(if during import, the option "Skip import of this analyte and keep existing one only" is chosen)

C><)
BRUKER

Formula
No match available? No

Compound ID

v

No

matches
Yes Mass* matches
ST—— calculated — Formula Analyte with
from formula e mass created
taken
Analyte with
An analyte is matched against the formula and
AnalyteDB using the compound ID, the No calculated
i i — tch
name, and—if available—the formqla and matches mass created
the calculated exact mass. If multiple matches matches
matching analytes are found, the first one
Is used.
* The monoisotopic masses are )
compared with a tolerance of + 0.0001 Da First match

taken
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TASQ 2026B: Known Issues

= Customer reported missing determinations although ideal peaks are present.

= Cause: A/H max filter was not properly implemented.
= |n TASQ 2026 and earlier the wrong property was used for A/H max filter.
= Workaround: Export tasgMethod and change value for globalAreaToHeightThresholdMin to a higher value
BEI..ute_BG-screening_POS.tasqmethod = mEnews |E Urine-24738-idxTable.bxt |E Elute_BG-screening_POS_2.5.tasqmethod |
i ZsingWorkflow="tof—tasq—workflcw" globalAreaToHeightThresholdMin="2.5"jglobalAreaToHeightThresholdMax="2.5" ¢
4
= This is fixed in TASQ 20268B. Orestonty et
= |f existing methods results in no findings after upgrade to TASQ 2026B o —
= Check Max/Min A/H upper limit in General method settings ot e e i
[ Perform Denoising {not applied for timsON data)
| Maxstvin A7H upper limit 0.000
uOnchreat:chromatogr:mincastt 075 [min]
8 Store MS spectra

8 narrow m/z window of ms spectra ~-2+5 m/z
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