TASQ 2025B

What is new in TASQ 2025b



ASQ TASQ 2025B

TASQ 2025b - Features

= Processing and quantification of UV-VIS data
= UV-VIS data collected and stored by HyStar is supported (chromatography-data.sqglite)

= MS data must also be acquired
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ASQ TASQ 2025B

TASQ 2025b - Features

= Processing

= |Load single wavelength UV-VIS chromatograms

Extract UV-VIS chromatograms from DAD spectra

Smooth traces

Perform peak detection and integration
= Valley to valley option is currently not supported!

= S/N filter currently not performed

Store peak data and group them to a determination

= Manual integration of UV-VIS chromatogram
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ASQ TASQ 2025B

TASQ 2025b - Features

= Quantification
= Use UV-VIS area or height for regression calculation and calculation of quantities

= Obey UV-VIS area or height of internal standard accordingly
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ASQ TASQ 2025B

C>)
TASQ 2025b: UV-VIS Processing Result Presentation — Result BCSSER
Tables

= Result table add Area/Height for Quantification (UV) column as summary on determination level

= Available columns for result tables

Area (UV) for Quantification Sum of UV area values of all quantifier ions
Area for Quantification [IS] (UV) Area of UV chromatogram peak for internal standard
Height (UV) for Quantification Sum of UV height values of all quantifier ions
Height for Quantification [IS] (UV)  Height for Quantification [IS] (UV)
Rel. Area UV Area UV relative to internal standard
Rel. Height UV Height UV relative to internal standard
Rel. Quantity (UV Area) Relative quant based on IS c= (S, for Quantification UV / S g, UV) * ¢ g
Rel. Quantity (UV Height) Relative quant based on IS ¢= (Sy for Quantification UV / S g, UV) * ¢g
B Analysis Results X | X T-BAlC=1

T T T T T T T T T T T T T T T T T T T

Caffeine | CeHoohe0: | B | 3.1 [PEIREETN  2500.0 ng/m 708 200 | &7] |acCEPTED
2 Theobromine Mob1 | CrH:N.O: ] 0.27 0.15 17 272ing/ml 25000 ng/mL 125 708 31 200 0.157 0.176 439.8 ng/mL 3921 ng/ml | 67 ACCEPTED ~
3 Reserpine CaHuN:0s | [ -028 0.40 92 2648ng/ml | 2500 ng/ml 708 200 83| O |none
4 | Alprazolam CoHusCNe | 1] -0.28 026 143 26.2 ngfml 25.0 ngfml 77 [0 NONE
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ASQ TASQ 2025B

C>)
TASQ 2025b: UV-VIS Processing Result Presentation — Detailed S va)
UV Results View

= New Detailed UV Results view available — displays results for the different UV-VIS traces specified for each
analyte

FA Detailed UV Results = B8
Analyte Nare  Wavelength [nm] | UV Detector | Status | RT expected [min] | BT [min] BT Score | ART [min]  FWHM [s] | Quant. lon | Mandatory  Man. | Area | Height | Intensity | &/H  5/MN | Noise  Found
T T T T T T T T T T T T 7 T T T 7T T T
1 Caffeine 280.0 | DAD 427 445 ++ 0.18 3.30 O O 708 200 189 | 3.5 200 1
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ASQ TASQ 2025B

TASQ 2025b: UV-VIS Processing Result Presentation

= New Detailed UV Results view available — displays results for the different UV-VIS traces specified for each analyte

A/H

Analyte

Area

FWHM [s]

Found

Height

Intensity

Man.

Mandatory
Noise

Quant. lon

RT Score

RT [min]

RT expected [min]
S/N

Status

UV Detector
Wavelength [nm]
ART [min]

Area to height ratio indicates whether this is a real chromatographic peak.
Name of analyte

Area of detected chromatographic peak for ion trace

Chromatographic peak width at half height in seconds

Status information whether analyte has been identified or not

Height of detected chromatographic peak for ion trace

Intensity of detected chromatographic peak for ion trace

Flag whether peak has been integrated manually

Mandatory ion

Back calculated noise from S/N and S

Quantifier ion

Retention time score

Observed retention time in minutes

Expected retention time in minutes

Signal-to-noise level of chromatographic peak for finding

Status of measurement

Shows the used source of UV data (channel trace or DAD spectra)
Wavelength setting of UV chromatogram

Absolute retention time deviation of finding relative to expected retention time
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ASQ TASQ 2025B

TASQ 2025b: Detailed UV-VIS Results View Available

ﬁ TASQ - demo - localhost - [UV Daten_impact-4] - [Aldehydes, ¥15]

* Batch Me Review

¥ ¥ Management ¢ Screening

Spectral
Library

i ml Q @

Q.0 Al b A M| T v Plots

»T-BA[C=08

e List Chromatograms

FH Analysis Results l
Analyte Mame Flag MRSC Amyz [mDa] Am/z [ppm] ART [min] mSigma Exp.Diag.lons Found.Diag.lons = Area of PI AH me)- M4.5 1 7034
T T T T T T T T T T 225 ] Valeraldehyde-DNPH — CoaHagNeOs — +++
1 2-Butanone-D.. 0.02 0.09 37 0 0 13442746 96 | s Mnn ) 0 () &
] s
2 Acetaldehyde-... -0.13 -0.58 48 0 0 7533657 9.9 20 4
3 Butylraldehyde... 0.02 0.09 37 0 ) 13442119 s 175 4
4 Formaldehyde.. -0.01 -0.04 6.0 0 0 3990006 29 |2 1349
5 Propenaldehy.. 0.03 013 52 0 0 15522592 95 || 2 125 4
| 6 valeraldehye 1.0
0.75
0.5
0.25
2 { ma_5_1_7034
- Valeraldehyde-DNPH — CorHaaMeOs — +++
30 2
B ~
2.5
FH Detailed lon Results = g 4
len Formula lon Type Mandatory Area Am/z [mDa] Am/z [ppm] ART [min] mSigma lon Ratic | lon Ratic Expe... | Valid Ratio lon Ratio devia 20
T T T T T T T T T T T 15
1 CraHazN:04™ M-nH 19095245 -0.10 -0.38 0.01 09 ] 4
2 CiaHasMNa0:" M-nH+1 O 2618175 0.34 1.29 0.01 09 0.136 0137 i 1.0 4
0.5
m4_5_1_7034
7 Valeraldehyde-DNPH = CryHialaQs = +++
r
7410 nm (DAD
600 | \
ER Detailed UV-VIS Results 3¢ = 8 - B [B
Z B \
= | BN /
Analyte Mame UV-VIS Detector | Wavelength [n... | Mandatory Quant. lon Area Height ART [min] = 00 7 | { |
Z 4 \ i
T T T T T T T T = i [\ f
1 Valeraldehyde-.. DAD 4100 1934 337 0.03 300 4 | |
200 | \ [ \
1 | Y f
100 4 / \, /
B / e /
1/ — e ./
L S B B B B T — T
3 &4 69 7 71 72 74 8.1 Time [min]
d

g\oca\ho;t G Processing server connected
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ASQ TASQ 2025B

C>)
TASQ 2025b: UV-VIS Processing Result Presentation — List BTSZER
Chromatograms View

= List Chromatograms view displays the chromatographic traces and detected peaks for the specified UV-VIS
traces

= List Chromatograms view allows to integrate manually the peaks of the UV-VIS traces

= Show optionally UV-VIS traces of associated internal standard
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ASQ TASQ 2025B

(<)
TASQ 2025b: List Chromatogram View — UV-VIS chromatograms / =TSR
Internal Standard

[%UstChmmatograms X Q Q kA N| Y veos[10 2| = B
_ L Rt = S
= Show all UV-VIS chromatograms available from chromatography-data.sqlite. = juwee
= Show UV-VIS compound traces of selected analyte and optionally related  § \'
internal standard i 1
= QOption to show / hide EIC chromatogram of selected determination M
200 ; Level 7.8.3.91 3
R Izsf;ocr?zeégi\n)
Mo List Chromatograms 3¢ | & @l H, A J"L;.;| T ~Plotz (10 =& = 8 ‘ g :;:
. EIC chromatograms _ 75;
«  UV-VI5 chromatograms j::
Internal standard 01 s
BPC chromatograms ‘g:“‘m:‘“m
UV-¥I5 chromatograms acquired by Hy5Star ig:
Pressure chromatograms ) :g:
g&@ 1 2 3 4 5 6 7 B 9 10 11 1213 14 15 16 17 Time[min]
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ASQ TASQ 2025B

TASQ 2025b: List Chromatograms View — Vertical Guidelines

= Show vertical rulers in all views
simultaneously to compare as a
guide for comparison the various

traces

FH Batch Results | &2 List Chromatograms l

= g

& @ Al b &N T vPlots |10 2 g

10" J Urine MET_PASEF pos 20CE_2_1 422 '3
3.5 ] Biopterin — CeHaa M0z — +++++ o
+ 30 4238-MenH () ) (@)
2 25
g 20
= 157
1.0 ]
05 ]
[Z] x10°] Urine MET_PASEF pos 20CE_2 14422 '}
| Biopterin — CaHia M0z — +++++ i
3.0 ] .
B —M+nH+1 (%
£ 25 \
g 207
= 15
1.0 ]
05 ]
3 | Urine MET_PASEF pos 20CE 21,4422 | &
400 | Biopterin — CeHuNsOs — +++++ o
o 300 |20~ MenH-2
E |
T 200 4
100
i Van
B B —
[Z] 8o Jurine MET_PASEF pos 20CE 2.1 4422
70 3 Biopterin — CsHayMNs0z — +++++
= 907241 MenH+3
Z 50+
g 4]
= 307
20 J
10 3
L L e B B L B B L B B B
54 23 24 25 26 27 28 29 3 31 32 33 34 35 Time[min]

| Preferences

type filter text

Batch Statistics Graph
Butterfly View

Calibration Function Graph
Chromatogram
Chromatograms

Data Interactor

W

Fluxomics
Interferences

List Chromatograms
List Library Search 5Spectra
Mass Spectra

Mass Spectrum
Method Editor
Mobilogram
Mobilegrams

R5D Statistics Graph
Results Views

v

W

Show Chromatogram, Mob
Show Heat Map View
SmartFormula
Statistic Graph View
Statistic Table
Table Preference Page
Upgrade Notifications

5 User Profile

List Chromatograms =l - 8
MNurmber of max visible plots =
ROI-Zoom delta t [5] 30.0

ROI-Zoom delta Signal Intensity [%] 1200

B Name of analysis

B Name of analyte

[ Internal standard
B EIC chromatograms
[ UV-VIS chromatograms

[ Show only chromatograms of mandatory EIC and UV-VIS compounds

] Base peak chromatograms of analysis

[T Pressure curve

[CJ UV-VIS chromatograms acquired by HyStar
[ User flag of determination

[CJ Review state of determination

Stack plot image size (pixel)
Width 450

Height 400

) Draw vertical guide lines in all plots (manual integration)

18 Draw vertical guide lines in all plots (spectrum marker)

Restore Defaults

Apply and Close

Apply

Cancel
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ASQ TASQ 2025B

TASQ 2025b: List Chromatograms View: Show EMG Fitted Curves

= As in Chromatogram/s, Mobilogram/s

view

A Batch Results | Z List Chromatograms 1

= g

xmg _| Serum Std Level 2_RB5_04_2541 sl
50 Alprazolam — CisHisCIM. - +

- 309 = M+nH (*) (PI} ()

& e kL & N| T - P[0 ]

40 -
ol
£ 304
£ i
2.0 H
1.0 4
xmg 7 Serum Std Level 2_RB5_04 2541 i~
— Alprazolam — CirHi:CINs - +
7311 - MenH+ 2
2.0 H
=
2 154
z
£
1.0 q
05 o
T T T T T T T T T
T 7 705 71 715 72 725 73 Time [min]
A Chrematogram < | LI Mass Spectrum /A Mobilogram = B8

& m b AN O R

110%  Serum Std Level 2_RB5_04_2541

Alprazolam — CyH:CIMs - +

i
50 4

300 - MenH (%) (PI) (q)
311 - MenH+2 ¢

40 4

304

Intensity

« 69 6,95 7 7.05 71 7.5 7.2 725

b

73

T
Time [min]
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ASQ TASQ 2025B

TASQ 2025b: Detailed UV Results View Available

TASQ - demo - localhost - [UV Daten_impact] - [Aldehydes, V15] = (] *

e Batch Method GP ew ~O = S el Spectral , Valerald :
RARY v ._l_ Quantitation F=H Reporting v d :¢ Jiml] Q@ o

anagement % Management # Screening Library

B3 Analysis Results }(1 YT 'l m J’Y\‘ C = O || ListChromatograms X % Q ¥, f‘\f T ~ Plot:
Analyte Name Flag MRS0) Am/z [mDa] Amyz [ppm] LRT [min] mSigma Exp.Diag.lons Found.Diag.lons x105i M2_3_1_7032
T T T T T T T T T | Valeraldehyde-DNPH = CoaHaaMNaOs - +++
1 2-Butanone-D... -0.31 -1.25 0.14 5.8 0 1] 12 265 - MonH 0 (1) ()
2 Acetaldehyde-... -0.12 -0.53 -0.02 6.9 ] ] i
3 Butylraldehyde... -031 -1.25 -0.01 58 0 0 m 24
4 Formaldehyde.., -0.04 -0.21 -0.01 54 o o 5 0.8
5 Propenaldehy... -0.07 -0.31 -0.00 1.1 0 0 = 0% b
n Valeraldehyd -
0.4 4
‘ 0.2 4
| M2_3_1_7032
| T valersldehyde-DNPH — CraHaaMoOs — +++
15 7 266 - M-nH+1
- 125 4
£ 10
" o754
M o 0.5
B Detailed lon Results 3 ot B i
lon Fermula lon Type Mandatory Area Lmyz [mDa] Lmyfz [ppm] ART [min] mb5igma lon Ratio 025 ]
T T T T T T T T T 1
1 CaaHisML04 M-nH 1236166 -0.35 Sl=2 0.00 5.9 | M2_3 17032 |"1\ ,:
3 1= - 7! — i
2 CasHazNaOs M-nH+1 ] 157865 0.05 0.20 0.01 5.8 0.128 15 410 nm (DAD) l,ljfj |
125 L
= N | A o
2 10 Iu’ II o
g d f U\ A
Detailed UV Result = g Ul th i
B Detaile sults 3¢ 'J'I"l,f'q Ly Ay Al s A |I\I 7
Analyte Name UV Detector Wavelength [n... | Mandatary CQuant. lon Area Height ART [min] B W IL\" S i
T T T T T T T T
| 1 Valeraldehyde-... DAD 410.0 46 T -0.01 : : : : : . . . . . . . . . :
@& 6.9 7 Y 7.2 73 74 715 76 T 78 79 8 8.1 Time [min]

= localhost| & Processing server connected
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ASQ TASQ 2025B

TASQ 2025b - UV-VIS Method Parameters

= |n General Method Settings is a new group for detector configuration

<)
BRUKER
(<)

= |[f UV-VIS data is available specify the retention time offset of clock of the UV-VIS detector and the MS

= |n the Analytes settings tab is a new sub tab beside of the lons tab

detector

= Specify here the settings for loading or extracting UV-VIS chromatograms for single wavelength or DAD

lons

o pa =

chromatograms

UV-VI5 |on Ratios FRules

Analyte

T
Caffeine
Reserpine
Thecbromine ...

Theobromine ...

UV-VIS Detector - Wavelength [n...

DAD
DAD
DAD
DAD

T

-
-
L
-

T

280
280
280
254

Wavelength wi...
T

10
10
10
10

Mandatory

OO OO

Cluant, UV-VIS ...

&l K| &l &

T
0
0
0
0

Height thr.

T
0
0
0
0

Sens. [36] Min peak valle...

T T
90 4.0
a0 4.0
90 4.0
a0 4.0

Smoothing wi...
T
0.10
0.10
0.10
0.10
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ASQ TASQ 2025B

o)
BRUKER
(XD
TASQ 2025b - UV-VIS Method Parameters: Add a UV-VIS Trace

= UV-VIS chromatograms can be acquired as single wavelength chromatograms stored by HyStar or

= Extracted UV-VIS chromatograms calculated from DAD UV-VIS spectra

AsO

‘ O X I ‘ R a
Add UV trace definition Add UV trace definition

| Add UV trace definition to selected analyte | Add UV trace definition to selected analyte

| UV detector: Single wavelength v

| UV detector: DAD
| Wavelength [nm]: |254 | Wavelength [nm]: 254
| | Wavelength width [nm]: 8

| Method Parameter Profiles | Method Parameter Profiles

| |[timstof series negative]
[timstof series positive]
[timstof series positive]-skyline

| |[timstof series negative]
[timstof series positive]
[timstof series positive]-skyline

: @ Add UV Trace Cancel | @

Add UV Trace Cancel
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ASQ TASQ 2025B

TASQ 2025b — UV-VIS Quantitation Parameters

= For quantification specify Area or Height UV to use the UV-VIS derived signal values

<)
BRUKER
(<)

General method settings  Calibration settings  Analytes settings  Cuantitation settings  Library search settings  General library search settings  Internal standards  Mumber formats  Colors definition  Werkflow settings

Analyte Function type Weighting Origin Signal Principal lon Quantitation ...  Correction fact... Referenced an...  Tags Legacy Calibra...
T T T T T T T T T T T
|Lir1r.':ar |H-:-r1r.': |F-:-rce Area -
2 Reserpine Linear - 1/x * lgnore ~| Area M+nH IN_BATCH 1.000 Reserpine -
3 Thechkromine .. Linear -1/x ~ Ignore -| Height M+nH IN_BATCH 1.000 Thechkromine ... =
4 Thechromine ... Linear - 1/x - lgnore -| Area UV-VI5 M+nH IN_BATCH 1.000 Thechromine ... -
Height UV-VI5
;}’Calibration Function Graph E %=~ i‘| B =8
Origin ignore ~  Weighting 1/x v Signal |Height UV-VIS «|" Function Linear v 4 internal standard | | no |5 specified
Area
] Reserpi . 2, Height
pine , (0.02416x + 0.8590) (R* 0.99618) ( ORF 71.47)
42 1 (origin: IGNOREZERQ, Weighting: X, Signal: HEIGHT_UV, Function: linear) Area UV-VIS &
a5 ] ] Height UV-VIS
— | O Calibrant ¢
< 30 { © Calibrant missing
2 5 ]A0C o
= 1 A QC missing
15’_ 20 4 @ samplel
= 15 7] O Blank
=y 4
# 10
5
o4
_ T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
0 100 200 300 400 500 600 700 800 900 1000 1100 1200 1200 1400 1500 1600 ng/mlL
Fap Concentration
B linear (R*= 0,99618) O quadratic (R*= 0.99760) [ cubic (R*= 0.99743)

© 2025 Bruker
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ASQ TASQ 2025B

TASQ 2025b — Method Creation in MetaboScape

= Extension for fluxomics/derivatisation — Create TASQ method from MetaboScape

= Support for fluxomics w/ or w/o derivatisation

0 Metsbocape - demoBiocalhost - TASQUCofiee Festure Table

= = O |[incensite: [Comeations Data Calioation

nicture QC RSDe_Kendiick Mass Pick Sevies Plot_\an Krevelen Plot_EC/EM

T Somoe Troe | 38 BC Review O Tosk Progress A MYMS Spectrum @
oo LT SorciVt Y b O | o AL W e e T
: % 2 0
: "
2] ©
5
§ n
= 3 s 0 ©
Pathrey Mapping ® E']
6
7 ©
Processing ” )
1 831 41) ¥ 0
4 e | © :
s 0] |
15 aCoffeelC.. @ " ¥ 3
E ‘1
@]
=
g o 5 prsiens s
o s e Mesmaicpe 30, Taos

1810859

12035 <*

058 1400M® 1900602 -°

6Hydronrice.
Oinychophicro

Generate EIC/EIM
[# Uncheck Include State

£ Copy selection to clipboard
ER  Select all Features

F4  Create TASQ Method

¥ Annotations >
#  Modify Feature(s)

ili  Normalization
M Flags

g, Export

03

Methyume.. | Cy
-Caffeoyts..  CrebheOs
5-0-Caffeoyls.. | CrahaOs
Conferylaks... | Cy

Metsbascape 30.Tuon.. | :
MetsboScape 30_Teor

B Metsboscape 30 Tuton... |
Bl Metwvoscape 30 Tuton.. | z1

™

H Create

Create TASQ method

Q me

© 2025 Bruker

Method Name
New TASQ method name

Quinic acid flux

MS/MS peak selection strategy (is not applied for Lipid Species annotations)

@ Select most intense peaks @ Select characteristic peaks

Number of most intense peaks

5

lon selection strategy

8 Only Main lon peaks

Fluxomics

@ Create isctopologues

O OH OFN OUC/H

Tracer isotope

1O Create all isotopologues

() Create isotopologues in range A+ (min) to A+

Instrument Profile
OToF OT10

[tof series negative]

timsTOF

Mumber of Features for TASQ Method: 5

O"cs™N

(max)

General method settings  Calibration settings Analytes settings Quantitation settings Library search settings General library search settings ~Internal standards Number formats Colors definition  Workflow settings

Principal lon

Analyte Formula Mass [Da] Reg.D RTexpected ..  RTtol.[min]+  RTnarow[mi.. RTwide[min]= Rules Tags Comment
T T T T T T T T T T T
1 2(Hydroxyme..  CiHigOs 162.0528 040 0350 025 040 15/ 16
2 N-Methylnicot.. CH,NO; 137.0477 033 0350 025 040 15/ 16
3 ethylnicot...  CrHNO; 137.0477 035 0.50 025 040 15/ 16
5 Quinicacid_1 192.0634 024 050 025 04015/ 16
lons UV settings lon Ratios Rules
fon Ton formula m/z Spectrumtype | Mandatory Quant. ion Referenceion | lon ratio lon ratio tol. [... | Area thr. Height thr.
T T T T T T T
1 A0 FCaHh:0s™ 193.0707 FullScan ~. 3000 1500
2 A 0 PCH:04 194.0740 FullScan ~. [m] [} 3000 1500
3 A2 R0 195.0774 FullScan ~. [u] [} 3000 41500
4 A3 0 CH04" 196.0807 FullScan ~. [m] [} 3000 1500
5 As T CHR0™ 197.0841 FullScan ~. [m] [} 3000 1500
6 A+ P CH0:" 198.0874 FullScan ~. [m] [} 3000 1500
7 A6 CCHR0:™ 199.0908 FullScan ~. [m] [} 3000 1500
8 (AT “CiH:0:" 200.0041 FullScan ~. [m] [} 3000 1500

Innovation with Integrity |
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ASQ TASQ 2025B

TASQ 2025b — Method Creation in MetaboScape

= Extension for fluxomics/derivatisation — Create TASQ method from MetaboScape

<)
BRUKER
(<)

= Support for fluxomics w/ or w/o derivatization — the moiety introduced by derivatization will not be

considered for generation of isotopologous

Somium

SwmpleMame T Segle Vol Mass Cot
sunnevETP. @ w
2 wemw

Chrom. 8 Mob, calite, SFestures . Inc

P e
=

Mathect: MCube Trget st denctat

Owner.  gent. Sy a

Dewrmcen

[es———

Sesgere Bescmon e
e U

Tagen Mciesle Fapction St
B Cebompic

Carbony oo

B esphe Gep

[P P ———————r—

Desatzanon Prost Scnaet]

s . metsbolte: Short
Preien Torget ot fr -

——

Torget Ml Tt Strsctre

C=OICi=00

PR ————
MataboScapn 20 Tutorel, Coffen Ansh

© Hoenmcnica e
Teersnces and Sconngs

Narmom wse it

ram Cancel

General method settings  Calibration settings Analytes settings  Quantitation settings  Library search settings  General library search settings Internal standards  Number formats  Colors definition  Workflow settings

Analyte

cis-Aconitic ac...
cis-Aconitic ac...
Citric acid_2-3...
Citric acid_3-
Fumaric acid,

L-Lactic acid

Fumaric acid_2...

Formula Mass [Da] Req.lD RT expected [...
T T

LagHiashsUs 2444, 1050 .42
CasHaiNsOs 579.1462 7534
CrzHazN=0s 4621135 10.64
CaaHa:N:O10 597.1568 716
CaoHeN:0s 251.0542 433
CreHaaN=0s 386.0975 6.51
C:Hs0: 50.0317 4.81

RTtol. [min] £

T

(I%11)
0.50
0.50
0.50
0.50
0.50
0.50

RT narrow [mi..

U3
0.25
0.25
0.25
0.25
0.25
0.25

RT wide [min] =

Rules Tags

T

AU
0.40
0.40
0.40
0.40
0.40
0.40

157 1o
157 16
15/ 16
157 16
15/ 16
157 16
15/ 16

Comment

T T

Principal lon

Malic acid_2-3... | CiHasNsO7 404.1020 812 0.50 0.25 0.40 15/ 18 A+D
10 Oxalacetic aci... | CisHaaleO7 4020824 915 0.50 0.25 040 15/ 18 A+D
1 Oxalacetic aci... | CaHisNaOs 537.1357 872 0.50 0.25 0.40 15/ 16 A+D
12 Oxoglutaric ac... | CoHaeMNeO7 416.1080 8.49 0.50 0.25 040 15/ 16 A+D
13 Oxoglutaric ac... | CaHziMNa0s 551.1513 8.67 0.50 0.25 0.40 15/ 16 A+D
14 Pyruvic acid_1... | CoHsM:0s 223.0593 6.88 0.50 0.25 040 15/ 16 A+D
15 Pyruvic acid_2... | CisHaaN:Os 358.1026 9.03 0.50 0.25 040 15/ 16 A+
16 Succinic acid_... | CisHaeM:Os 388.1131 6.08 0.50 0.25 040 15/ 16 A+D
lons UV settings  lon Ratios  Rules
lon lon formula miz Spectrum type Mandatory Quant. ion Reference ion lon ratio lon ratio tol. [... | Area thr. Height thr. Sens, [2%]

T T T T T T T T T T T

1 A+D CCHaN: 0. 2240677 FullScan ~ 3000 1500

2 A+l €0 CHNa 0L 2250710 FullScan ~ O O 3000 1500

3 A+l C ¥ CaHeNa 0L 226.0744 FullScan ~ O O 3000 1500

4 A+3 CC:HaN: 0. 227.0777 FullScan ~ O O 3000 1500
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ASQ TASQ 2025B

o)
BRUKER
C XD

TASQ 2025b - User Workflow — Process Batch

= Add Perform Library Search and Apply Evaluation Rules as seperate workflow steps to Workflow Settings tab

General method settings  Calibration settings  Analytes settings  Quantitation settings  Library search settings  General library search settings  Internal standards  Number formats  Colors definition Workflow settings

Execute settings: These parameters steers execution of report generation or LIMS export during automatic workflow in context of batch acquisition,

[ Perform library search [ Calculate calibration functiens and quantify [_] Perform LIMS export
[ Apply evaluation rules [ Create reports

LIMS export settings:

Root folder for LIMS export - no LIMS cutput directory selected -

Substitute text for n.a. n.a.

Format TSV

Report missings

Single file for batch

Innovation with Integrity | 28 February 2025 | 19



ASQ TASQ 2025B

TASQ 2025b: Checks Whether a Batch can be Processed

Y ﬁ Batch Processing
|

" Select method for processing UV IS 1

Ll

Please select a method to process your batch,

Applied filter: None

TASCQ Method

185 | T5Q-9247-Demo Data Quant
186  TSO-9464 Bre-24-2042_Cuant

187 | T50-9693 EPA PFAS 20min PFAS Kit bbCID 70 for TargetScreener KAWE finalize

s D T S T e

UVIS (v2) 1

T

Version | Type Read-
T T T
1 - TOF
1~ TOF
3 < timsTOF

| tims

TOF |

Processing service status

Processing server not connected on station [Mo station id]. Processing not possible,

S

< Back

Next >

Cancel

UV IS (V2) 1

| tims

TOF |

Batch status processing

You can't start batch processing as long the batch has status running.

Purge task queues of batch

@

< Back

MNext =

Finish

Cancel

© 2025 Bruker

| Set to Batch Parameters

| Method differences
| (D) Change batch parameters "Caffeine-UV Quant-import-as-TOF (V3)" to new method "Caffeine-UV Quant-import-as-TOF (V4)" requires
the following steps:
~
Component Mecessary step
Caffeine Reprocess analyte
Reserpine Reprocess analyte
Thecbremine Mobi Reprocess analyte
Thecbremine Mob2 Reprocess analyte
Workflow opticns
Perform screening [ Calculate calibration functions and quantify Perform LIMS export
[J Replay manual integration ] Apply evaluation rules
Perform library search
Eatch status processing
You can't start batch processing as long the batch has status running. Purge task queues of batch
® Set method and perform these steps Set methed enly Cancel
Innovation with Integrity | 28 February 2025 | 20
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TASQ 2025b: Improvements

= DART — make use of area / intensity threshold for detection of analytes

= TASQ method: disable Peak Fit option if DART processing is selected

Innovation with Integrity | 28 February 2025 | 21
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TASQ 2025b: Export Parameter Settings of Selected Analytes

General method settings  timsTOF settings

= Export all processing parameter of selected analytes in a TASQ e
method as a tab seperated text file

Calibration settings Analytes settings  Quantitation settings  Library search setti

Formula Mass [Da] Reg.ID RT expected [... RT tol. [min] £ RTn
T T T T T T
10-Hydroxycar... | Cs*CsHisNz0z 260.1257 | 29331-92-8 0.00 0.50
2-Hydroxyethy... CaDaHaoCIFN:Oz 3360979 1397209-35-6 0.00 0.50
4-ANPP D5 CasDsHasNz 285.2253 | 1189466-15-6 0.00 0.50
4-Fluorcisobut...  CzDrHazFN:0 375.2703 | 2747917-34-4 0.00 0.50
6-MAM D6 CisDsHasNOs 3331847 152477-90-2 0.00 0.50

= This parameter sets can be modified in any text editor or Excel

7-Aminoclona.

-
2
3
4
5
6
[ 7-Aminoflunt
K
Lo

10 9-Hydroxyrisp...
1 AB-CHMINALC...
12 Acetyl Fentany...
13 Acetyl Norfent...
14 Acrylfentanyl D3
15 ADB-Butinaca ...
16 alpha-Hydroxy...

CzDaH:
CaDaH:
CaaD:H:
CazD:H.
Cz:D:H:
CasDsHa
CarD:H:

lons UV-VIS lon Ratios

lon

M-nH
M-nH+2
M-nH
M-nH+1
M-nH
M-nH+1
M-nH
M-nH+2

= = I I e

T

Rules

lon fo

CasDsh
CasDst
CasDyt
CasDst
Ca™C
Ca"*C
CarDat
CasDak

[=

=

P ]

=

Set Tags to Selected Analytes

Add Analyte
Remove Analytes DEL

Copy selected Analytes

Add Library Search Configuration to selected Analytes
Delete Library Search Configuration from selected Analytes

Add Missing lon Ratios

Change Retention Times Offset...
Delete Sigma and Tau Values of all Analytes

Select Evaluation Rules

Clone Method for selected Analytes
Clone Method for Fluxomics for selected Analytes

Export selected Analytes for MetaboScape Target List

Generate prm-PASEF CSV file from selected Analytes
Create processing Method for prm-PASEF

Create processing Method for dia-PASEF

Export selected analytes as TSV

Fill Down

Copy

Export to Excel

Innovation with Integrity | 28 February 2025
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TASQ 2025b: Import new TSV File for Creating a TASQ Method

.. BB Creat: o X Bc o X Bc o X
u I | | I p O rt | | I O d | fl e d p a ra | | I ete r S etS Analyte Database Import and Default Parameters Global Method settings Internal Standards
Choose an analyte database file from the file system (CSV, TSV, or TOML format). Specify the name, description and tags for the new method and general Declare intemal standards and the analytes associated to internal standard.
Select a set of default parameters to be applied to the analyte's processing parameter sets. settings for dsta processing.
[ r I File Select Method
a S a n eW et h O d | || oEname  Aldehydes | Unassigned analytes Intermal standards with assigned analytes
Aldehydes.csv |

2,5-Dimethylbenzaldehyd-DNPH
2-Butanone-DNPH

Tags Add/Edit Tags Acetaldehyde-DNPH
File can be imported. b i | || Benzaldehyde-DNPH I
Butylraldehyde-DNPH

Description Imperted frem C:\Users\patrick.greos\Downloads\methedexpert\Aldehydes.csv

File Validation

Found 16 unknown celumns that will be ignored:

| |1 || crotonaldehyde-onpH
- MSNPolarity | | ||| crotonaldehyae
- quantifier ion 1 || _ Cyclohexanone-DNPH
- quantifier ion 1 window Decanal_ DNPH

- quantifier ion 1 formula Formaldehyde-DNPH
- quantifier ion 2

- quantifier ion 2 window Heptanal-DNPH
- quantifier ion 2 formula | Hexalaldehyde-DNPH

- quentifier ion 3 Isovaleraldehyd-DNPH
- quantifier ion 3 window Methacrolein-DNPH

- quantifier ion 3 formula Nenanal-DPHN
- precursor ion M§2

- precursor ion MS2 formula Octanal-DNPH

- precursor ion MS3 Propenaldehyd-DNPH
- precursor ion MS3 formula || | Propionaldehyde-DNPH
- precursor ion M54 |

 precursar ion MS4 farmula || || || Valeraldehyde-DNPH
o-Tolualdehyde-DNPH
p-Tolualdehyde-DNPH

Select Merge Mode

Skip import of this analyte and keep existing one only. -

Method Profiles

timstof series negative] 42
[timstof series negative] T5Q- 10158
[timstof serics positive]

[tof series negative]

[tof series positive]

Please drag analyte from left to right to create an internal standard.
Select which ions shall be generated Drag analytes ento an intenal standard to assign them.

Generate ions from the imported file enly. -

< Back Next » Cancel

< Back Next > Cancel

ok | Nows Conc

Innovation with Integrity | 28 February 2025 | 23
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TASQ 2025b: Drag & Drop — Acquired Data, TASQ Method, BRKRAR

= |mport .brkrar file on drag & drop from file explorer to Batch Summary view
= |mport batch — drag & drop folder containing .d data sets
= Extend batch —drag & drop .d folders
= |mport .tasgMethod
= Import .brkrar (new)
= Create TASQ processing method by drag & drop of .csv, .tsv, or .tgml analyte specifications (new)
(R e -

. Choose how to handle the selected directony:

i O Import as new batch _
i () Extend opened batch [Demo Data Quantitation] |

Innovation with Integrity | 28 February 2025 | 24
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TASQ 2025b: Library Search

= Show structure of TASQ method compound or library search compound in List Library Search Spectra view
= Qptionally highligth common or different structure moieties in chemical structure in Butterfly view

= Added Smart Formula pointer to Butterfly view

= Click on a peak in acquired spectrum or library spectrum to generate elemental compositions and
optionally add the identified fragment peak to TASQ method

= New method parameter on Genearl library search settings tab — Fragment mass tolerance [mDa] for
matching MS/MS peaks in library search spectrum

= Extend library search result info with time stamp when library search was performed

= When cloning a TASQ method add name and version of source to description

Innovation with Integrity | 28 February 2025 | 25
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TASQ 2025b: news

. h |. . Ly List Library Search Spectra % PIots:|1D :|¢ = O ||l Butterfly View 3 E‘H,r| Q| i it =78
" I_lbrary SearC SpeCtra |St View | sildenafil impurity A z 100 | Sildenafil impurity A -
CasHeaMa0.5 o HazN:Os el
%0 - T bbeiD (45 V], 1.0403-1,0733 [V*s, ﬁnz], 174,97-135.98 [<] . i Ezb:(:ZirE]J gis?e\n, 1,0403-1.0723 [V*s/em?, 174.97-185.98 [s] z
= Show structure of compound @ g i
70 4 E i Nf 70: % 52
. 1 o N 4 =
= Butterfly view ©] 8 R LY o]
U e e %\ J o N/S //-\__\ \N / i
5 50 (\ | 50 -
= - N | -
i ~ \) =0 >
= Show structure of compounds | =1 § =
30 + 30
1 ] . .
4 20 - - 2 5 &
= TASQ method compound S T U -1 i
ol gl 88,22 Z2||F|2sz= =8 0 - g2 578 235 ¢ PlE23y & EE 8
1 gh2z|®=5|8% 27z Fg . =S MR- Falﬁg‘ [%g‘%gg g%, =
. I [ A AT - |l L L] el lll ﬁ."{”.”TTLT ffll T
= Library spectrum compound T ERE e el e ETE e R
] Propoxyphenyl sildenafil ] 10 4 El Zo 2 5 g = § % = =4 @ % = %
gO_Cz;H;zN;O;S o~ i =T T R < ~ ™ b M om T =
. . O n o 7+ 489.2279, 40.00 [&V] 20 - ™~
= Highlight comm ] ] ;
| 20| /
. 70 E (0] /f - o o HN N\N
substructure optionally o] g L4 N b 4 YW
) =
2 NS | /\N % 1 NV 8
. . £ w0+ 3 (\N/S . Y o /N\) s
= Highlight non-common I i} y - :
] ~ ' S N 2
o o
. 30_ o A
substructure optionally ] H : =]
20 g | Library: PDE_3 _library 2
B 5 g © = _| Propoxyphenyl sildenafil E
iz g8 & 282 [[21582 = 100-52§:52£q599‘%4000[ev1 =
18 22 %l %£1 JE lga . "I"‘Ir'l"'l""I""I""I' T T TR T
L e L "'."",‘ - .'1|' || — T T T T T T 0 50 100 150 200 250 300 350 400 450 m/fz
3 &g 50 100 150 200 250 300 350 400 450 500 550 600 650 700 miz| 5 & @
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TASQ 2025b: SmartFormula from Butterfly View

Peform SmartFormula from Butterfly view

Add ions from SmartFormula view to TASQ method

Click on a peak in measured spectrum or library spectrum and review results

ik Butterfly View X} Q. '::"“ Ql e M= B || G, Smart Formula % = 8
100 o Dimethyl Sildenafi;, 5
a0 7 CasHzaNe0:5 @ o - = lon specification: M+H Elements: Electron conf: Even ~
7+ bbCiD (43 V), 15‘33551‘0559 [V*s/em?), 139.16-147.39 [s] 2 =
80 4 - % m/z tolerance: 6 mDa - m/zmeas;: 489.228 25 Estimate carbon number @
= o =
70 ] 2
] &
60 - = Lower formula: CaiS
o ]
30 4 = Upperformula: s
401 - 2 = 7 4 C21-%9, $1-1, H0-c0, N 0-c0, 0 0-c0 Generate | [ Auto
30 = = =4 = =
il S 28 9 = 2 .
20 g ZElz3 %55 S 2@ 3 = e ; ;
1zzs = g E = = & g g8¢% S = EsZEp|s8gnn B8 2% Sum Formula lon Formula lon m/z cale. m/z meas. eConf
]z = - - = =1 S 2o e B R e e I
155 TR bl 5 2 REshglisieeelzazes 2f o | coanos | T i r v T T v v
S e ‘lT | I‘ bl \“ : bbbkl L "\: Lol \i ” }| IH{‘ T | SO T L¢ = 1 CzzHzN20:5 CazHzNz0sS [M+H]+ 480.2265 1.90 3.88 55.1 80 485.2284 EVEN
1R ER r =] - B & B3 = B 122 I -] ! 2 CasHzNsO.5 CasH::N05" [M+H]+ 489.2279 0.56 114 55.8 13.0 489.2284 EVEN
04 7 & 8% = 83 = =5 2 8 223S o2 2R 1
4 6 o= 8 ] T = = s S = 53 oNowo©w 2 3 CadHzM1oS CaaHzNoS' [M+H]+ 4802292 0.78 159 69.5 18.0 438.2284 EVEN
g8z 2 = S L5 3 B = e g 38z o
01 2 - == TR R s | 277 - 4 | CoHuOsS CorH0:5™ [M+H+ 439.2305 213 434 038 120 489.2284 EVEN
30+ i 3 5 CaeHzN-05 CzzHzN05™ [M+H]+ 489.2319 346 7.08 62.8 17.0 489.2284 EVEN
40 ] ] = 6 CaH:205 CeaH:05™ [M+H]+ 4802247 375 7.66 284 21.0 48%.2284 EVEN
K
50 -
&0
70 4 <
] w |3
20 . = |= =
7 Library: PDE_5 _librap@ | = = =
g0 | Dimethy! Sildenafil| & '™ = =
8 -
- Ca:HazN=0.5 ~ =
100 — + 489.2279, 40.00 [eV] i
T T T T T
50 100 200 300 400 450 m/z
s
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TASQ 2025b: Miscellaneous

Task Progress view can show tasks running on other stations optionally

Ongoing improvements on handling context menu

Ongoing work on import TASQ method from tsv file

When cloning a TASQ method add name and version of source to description

Innovation with Integrity | 28 February 2025 | 28
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TASQ 2025b: Miscellaneous

= Make behavior of Delete lon Results and Delete Determination similar:

= Show pop up dialog ,really delete?” in both cases
= Add option to hide dialog next time

= Can be switched on/off in Preferences as well

Determination deletion X

| Do you really want to delete the selected determination ?

| [J Do not ask any more

Cancel

lon result deletion X

| Do you really want to delete the ion result 7

| [J Do not ask any more

Preferences

type filter text

» Chromatograms
Data Interactor
Fluxomics
Interferences
List Chromatograms
List Library Search Spect
Mass Spectra

» Mass Spectrum

Method Editor

Mohilogram

Maobilograms

RSD Statistics Graph

Results Views

W

Show Chrematogram, v
Show Heat Map View
SmartFormula

Statistic Graph View
Statistic Table

Table Preference Page
Upgrade Motifications

|~ UserProfile

User Profile GUI Settir

@ i i

User Profile GUI Settings =T ~ B

On starting Application
B Load last visited Batch

Eruker Ribbon
@ Show perspective label next to perspective icon

After quantify batch
@ Show quantitation summary info dialog

Menu entries

[ Hide user action iterns in GUI if user rights are not assigned

Graphic component design
[ Hide top and right boundary

Deactivating user confirmations before deleting of

[C| Determinations
[C| Detailed ion results

Restore Defaults Apply

Apply and Close Cancel
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TASQ 2025b: Hea

= Change z-Axis zoom with [CTRL]-LMB on a determination

tMap view

= The respective z-axis coordinate will be changed to the z-value of selected determination +- offset

Show Heat Map X ‘
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7
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TASQ 2025b: HeatMap view

= Zoom in to show only bounding ranges of all determinations = "e_%i'@‘e"@“’f”’c:i
= Zoom changes on selecting a determination

= Create a sliced zoom with [Ctrl]-LMB on a determination

= Move zoom range with [SHIFT]-LMB on a determination

= Edit zoom ranges and selection ranges manually

Ranges Zoor: Start End Selection: Start End

Time [min] 0.0313 20.0239 7.5259 8.5259
1/Ka [V¥s/cm?] 0.4000 1.3700 0.8621 0.8821
myz 250 350 131.0393 143.0393
Ranges Zoom: Start End Selection: Start End

Time [min] 00313 20.0239 7.5259 85239
1/Ka [V*s/cm?] 0.4000 1.3700 0.8621 0.8821
m/z @250 100 131.0393 143.0393
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TASQ 2025b: TASQ Method Extensions for timsTOF Data Processing

| Added S/N ‘threshold for mobllogram peak deteCtIOI’] B Method Editor x]l%.grdathodmatchar B8 Methad Profile Manager  ~|BER LB B L LG
Selected method:® UV - Tomata TIMS pos+_ARC Tomato-reduced_ Version:

General method settings  timsTOF settings  Calibration settings  Analytes settings Quantitation settings  Library search settings  General library search 4 | *

= Optionally show Smart noise trace in mobilogram view

= Added minimum data points for mobilogram peak detection .
8 Perform mobilogram smoothing Gauss v
8 Only create mobilogram slices of £ 0.10 [V*s/em?]

() Optimize chromategram

Minimal datapoints over a peak 20

[ Perform mobility calibration and replace existing one

Reference Mass List including CCS values - ne mass list selected - .. Show Reference List

Retention time range Start  0.10 min End 0.23 min

Note: If start and end are set to '0.0' the complete retention time range is taken
for creating the spectrum used for calibration.

Intensity threshold 100 m/zrangez  0.0500 Da

Signal / Moise Parameters

Algorithm Smart

~
S/N filter 3.000
Surrogate noise 1.000

Range left of peak maximum [V*s/cm?] 50.00

Range right of peak maximum [V*s/cm®] 0.00

Ignore most abundant points [%] 15
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TASQ 2025B: Filter Options for Mobilogram Peak Assignment

= Determination ion quality:
= New option: Principal ion and at least one mandatory ion and the same in mobilogram:

= The principal ion and at least one mandatory ion must be detected on the chromatogram. In addition, for each
chromatogram peak, the matching mobilogram peak must be found too. Otherwise, the determination will be
discarded

= Mobilogram filter:
= New option: Most mandatories and closest to CCS

= The determination containing the principal ion (or any qualifier if not present) being closest to the expected CCS will
remain

= New option: Most mandatories and most abundant

= The determination containing the principal ion (or any qualifier if not present) having the largest area will remain
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TASQ 2025b: Determination Filter: Principal lon and at Least one

Mandatory lon in Chromatogram and Mobilogram

Determination ion quality

Principal icn and at least one mandatory ion and the same in mobilogram

£\ Mobilogram 3

Qamadh SO0 = O

Keep all
Principal icn cnly

x10* ] gf’;f‘g,‘fé,if,‘;‘;"éﬁé;‘_“i—‘-z‘m 3 T Principal icn and at least one mandatory icn
2 30w ime@ g % Pr!nc!pal !l:un and at least one mandatory !l:un within expected ion ratig . . .
B o, = & Pr!nc!pal ion and at least cne ma.ndatcnr}r icn found and all of them within expected ion ratic
= ]85-84991 () (bCID) o & Principal ion and all mandatory ions
107 f‘;;_gféﬂg'\’gggé;gﬁm (bbCID) < Principal ion and all mandatory ions within expected ion ratio
00 129535 0pFHoA (VN : — : — ———————] Principal ion and at least one mandatory ion and the same in mobilogram
e 02 03 04 05 06 07 08 09 1 11 VK [Ws/em?]
An Chromatogram x]hj_l Mass Spectrum Qamauik N OR=08B
x10° | EPA_16335TK_PASEF 2-1-4 1 21978 2
| 3.6-0PFHpA = C:HF0. - + ¥
14 {2011 (9 (P1) (q) =
21410 =
12 4858101 (7 (bboﬁ) ﬁ
|85 - £4.991 Mob 0.736 () (bbCID) 2
10 4 lf;:”fé%?,’fpi'[fi,.H. - B Detailed lon Results = B
g o.a: lon Formula | lon Type  Mandatory | Area Area Mobilogram | S/M | 1/Ka [V*s/em®] Expected | 1/Ks [V*s/cm?]
= T T T T T T T T
06 4 1 C:F;0;" | 722849 7124821 | 2372 0.5594 0.5535
0s - 2 | GRO;" +1 24854 243971 B4 0.5594 0.5584
. T 3 C:F:0;" 200.979 0.7332
1 5 L 4 CRO" 84,991 0.5594
o.o_‘...‘ | /“’\ 5 | CRO™ 84.991.. 0.7360
s 4 45 5.5 6.5 7 75 g a5 B CoF0" 134,99 | 0.7360
7 | GFRs0s" 3,6-0... O 151892 143.7809 | 262 0.7360 0.7346
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TASQ 2025b: Mobilogram Filter: Most Mandatories and Closest to CCS

X List Chromatograms % % Q al AL _L\T ﬂx| T - P|C"51|-7 :|¢ = B || A Mobilogram x 9& Q m At _"L\T ﬂx| O =8
x106* Urine sample 2a_Left C12_1_4228 /'g x105: Urine sample 2a_Left C12_1_4228
H - AN, - H - Theob Mob2 - CrHeMa0; - ---
—{ Theabromine Mob2 — C;H:M.0z \=_ /\_ o] eobromine Mo A :
10° 7| Urine sample 2a_Left C12_1_4228 2 2 4o 181 -MenH ) P ()
| Theobromine Mob2 - C;HzN.0z - -~ ] g 182-MenHe1
[ — - = ) )
4 . - 1
Urine sample 2a_Left C12_1_4228 ~/$ L o eaae
= B L ] 69 - 69.045 (bbCID)
Z 1.0 | Theobromine Mob2 — CiHN.0z - --- 2 < 1'0i210111.:9?1 (bhqn)
Ex‘\oS:Urinesamplala_\.a&ﬁlj_dllg ] 0.0 '_|'..'.hhrln:.\.,...\,.‘..|..‘.|‘..‘|.‘.,..‘.,\...,.‘..,....,....,.\..,.\..,..\.,\7.
£ _| Theobromine Mob2 - C:HzN.02 - --- N s 045 0.475 05 0.525 0.53 0.575 0.6 0.625 0.65 0.675 07 0,725 0.75 0.775 0.8 /Ko [V*s/cm?]
xwos: Urine sample 2a_Left C12.1 4228 s Chromatogram “J_l Mass Spectrum 9;_ Q m ad ‘_u_. _."S J’\u| L =0
£ _| Theobromine Mob2 - C;H:M.0z — -
Gl o5 un 10% ] Urine sample 2a_Left C12_1_4228
J %107 | Urine sample 2a_Left C12_1 4223 -] —{ Theobremine Mob2 - C;H:Ma0; - ---
E 7| Theebromine Mob2 — CrHeM.0z - --- e
= =181 = M+nH (%) (P1} (q)
E %107 | Urine sample 2a_Left C12_1_4228 o 15_' M+nH+1
& 5 ] Teobromine Mob2 - CrH:MN.0; - --- o = D)
e 1138-138.086 () (5bCID)
s(&e 29 3 31 32 33 34 35 36 37 38 39 4 41 42Time[min] 1‘25716?07_51'{51;7":3?5;[%}0)
0 (bbCID)
EH Detailed lon Results 3¢ =0 > 061 (bbCID)
lon Formula | lon Type  Mandatory | Area Area Mobilogram | S/N | 1/K [V¥s/em®] Expected | 1/Ka [V7s/er 5
T T T T T T T = i
1 CHMOT | MenH 7124225 9978.93 183 0.6367 0.6 075 4
2 GHN.O:" MenH.. O 430355 654.81 | 115 0.6367 0.6 E
3 CaHsM” 67.029 2133704 41330 15 0.6367 0.6 05
4 CsHeMsO" | 138066 486934 446,99 | 1078 0.6367 0.6 |
5 GHaN” 69.045 O 0.6367 i 4
6 CeHaM:™ 110.071 O 4322454 56135 169 0.6367 0.6 ‘
T CaHRNE 23.060 O 364490 48252 112 0.6367 0.6 b
8 | GHM.O™ | 163061 O 1076528 1605.49 | 339 0.6367 0.6 00 = T T T T T T T T —— T 7 T
& 29 3 21 3.2 23 3.4 35 28 19 4 41 42 Time [min]
Maobilogram filter Meost mandatories and closest to CC5 V| h bl k h | f h d d h
= The mobilogram peaks on the left hand side were choosen
Mozt abundant
B Perform mobilogram smoothing Closest CC5 value -th ] d -th -th th k -t th
Y P e ———————er as there are maore 1ons covere an wi € PEaKs a e
i . Mozt mandatories and most abundant . .
B Only create mobilogram slices of + i i [V S7CIT ngh‘t hand S|de
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ASQ TASQ 2025B

TASQ 2025b: Mobilogram Filter: Most Mandatories and most

Abundant

X List Chromatograms % % Q al AL _L\T ™ | T ~ Plots: |-7 :|¢ = B || A Mobilogram x 9& Q m At _"L\T ™ | O =8
x106’ Urine sample 2a_Left C12_1_4228 ] x]Os: Urine sample 2a_Left C12_1 4228
g _| Theobromine Mob2 — C;H:N.0z — — m’\__- /\_ 50E-n"IEDbIDI'ﬂ\I"IEMDbz—C!HeN;OZ—“'
7| Urine sample 2a_Left C12_1_4228 %] 3; 40 ] 181 - M+nH (7] (P1) (1)
7| Theobromine Mob2 — C;HeMN.0z - --- o g o
4 gt o £ 304 ) )
7| Urine sample 2a_Left C12_1_4228 ~/$ 20 4 e
| Theobromine Mob2 — CiHeM.0: - --- i 1.0 J110-1 (
] — 83 - 23060 i <
| Urine sample 2a_Left ©12_1_4228 o 0.0 ,..'.M.'rln!.‘.,...‘,.‘..,..‘.,‘..‘,.‘.,..‘.,‘...,.‘..,....,....,.‘..,.‘..,..‘.,‘7.
_| Theobromine Mob2 - CsHeM.0z — --- s, T 0.45 0.475 0.5 0.525 0.55 0.575 0.6 0.625 0.65 0.675 0.7 0.725 0.75 0.775 0.8 1/Ks [V*sfcm?]
| urine sample 2a Left C12.1 4228 s Chromatogram “J_l Mass Spectrum 9;_ Q m Al ;"S: N | oL =08
£ _| Theobromine Mob2 - C;H:M.0z — -
Gl o5 un 10% ] Urine sample 2a_Left C12_1_4228
J 10” 7| Urine sample 2a_Left C12_1 4228 3 —{ Theobremine Meb2 - GH:MN.0; - ---
E 7| Theebromine Mob2 — CrHeM.0z - --- &
5_ 7181 = M+nH %) (P1) (q)
E %107 | Urine sample 2a_Left C12_1_4228 o 15 182 - M+nH+1
& 5 ] Teobromine Mob2 - CrH:MN.0; - --- o ~ ler- 9 (*) (bbCID)
£ 024 - 138 -138.066 (*) (bbCID)
L o o o e L L B o e e I e e - 5CID
% &l 29 3 3.1 3.2 33 3.4 35 3.6 3.7 3.8 39 4 4.1 4.2 Time [min]
EH Detailed lon Results 3 =0 >
lon Formula | lon Type  Mandatory | Area Area Mobilogram | S/N | 1/K [V¥s/em®] Expected | 1/Ka [V7s/er 5
T T T T T T T = |
1 GHNOZ" | MsnH 7124225 9078.93 | 183 06367 0.6 o
2 GHMN.O:™ | MenH.. O 430355 654.81 | 115 0.6367 0.6 B
3 CaH:M:'™ 67.029 2133704 341330 15 0.6367 0.6 0.5 4
4 CeH:M:0" 138.066 486584 446,99 1078 0.6367 0.6 i
5 GHaN” 69.045 O 0.6367 i 4
6 CeH:M:"™ 110,07 O 422454 561.35 | 169 0.6367 0.6
T CaHaNG” 83.060 O 364490 40252 | 112 0.6367 0.6 b
2 CrHyML0™ 163.061 [} 1076528 1605.49 | 339 0.6367 0.6 oo T T T T T T T T T T T T T T
+ g 3 31 3.2 33 34 35 3.8 39 4 41 42 Time [min]

Mobilogram filter
@ Perform maobilogram smoothing

M Onlv create mohiloaram slices of +

Most mandateries and most abundant -~

Most abundant

Closest CCS value

Most mandatories and closest to CC5
Most mandatories and most abundant
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ASQ TASQ 2025B

TASQ 2025b: Optimize Chromatogram

= |IntimsTOF settings a new parameter Optimize chromatogram is available

= After detection of mobilogram peak the EIC 1/K0 width will be adopted to
the peak width of mobilogram peak

General method settings timsTOF settings Calibration settings Analy

Mobilogram ion quality Principal ion only =
Mobilogram filter Closest CCS value =
@ Perform mobilogram smoothing  Savitzky Golay A

@ Only create mobilogram s/ 0.07 [V*s/cm?]
® Optimize chromatogram

s

Minimal datapoints overa pt 5
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TASQ 2025b: Optimize Chromatogram — Thiacloprid 1 ng/mL

Arﬂobilogramx\ Qamahin @0 =0

x1[}3 7 240Pest Oniont 1 ng_ml_9%_1_7563
Thiacloprid — CigHaCINLS — +

253 -M+nH (%) (EIJ (q)

253 - M+nH+2 (%)

= =
woo

A R oIl

90— 90.034 (bbCID)

Intensity

o o e o

L, s R I =
1

o oo o o
e N F I
TN N T T YT Y N Y T Y

=
=

20 062 064 066 068 0F 072 074 076 078 08 08 084 1/Ks [V*s/cm?]

Mobilogram 3
g

Intensity

-
-

x10° ]

Ak

1.0
0.9
0.8
0.7
0.6
0.5

=]
=

o o o o
[=T N (S N E

Qamadh SN @R = D

240Pest Oniont 1 ng_ml_%9_1_7563
Thiacloprid — CigHaCIML5 - +

253 - M+nH (%} (P1} (q)
25 Menki20)

90 — 90,034 (bbCID)

062 064 066 068 OF 072 074 076 078 08 08 084

—
T T T T T T T T T L T T T T T T
T T T T T T T T T T T T T T T

1/Ko [V*s/cm’]

Qamaudh A NOR=0O

nn Chromatogram

K‘|[]-3 : 240Pest Oniont 1 ng_m|_%3_1_7563

30 | Thiacloprid - CiaH:CINLS - +

7253 - M+nH (%) (P1) (q)
S o5 M+nH+2 (%)

L R E) ool

20 7 90 - 90,034 (bbCID)

1.5 o

Intensity

1.0 4

0.5

00 mewm

4 1.1 1.2 13 14 1.5 1.6 1.7 1.8 1.9 2 21 2.2 23

Time [min]

© 2025 Bruker

Mo Chromatogram

Intensity

%x10° - 240Pest Oniont 1 ng_ml_99_1_7563

3
25

2.0

Qamadhi AN OR =D

_| Thiacloprid = CiaHsCIMN.S - +

1253 - MenH () (P1) ()

=255 - M+nH+2 (%)

I

bl b bl

1.1 1.2 13 1.4 1.5 1.6 1.7 1.8 1.9 2 21 22 23

Time [min]
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TASQ 2025b: Optimize Chromatogram — Thiacloprid 10 ng/mL

Mobilogram 3
g

Qamah S NOB =0

<)
BRUKER
(<)

x1[}4: 240Pest Onion 10 ng_mI_101_1_7570
_| Thiacloprid — CigHaCIN.S - +

0T 253 - MenH 9 (PI) (q)

AR

b %0 90,034 (bbCID)
» 077
£ 06
£ 5]

04

03

02 4

01 ]

B s o e e Rl
P 062 064 066 068 07 072

-
L=]

———
L B B e B S B B B B B B B B B e

074 076 078 08 08 084 1/Ks [V*s/cm?]

£\ Mobilogram 3¢ ‘

G amalth 8O3 =0

x'ID4: 240Pest Onion 10 ng_mI_101_1_7570
_| Thiacloprid = CigHaCINLS — +++++

1.0
4253 - M+nH () (P1) (g)
0.9 4255 - M+nH+2 (%)

90— 00.034 (bbCID)

=
[£=]
1

Intensity
o o o
[, B = R |

0.4
0.3
0.2
0.1
0.0 e e,
20 062 064 066 068 07 072

074 076 078 08 082 0384 1/Ka [V*sfem’]

nn Chromatogram

Qamaudh A NOR=0O

x'l[}4: 240Pest Onion 10 ng_ml_101_1_75370

2.5 7 Thiacloprid - CasHCIN.S - +
225
20
1.75
1.5

253 — M+nH (*] (P1} ()
255 M+nH+2 (%)

90 - 90.034 (bbCID)

1.81, Thiaclopsd

Intensity

1.25
1.0
0.75
0.5
0.25

0.0 —A =

20 M 12 13 14 15 16

1.8 1.9 2 21 2.2 23

Time [min]

© 2025 Bruker

Ao Chromatogram X

QaQmadh AN OG =0

);‘|04 - 240Pest Onion 10 ng_mI_101_1_7570

2.5 | Thiacloprid — CaoHaCINsS — +++++

1253 - MenH () (P1) (q)
20 4255 -M+nH+2 (1)

.5 90— 90.034 (bbCID)

Intensity

1.0

0.5

0.0 -

1.81, Thiaclop2d

1.82

1.8 1.9 2 21 22 23 Time [min]
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ASQ TASQ 2025B

Method with Selected Method

= Compare any method listed in the Method Navigator
directly with the method assigned to the selected batch

© 2025 Bruker

E: Method Navigator x BIxT=0O
Applied filter: None
-~ filter --
Method Version Writeable  Type
T T T
245 | test-Quant-1S-manuallntegratio... 2 TOF
246  Test-TMAO-TMA_10-4-2022_11;... 1 TQ
247  TestEMAR Vet Drugs_POS_impa... 1 TOF
248  testtesttest05 CVUA-Alkaloide ... 1 timsTOF
249 | Theobromine-twoCCS_2 ions_fi... 1 timsTOF

Thiacloprid 0.5 timsTOF
% Set to Batch Parameters

251
252
253
254
255
256
257
258
259
260
261

Thiacloprid 0.5-TSQ-6718 timsTOF
) ) B2 Openin Method Matcher 0
ThlaClOpl’ld-TSQ_-6614 3-_? Compare with Batch Method in Method Matcher timsTOF
THL-RN-05_CVUA-Alkaloic <TOF Methor TOF
Tomato TIMS neg Efi Change Name of Method timsTOF
Tomato TIMS pos Mark Method as Deprecated timsTOF
Tomato TIMS pos-methoc timsTOF
X Delete selected Method
Tomato TIMS pos-methoc t Eroort sclected method timsTOF
ady port selected metho
Tomato TIMS pos-rtOffsel 1 import methods timsTOF
Tox Screening IS List B Copy timsTOF
Tox Screening IS List (1) 1 Export to Bxcel timsTOF
Tox Screening IS List short test 1 TOF

Innovation with Integrity | 28 February 2025
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ASQ TASQ 2025B

TASQ 2025b: Miscellaneous

= Show MS/MS events for selected determination | sy vens 0 X
| lon Label RT [min] Precursor m/z 1/Ks [V¥s/cm®] Peak
1 1 1 T T T T T
= |List all MS/MS events which matches to the ions TR By o T TR T
specified for the respective analyte R
) 61 232 — M+nH 5.61 234.1862 0.7218 - 0.7429 Q
= In Chromatogram view call Show MS/MS events to | & | 22-Mend M2l ZG) 0sw-09) 0@
| 63 232 — M+nH 5.65 232.2639 0.7186 - 0.7397 Q
review which MS/MS spectra are available || 6 | 252-MenH 2 e @
| 65 232 — M+nH 5.65 232.2639 Q
. . | &6 232 - M+nH 5.66 232.2633 0.7171 - 0.7382 @
= Enable MS/MS events Opt|on N e 232 - M+nH 5.66 232.2644 | 0.7186 - 0.7397 ]
| 68 232 - M+nH 5.67 232.2649 0.7194 - 0.7405 0
Preferences>Chromatogram | & | 2:2-Mend 5.68 241507 o%672-0%8%0| @
| 70 232 - M+nH 5.68 2341507 0.9672 - 0.9880 0
. | 71 232 —M+nH 5.68 2341507 0.9672 - 0.9880 0
" Loadlng MS/MS events for a Chromatogram takes [ 72 232~ M+nH 5.68 2342680 0.7210- 0.7421 Q
. . . [| 73 232 - M+nH 5.60 2321552 | 07436 - 0.7647 ]
some time and will be loaded each time the |7 | 232-mMenn 5.69 22155 )
) . . [| 75 232 - M+nH 5.72 2321537 L]
chromatogram view is updated (selection change) | 2-menn ses owoms om0 @
| T 232 = M+nH 5.98 232.1543 0.7171 - 0.7382
78 232 = M+nH 6.00 233.1912 0.7202 - 0.7413
Cancel

© 2025 Bruker Innovation with Integrity | 28 February 2025 | 41




ASQ TASQ 2025B

TASQ 2025b: Show MS/MS Event on Chromatogram Traces

<)
RUKER
(<)

MS/MS Events

lon Label

T
232 - M+nH
232 - M+nH
232 - M+nH
232 - M+nH
232 - M+nH
232 - M+nH
232 - M+nH
232 — M+nH
232 — M+nH
232 — M+nH
232 — M+nH
232 - M+nH
232 - M+nH
232 - M+nH
232 - M+nH
232 - M+nH
232 - M+nH
232 - M+nH
232 - M+nH
232 - M+nH
232 - M+nH

FT [min]

T
548
549
552
5.61
5.62
5.65
5.65
5.65
5.66
5.66
5.67
5.68
5.68
5.68
5.68
5.69
5.69
572
5.88
5.98
6.00

Precursor m/z

T
235.1892
2351892
2352159
234.1862
233.2108
232.2638
232.2639
232.2639
232.2633
232.2644
232.2649
2341507
2341507
2341507
234.2680
2321552
2321552
2321537
232.2635
2321543
233.1912

1/Ks [V¥s/cm?]

T
0.7288 - 0.7499
0.,7288 - 0.7499
0.7077 - 0.7288
07218 - 0.7429
0.9340 - 0.9548
0.7186 - 0.7357

0.7171 - 0.7382
0.7186 - 0.7397
0.7194 - 0.7405
0.9672 - 0.9380
0.9672 - 0.9880
0.9672 - 0.9380
0.7210 - 0.7421
0.7436 - 0.7647

0.7202 - 0.7413
0.7171 - 0.7382
0.7202 - 0.7413

Peak

QOO0 00

Cancel

N Chromatogram I

Intensity

*10

Qo malth AN OB =D

&

0.9 4

0.8 4

0.7 4

0.6

0.5

0.4 -

0.3 4

0.2 4

0.1 4

Urine MET_PASEF pos 20CE_2 3 4424
| Isobutyryl carniting — CoHaMNO: - ++++++

232 - M+nH (*) (P1) (q)
233 - MenH-+1 (%)

Eéﬁ— I'\.:1+nH+l3_
& MS/MS Event

5.2

5.3

5.4

5.5

5.6

r"]

5,70

F
T Tsobutyryl carnitine

L1
=
=
=
=
m
-
g
5
i
=
u

0

L B2

T T [ T T T T [ T T T T [T TT T [ T T T T [ TT

Seconds

Minutes

Undo Zoom

ROl zoom
Flags

Set Review State

Show M5/M5 Events Table

Delete Determination

Copy
Save As Image..

Preferences...

Export Chromatograms to TSV

6 6.1 6.2

6.3 Time [min]
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ASQ TASQ 2025B

TASQ 2025b: Statistic Table

= Statistic Table improved setting of filters

= As more and more settings are added to the filters the
toolbar took too much space and is wrapped if the view is
too narrow

= Filter toolbar icon opens a dialog

Selected filters are shown in the top left corner of view

B Statistic Table = 8
Active filters: Level | Sample Type
Sample Type Level Property ART [min] Amfz [mDa] mSigma
T T T T

1 CALIBRANT ] nrDatapoints 15 15 15

2 CALIBRANT B mean -0.0008 0.0554 63.5
3 CALIBRANT 6 BB sciect fiters ' 0.0898 654
4 CALIBRANT ] 0.220 7.54
5 | CALIBRANT ] |-0.4662 462
6  CALIBRANT 6 Sample Type lo377 n7
7 CALIBRANT ] [307 11.9
8 CALIBRANT [\|5 Sample Subtype :15 15

9 CALIBRANT 5 -0.1218 61.8
10 CALIBRANT 5 Level [-01712 60.4
11 CALIBRANT 5 [0.149 0.5
12 CALIBRANT 5 Analyte Name |-0.2936 343
13 CALIBRANT 5 [0.129 76.1
14 | CALIBRANT 5 Data Set |-122.65% 17.0
15 CALIBRANT 4 15 15

16 CALIBRANT 4 Samnple ic.omzz 55.2
17 CALIBRANT 4 0.0738 58.2
18 CALIBRANT 4 Score :0.135 12.1
19 CALIBRANT 4 -0.4450 269
20 CALIBRANT 4 5 :0.2?4 726
21 CALIBRANT 4 |4410 220
22 CALIBRANT 3 Analyte Tag [15 15

23 CALIBRANT 3 -0.0276 473
24 CALIBRANT N | 00251 51.3
25  CALIBRANT 3 _ @ — [0222 17.2
26 CALIBRANT 3 -0.5693 10.6
27 CALIBRANT 3 \ maximurn 0.00570 [0.187 78
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ASQ TASQ 2025B

CH><)
TASQ 2025b: Statistic Table, Statistic Graph, Batch Statistic Graph, BTSSR
RSD Statistic Graph

= All views shows the same set of numerical properties presented in the result tables

= All properties have the same label as known from result tables
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ASQ TASQ 2025B

TASQ 2025b: Miscellaneous

= |mprovements on the presented tables in TASQ client
= Tables does not jump on changes of data that often
= Rearranged Filter options and improved presentation in Ul
= Open filter options dialog with [ALT]-F

= Clearer appearance of toolbars of result views

= Removed arrow key to select next | previous determination or data set
B- @Al --c=-5

= Use arrow keys of keyboard instead [ = ansyss et x X T-BAlCc=o]

= |farow is selected do not hide background colors

[} Analyte Mame Quantity [ngf...  Score Rule: RLE RT Score ART [min] RT expected [...  lons Score Exp.Diag.lens Found.Diag.lons | Rule: Min R~
T T T T T T T T T T
1 | Acetochlor 7 [ - -0.06 956 ++ 1 1
2 | Acibenzolar-5-.. 45 [ -+ 0.00 097 ++ 1 1
3| Adlonifen 4 -+ 0.00 1512 | 1 1
Acrinathrin 19.1 | -0.09 20.30 1 1
v k) e " - oy 1 1
6 | Aldin 185 [ - -0.08 1092 ++ 1 1
7 | Allethrin |+ I na. - -+ -0.09 12,15 = 1 1
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ASQ TASQ 2025B

o)
BRUKER
(XD

TASQ 2025b: Miscellaneous

= Toggle visibility of Bruker Ribbon on / off to save space by pressing F11 key, like internet browsers

= Small devices with large display settings -> Bruker Ribbon will be shown in two or more lines as Icons have
no space within one line

TASQ - demo - localhost - o X B8 185Q - demo - localhost - [u] X
Method Review = Spectral - [’g Batch Navigator X ¢ Batch Summary X | _N= = e =0
© Management Screening 0 sotz A
Applidfiter; Nore Data Set Flag Sample Type | Sample Subtype | Concentration ... | Inj. Vol. [ul] Method Acquisition date | Station Data path
. < T T T T T T T T T
iy ml Q@ K > 2022-10-25_DART Ruggedness Test_Plate2.3_re A
20220922 Std AS178072 RT updatel [1]
- = —— = = 2023-05-24 PFAS EPAS33_Calibration for JIRA [-
§ Batch Navigator X | X ¥ C| 2 ¢ Batch Summary X ch i () F [E] 20230728-1543 20 min [17]
Applied filter: None Data Set Flag SampleType | Sample Subtype Concentration ... | Inj. Vol. [yl] Method Acquisition date | Station Data path | 20230731-1014 [32]
T T T T e T T b T 20240314 T5Q-8959 [1]
2022-10-25_DART_Ruggedness Test_Plate2.3_re A 20240918-0821 [9]
20220922 Std AS178072 RT updatel [1] 20240918-Data5_Alkaloids [34]
2023-05-24 PFAS EPA533_Calibration for JIRA [- 220221-Sandra [27]
20230728-1543 20 min [17) 220831 - Dioxins calibration curve IV [6]
20230731-1014 [32] 23min_neg [1]
20240314_T5Q-8959 [1] 5996-Demo Data Quantitation [27]
20240918-0821 [9] 5996-Urine MET_PASEF [1]
20240918-DataS_Alkaloids [34] 7322-Urine MET_PASEF [4]
220221-Sandra [27] I 7534-triazine-stdAddition [3]
220831 - Dioxins calibration curve IV [6] I 7824 Demo Data Quant Batch Concentration 2
23min_neg [1] 7977-05-15 PFAS EPAS33 _Test2 [1]
5996-Demo Data Quantitation [27] I 8752-Demo Data Quantitation [25]
5996-Urine MET_PASEF [1] | 9012 Demo Data Quant Quant BRKRAR Import
7322-Urine MET_PASEF [4] i Acquisition Batch [9]
7534-triazine-stdAddition [3] | autoMSMS negative [2] < >
7824 Demo Data Quant Batch Concentration 2 I autoTesOfflinetBatch 2022-07-22_09-26-46-725 ,
7977-05-15 PFAS EPAS33_Test2 [1] ” 5 [ [ = R Batch Concentration X I@Mass- and Mobility Calibration = B ||, Task Progress X ]0, Processing View (¢ = [}
8752-Demo Data Quantitation [25] v = — m| BRRER t, 4| C|[gaten Data Sét Station =
< > [ Batch Concentration X ] © Mass- and Mobility Calibration O ||®, Task Progress X |, Processing View c| 8 l).‘@ TASQ Quick Start X = 8
y Analyte IS Tags Unit Analysis
| w|EEAEE 5 d
I TASQ Quick Start. X =g el Is1 fel lai Batch Data Set Station Type - ~ - T T T T
Anoive s s unt anatss ’E E—
. ~
R4 T g T X
Import Batch m
Pracess B
|
| o B v < > v < >
=localhost| G Nupf connected Elocalhost| & Nupf connected
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ASQ TASQ 2025B

TASQ 2025b: Improved Filters for Analysis Results View

5 Theobromine ... | CiHzM.C

Without Internal 5tandards
Only Interferences

Only Manual Integraticons
Without Manual Integrations

¥. Clear Filter

B =

Mark as not Visited

Update Batch Parameters
Perform Library Search

Ml

BR Analysis Results Y T - | W _;-ﬂ | C = 8 l B Analysis Results l
Analyte Name Formula Findings only Analyte Name Formula MRSCQC CCS Score CCS (AT ACCS[%] 1/Ka [V*sfcr
T Missings only T T T T T T
1 Caffeine CaHaalMe E T  Filter Determinations Alt+F » Findings only I
i Flagged only 2 Re .

2 Reserpine CazHaoM, Missings only
: Mot flagged 3 Th M Flags >

3 Theobromine .. | CiHsM.C
; o ; 4 Th Set Review Stat Flagged only

4 Theobromine ... | CrHsMal Only Internal Standards 5 Th S ? Not flagged

Only Internal Standards
Without Internal Standards

Only Interferences

Only Manual Integrations

Without Manual Integrations

%. Clear Filter
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TASQ 2025b: Improved Filters for Batch Results View

BR Batch Results

xT-BAlC=08O|

Data 5et

1 Level 1_2_1_64
2 Level 2_3_1_67
3 Level 3.4 170
4 Level 4 5173
5 Level 5.6 1_76

Level &6 7 _1_86

7 Level 7.8 1_20

© 2025 Bruker

MRSQC

FEE e

+  Show Results for Calibration Samples
«  Show Results for Unknown Samples
«  Show Results for Blank Samples

+  Show Results for Quality Control Samples

Findings only
Missings only

Flagged only
Mot flagged

Only Manual Integrations

Without Manual Integrations

%. Clear Filter

<)
BRUKER
(<)

R Batch Results l

* T @A

Data Set MRSGC Area of Pl
T T T
Level 1.2_1_64 ] 9184550
3 Levl
4 Lev: M Flags
5 Levt
6 Lewt Set Review State
7 Leut Mark as not Visited
_,r'f\ Update Batch Parameters
I Perform Library Search

W Set as Reference

Clear Reference

>

>

Visited Flag

T T
L

1
2 L e
: “ T Filter Determinations Alt+F > +~  Show Results for Calibration Samples

«  Show Results for Unknown Samples
«  Show Results for Blank Samples

«  Show Results for Quality Control Samples

Findings only
Missings only

Flagged only
Mot flagged

Only Manual Integrations

Without Manual Integrations

%. Clear Filter
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TASQ 2025b: Miscellaneous

= |mproved text and order of properties pages for Chromatogram, Chromatograms, Mobilogram, Mobilograms
view

ke Preferences [m] X Preferences O X

type filter text

Batch Statistics Graph

Butterfly View Butterfly View
Calibration Function Graph Compound opacity I Calibration Function Graph Chromatogram transparency I
~ Chromatogram » Chromatogram
Compound Display ROI-Zoom delta t [s] 30.0 v Chromatograms ROI-Zoom delta t [s] 10
w Chromatograms Multi Com d Displ
. pound Displa)
Multi Compound Display | ROI-Zoem defta Signal Intensity [%] 1200 Data Interactor ROI-Zoom delta Signal Intensity [%] 25
Data Interactor "] Base peak chromatograms of analysis .
. p g ) & Fluxomics Data source by selected Data Set ~
Fluxomics @ Chromatograms for all ions Interferences
Interferences [C] Base peak chromategrams of analysis

List Chremategrams
List Library Search Spectra
Mass Spectra
Mass Spectrum
Method Editor
Mobilogram
~ Mobilograms
Multi Mobilogram Displ:
RSD Statistics Graph
Results Views

v

Show Chromatoegram, Mob
Show Heat Map View
SmartFormula

Statistic Graph View
Statistic Table

Table Preference Page

Upgrade Motifications [JPeakfactors and “”_ESi'j chromatogram 5 User Profile ) Normalize chromatograms
» User Profile o Use.rﬂag i determmat.mn. (] User flag of determination
[ Review state of determination () Review state of determination
[ MS/MS events
Time[ms] to wait until a selected determination will be set to visited automatically: |1DD =
Restore Defaults Apply Restore Defaults Apply
@ g 2| Apply and Close Cancel @ |\E‘. ik Apply and Close Cancel

Compound Display f=1E -

Control TASQ specific compound settings, such as compound celor and Region of Interest zoom.

[ Internal standard

[] Chromatograms of only interfering analytes
[CJ Chromatograms of all other findings for this analyte in batch
(] Chromategrams of all analytes in data set
[_J Reference chromatograms

[T Pressure curve

@ Analysis name

8 Descriptions for analyte

("] Concentration value for determination

8 Descriptions for each chromatogram

@ Analyte name at peak

B lon ratio guidelines

[C] Baseline

) Noise trace of chromatograms

type filter text

~

v

Batch Statistics Graph

List Chromatograms

List Library Search Spectra
Mass Spectra

Mass Spectrum

Method Editor
Meobilogram
Meobilograms

R5D Statistics Graph
Results Views

Show Chromatogram, Mob
Show Heat Map View
SmartFormula

Statistic Graph View
Statistic Table

Table Preference Page
Upgrade Motifications

Multi Compound Display

Control TASCQ specific compound settings.

[J Chromatograms of mandatory ions only
[ Internal standard

[CJ Chromatograms of all other findings for this analyte in batch
] Chromatograms of all analytes in data set
[J Reference chromatograms

[ Pressure curves

@ Analysis name

8 Descriptions for analyte

[C] Concentration value for determination
8 Descriptions for each chromatogram

[] Analyte name at peak

[Jlon ratio guidelines

[ Peak factors and lines in chromatograms
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TASQ 2025b: Miscellaneous

view

g Preferances

type filter text

Batch Statistics Graph
Butterfly View
Calibration Function Graph
~ Chromatogram
Compound Display
~ Chromatograms
Multi Compound Displa:
Data Interactor
Fluxomics
Interferences
List Chromategrams
List Library Search Spectra
Mass Spectra
» Mass Spectrum
Method Editor
Mobilogram
~ Mobilograms
Multi Mobilogram Displ:
RSD Statistics Graph
Results Views
Show Chromategram, Mob
Show Heat Map View
SmartFormula
Statistic Graph View
Statistic Table
Table Preference Page
Upgrade MNotifications
» User Profile

Mobilogram Display =1 4 -

Control TASQ specific mobilogram settings, such as mobilegram color.

Mobilogram opacity

ROI-Zoom delta 1/K; [Vs/cm’] 0.06

ROI-Zoom delta Signal Intensity [%] 1200

@ Mobilograms for all ions

("] Internal standard

[ Mobilograms of all other findings for this analyte in batch
[ Mobilograms of all analytes in data set
[ Reference mobilograms

B Analysis name

8 Descriptions for analyte

[C] Concentration value for determination
8 Description for each mobilogram

B Analyte name at peak

[C) Tolerance lines

[CJEIC 1/Ks marker

] Noise trace of mobilograms

"] Peak factors and lines in mobilogram
[ User flag of determination

[T Review state of determination

Restore Defaults Apply

Apply and Close Cancel

Preferences

type filter text
Batch Statistics Graph
Butterfly View
Calibration Function Graph

w

Chromatogram

v

Chromatograms

Data Interactor

Fluxornics

Interferences

List Chromatograms

List Library Search Spectra

Mass Spectra

Mass Spectrum

Methed Editor

Mobilogram

~ Mobilograms

Multi Mobilogram Displ

RSD Statistics Graph
Results Views
Show Chromatogram, Mob
Show Heat Map View
SmartFormula
Statistic Graph View
Statistic Table
Table Preference Page
Upgrade Notifications

» User Profile

v

]

Multi Mobilogram Display =k 4 -

Control TASO) specific mobilogram settings, such as mobilogram color.

Mobilogram opacity

ROI-Zoom delta 1/Ks [V*s/cm’] 0.06

ROI-Zoom delta Signal Intensity [%]  120.0

Data source by selected Data Set
[ Internal standard

[C Mobilograms of all other findings for this analyte in batch
[ Mobilograms of all analytes in data set

[] Reference mobilograms

B Analysis name

8 Descriptions for analyte

["] Concentration value for determination

8 Description for each mobilogram

B Analyte name at peak

[ User flag of determination

"] Review state of determination

(] Noise trace of mobilegrams

(] Peak facters and lines in mobilogram

[ Tolerance lines

[CJEIC 1/Ko marker

[CJ Normalize mobilograms

Restore Defaults Apply

Apply and Close Cancel
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TASQ 2025b: Miscellaneous

= Calculate pearson correlation of chromatographic traces in Chromatogram view when normalizing
chromatograms — does the different ions belong together or is this potentially a false positive?

= The traces are compared to the trace of the principle ion (PI), the correlation coefficient is added to the trace label

A Chromatogram Xl %Q EJ\::‘.IL:"-\J:PLN|0¢ = 8 A Chromatogram Xl %‘QEJ\;&_"S&|03 = B8
140 Screening_Serum Sample 3_5_1__566 X x‘IOS | Screening Serum Sample 3_5_1_566
{Apophedrin (Phenylethanclamine] Fragm 120 — CaHioN'™ - ++++ 1 Apophedrin (Phenylethanolaming) Fragm 120 - CeHah'™ = ++++
i 3.5 4
120-1() (P} (q . 1120=1(7) (P1} (q)
1121 -1+1 - Pearson: 0.985 121-1+1
120 {103 - 103.054 (*} (bbCID) - Pearson: 0.987* 7103 -103.054 (*] (6bCID]
{120-120.081 (bbCID) - Pearson: 0.973* 1120-120.081 (bbCID) 5
| 138 - Apophedrin (Phenylethanclaming) M+H - Pearson: 0.530 3.0 4138 - Apophedrin (Phenylethanclamine) M+H
25
. J
£ £ 20+
z &
1.5
1.0
0.5
0.0
.........................
& a0 36 3.7 3.8 Time [min]
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TASQ 2025b: Quantification

= New preference options for Calibration Function Graph view

= Do not calculate automatically a calibration function for the selected analyte if the batch has not been
quantified previously

= Set the option for the regression calculation as specified in the TASQ method if calibration function has not
been calculated previously

= Use method settings for automatic generation of calibration functions in calibration function graph view if
no calibration function is available

= Hint: If you want to know which is the best possible calibration function for the given data use Optimize
Calibration Function to get the parameter settings for calculating the optimal calibration function

= Added command to set review state in Calibration Data Point view

= |mprovements to the Batch Concentrations view
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TASQ 2025b: Hint Optimize Calibration Parameter in Method

Optimize Calibration Parameter in Method O X

Calculate the set of optimized parameters
Optimize Calibration Farameter in Method 20211021_Sampleb

Check for heteroscedasticity

Optimize calibration parameters by analysing the variances of residuals for different
calibration models,

— - _ ———— = Check which weighting / function type is best
Optimize Analyte Mame Origin Function Type Weighting R
T T T T T T
1 Dimethyl Sildenafil IGNOREZERO  LINEAR o) ossas. | ™ Transfer parameter sets to TASQ method
2 HomoSildenafil IGNOREZERO ~ QUADRATIC X2 0.99968 ' o
3 Propoxyphenyl sildenafil IGNOREZERO | LINEAR X2 oso7s7 | ® Available from Quantitation menu
4 Sildenafil impurity A | IGNOREZERO | QUADRATIC X 0.99965
5 Vardenafil IGNOREZERO ~ QUADRATIC X2 0.90977
— - Spectra
@ select/deselectall | 75 ._J: Quantitation E Reporting Jl_rhihr:r_-,rl

© #" Quantify Batch

Standard Addition

i T';SZ |

Optimize Calibration Parameter in Method %

: @' < Back Mext = Cancel

Optimize Calibration Parameter in Method |
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TASQ 2025b: Miscellaneus

= Support generation mobilograms for data sets with segments having different mobility ranges
= Enable manual integration with SHIFT LMB in mobilogram view, fix chromatogram view

= |mproved Add Multiple lons wizard: disable Finish button if not all mandatory properties are set (Spectrum
type, charge state...)

= Reminder: In Butterfly view copy peak list of measured MS/MS spectrum or of library spectrum to clipboard

Open Add Multiple lons wizard in TASQ method editor to add multiple ions from peak list in clipboard to
selected analyte

= Performance of installation of client and server components improved
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TASQ 2025b: Connector Management Available in TASQ BRUEER
Administration Preferences

= |f a user wants to import a brkrar
file containing TQ methods into a
TASQ only system EDM and TQ

5 &% Batch Access
G2 Connector Management

connectors have to be activated

Connector Management

> i Email (Outbox)

Connector Repository:
1 1 % LabToGo N Ver Provider Installed Compatible Software
> @ Reports ame
- Th |S Ca n be done | n Con neCtor Q.\ Safﬂple Subtypes Compass Datafnalysis .. 1.8.0 Bruker Dalto...  2024-12-0...  Bruker Cempass DataAnalysis (4.4)
. . . . 3 L—j Station Management Compass EDM Cennec... 1.9.2 Bruker Dalto... 2024-12-0...  Bruker Cempass EDM (1.0), Bruker Co...
management | n Adm | n |Strat|on > @ System Information Compass FTMS Conne..  1.8.0 Bruker Dalto...  2024-12-0..  Bruker Compass ftmsControl (2.1)
> TASQ Compass FractionTrans.. 1.8.0 Bruker Dalto..  2024-12-0..  Bruker FlowInjection (1.0)

Bruker Dalto... 2024-12-0..  Bruker Cempass HyStar (5.0)

Bruker Dalto... 2024-12-0...  Bruker MS Data Processing (6.0)

Bruker Dalto... 2024-12-0...  Bruker Cempass otofContral (4.1)
Bruker Dalto... 2024-12-0...  Bruker Compass Openfccess Station ..
Bruker Dalto... 2024-12-0..  Bruker Compass tqControl (1.0], Bruke...
Bruker Dalto... 2024-12-0..  Bruker Compass trapContral (7.2)

client or now in TASQ ) B e enagement Compaes e o R

Compass MuPF Conne..
Compass OTOF Conne..  1.1..

administration preferences

Compass TQ Connector 1.1,

ZEZEZECEZEZET

Compass Trap Connect.. 1.1..

Install New Connector

Browse...

Elocalhost &2 Processing server connected
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TASQ 2025b: Offer User Documentation within TASQ Help Menu

omatograms X

Qq

pos 20CE_2_1_4422

20— +++++

1) (q)

TASQ 2021
TASQ 2021b
TASQ 2022
TASQ 2022b
TASQ 2023
TASQ 2023b
TASQ 2024
TASQ 2024b
TASQ 2025

—2.08

om 2

T Q  Search
Al

Client Log

Create Station Report

@ AboutTASQ
What's New?
User Manual

Release Notes

é_

@ Help Contents
Dynamic Help

kG

N
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TASQ 2025b: Discontinued Feature

= Purity plot is no longer supported for Chromatogram/s, Mobilogram/s view
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TASQ 2025b and older: Known Issues

TSF data of autoMSMS data can't be processed by TASQ — no chromatograms can be created
= TASQ is not able to retrieve the MS fullscan data
This has been fixed in TASQ 2025b

TASQ 2025: importing and processing of batches will show current date time of processing but the actual
acquisition date in acquisition date column — fixed in TASQ 2025b

On segment borders TQ instruments may store data which is non monotone — TASQ sorts data points by RT
if it detects that time axis is not monotone
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