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WHAT'S NEW TASQ 2024

What's new TASQ 2024

= Method Profile Manager to manage default parameter sets

= Simplified create method, add analyte, add ion wizards making use of method profiles

= Add multiple ions to an analyte in TASQ method

= Qverlay of pressure traces in chromatogram(s) view

= Manual integration available in chromatograms view

= Undo all manual integrations at once and get back to the result state after processing

= Batch statistic graph can switch between all determinations of selected analyte, selected data set, or selected batch
= New report layout with graphics for batch statistics

= Cleaner toolbar for chromatogram / mobilogram view

= Performance improvement for quantification

= New Compass 8.0 offers SSL communication
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What's new TASQ 2024

= Fix for selection of batches for legacy calibration: reduce batches to a time range to reduce the number of
possible batches

= |Improvements to batch setup wizard
= Remember positions for calibration, QC, and blank samples in template
= Show missings in batch reports sorted by analytes

= Fill down of peak ranges in method editor fixed

= Changes to TASQ RealTimeQC are listed in What's new TASQ RealTimeQC 2024
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Method Profile Manager

For generation of methods from csv file or adding analytes and ions to a method the default parameters are
stored in the method profiles.

The Method Profile Manager enables to create, modify, and delete method profile for the various instruments
or applications.

The create method wizard, add analyte wizard, and add ion wizard makes use of the method profiles.

In former TASQ versions the mentioned wizards contained many pages for specifying the parameters. These
were removed.

Similar to the method editor the same pages for the different categories of parameters are available in the
Method Profile Manager
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Method Profile Manager

B8 Method Profile Manager ]

Profile Mame Owner
T

2 [timstof series negative] system
3 [timstof series positive] system
4 [tof series negative] system
5 [tof series positive] system
o [triple_quad] (MRM data) system
T [triple_quad] (Fullscan data) system
8 Defaultparameter for instrume... | system
9 Defaultparameter for instrume... | system

Instrument Type
T

timsTOF
timsTOF
TOF

TOF

TQ

TQ

TQ

TQ

General method settings  Calibration settings  Default Screening Parameter

Determination ion quality
Determination filter
Chromatogram peak finder mode
Batch concentration levels

lon Ratio Signal Type
[JPerform smoothing
[]Perform Denoising
Mazx/Min A/H upper limit

Miniral datapoints over a peak
Only create chromatogram slices of +

Store MS spectra
narrow myz window of ms spectra ~-2+5 m/z

Signal / Moise Parameters
Algorithm
S/ filter

Surrogate noise

Principal ion and at least one mandatery ion

lon Type Definition

Most mandatories and closestte BT
Classic ~
HEIGHT bl
(not applied for timsON data)

5 ]
[min]

Classic ~

Default Quantitation Parameters

oAk~ O

Mumber formats  Colors Definition
~
Y]

© 2023 Bruker
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Method Profile Manager

General method settings  Calibration settings

Default Screening Parameter

[[] Perform mass calibration and replace existing one

lon Type Definition

Default Quantitation Parameters  Number formats  Colors Definition

Reference Mass List - no mass list selected -

Retention time range Start | 0.00

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

Intensity threshold 3,000

Perform Lock mass calibration

min

End

m/zrange £

0.00

0.0500

min

Da

Reference Lock Mass | - no mass list selected -

Intensity threshold 3,000

m/z range £

0.0500

Show Reference List

Show Reference List

© 2023 Bruker  For Research Use Only. Not for use in clinical diagnostic procedures.

General method settings  Calibration settings

Screening Parameters

Default Screening Parameter Default Quantitation Parameters

Colors Definition

EIC Width = [ 5.00

m/z Scering Marrow = | 5.00

m/z Scoring Wide = | 10.00

| mba
| ppm v
| ppm

mbigma Tolerance | 200.0

m&igma Scoring Marrow | 25.0

mSigma Scoring Wide | 60.0

Retention Time [min]

RT Tolerance = | 0.50

RT Scoring - Marrow = | 0.25

RTScoring - Wide + [ 0.40

Integration Parameters

Area abs threshold | 600

Height abs threshold | 300

Min Peak Valley [%] [ 4

Sensitivity [%] | 99

Smaoothing Parameter

Smoothing width [s] [ 1.00

Smocthing cycles | 1
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Method Profile Manager

General method settings Calibration settings Default Screening Parameter lon Type Definition  Default Quantitation Parameters Number formats  Colors Definition General method settings  Calibration settings Default Screening Parameter lon Type Definition Default Quantitstion Parameters  Number formats  Colors Definition

Adduct Isotopelogue most abundant 2nd most abundant 3rd most abundant 4th most abundant Quantitation Parameters

M+nH ~ | | most abundant ~ | mandatory ~ | mandatory ~| opt ~ | |opt ~ | | Add lon Definition Origin |ignere ~
Adduct Isotopologue monoisotopic most abundant | 2nd most sbu... | 3rd most abun... | 4th most abun... Signal | Area i
T T T T T T T Weighting | none ~

1 M+nH ~monoisotopic  ~ - - - - .
Function | linear ~

2 | - monoisotopic  * - - - - -

Delete Definitions

Regarding isotopes the ratios are calculated and with a tolerance of 30% entered in the method.
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Method Profile Manager

General method settings  Calibration settings Default Screening Parameter |on Type Definition  Default Quantitation Parameters Number fermats  Colors Definition General method settings  Calibration settings  Default Screening Parameter  lon Type Definition Default Quantitation Parameters Mumber formats  Colors Definition

Mass error (ppm, mDa, ..} Analyte Score

Mass (m/z measured, m/z expected, ...) Background: Invalid

RT, relative RT Background: Tentative ldentification
mSigma Background: Medium Identification
Intensity

Background: Strong Identification
Area

Ratios (relative Area and Intensity) Analytes

Found in Anal
Quantity / Concentration ound in Analysis

Injection volume Missed in Analysis

LI

Recovery / Accuracy lon Colors
Background: Marrow
Background: Wide
Background: Outside
Foreground: Marrow
Foreground: Wide

Foreground: Qutside

Other Colors

Background: Rel. quantity and quantity result by
legacy, surrogate or single point calibration

J BIRRELE NN RELE
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Add Multiple lons To An Analyte In TASQ Method At Once

Multiple ions can be added at once to an analyte in a TASQ method.

Copy and paste, e.g., a MS peak list from DataAnalysis into the Add Multiple lons wizard.

B2 Assign clipboard import to table columns O x
Assign imported clipboard data to table columns for inserted.

Assign the columns from the imported clipboard data to the correspending columns.

Column of m/z coL_1 Column of lon farmula ~

Column of Intensity coL2 Column of Charge v

Default Spectrum Type FULLSCAN Default Charge when missing 1 v
First row in table bellow is 8 header row

coLp coLt caoL2 ~

1 42,0342 17405

2 49,4997 5308

3 54,4976 3986

4 36,9649 2534

3 38,5049 6438

3 39.0493 3913

7 59.0603 3726

8 60.0446 1763

9 61.0076 11295

10 62.0242 1922

1 64.0158 8872

12 67.5101 4234

13 68.5004 3442

14 68.9941 12956

13 69.9346 1854

18 70.0128 19304

17 71.0296 2803

12 729372 11156

19 73.0649 2298

20 74,0600 1851

21 749375 2229

22 75.0107 1661 e

B2 Add multiple ions

Add multiple ions from table below to selected analyte Alprazolam (C17H13CIN4)

Fill the table with ion informations and select a method parameter profile.

<

Select/deselect all rows

Method Parameter Profiles

lon

271.0620
273.0594
272.0655

158.9611
276.0936
114.0912
274.0627

186.9357
87.0043
130.0073

T

lon formula

be

m/z

T
271.0620
273.0594
2720655

1589611
276.0936
114.0912
274.0627

186.9357
87.0043
130.0078

Charge

Spectrum type

T
FullScan -
FullScan ~
FullScan ~
FullScan ~
FullScan ~
FullScan ~
FullScan ~
FullScan ~
FullScan ~

FullScan ~

Precursor m/z Intensity ¥ Mostabundant  2ndr A

T T
1644107

504300

265438

136401
128519
93782
87683

56843
52718
51734

[compact_microtof]-testwizard

[tof series neEanva]

Cancel
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Manual Integration Available in Chromatograms View

M | . ‘t t. b P Chromatograms 3 f, f‘\t| All Auto ~ |E :HZ :|‘:' 8
anual integration Can now pe - 5 N
%107 7] hesi_1-28-2013_10-26-06 pm_|5 triazine i %107 - hesi_1-28-2013_10-26-06 prn_I5 triazine F=
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Revert to Original Integration State

If you have done multiple manual integrations or deleted
some detectected peaks in chromatogram or mobilogram you
can revert to the original state after processing using the
command ,Restore Original Integration State” for the selected
determination.

Note: This action can't be undone. You have to work out all
required manual integration if necessary.

M Chromatogram

Qamaidh AN OB =D

x‘]os T hesi_1-28-2013_10-26-06 pm_l5 triazine _"__\T
| Atrazine — CeHasClMz — +++
: (+1216.0 = 174.0 [16.0v] (*) (P1} (o) =
(+) 216.0 » 104.0 [25.0V] () £
B
] g
6.0 =
Second
50 ®  Minutes
Undo Z
Redo Z
@, ROlzoom
40 e~ Unde Manual Integration / Deletion
=
z Redo Manual Integration / Deletion
% D Restore Original Integration State L\,
E Ny Delete Determination
3.0
B Copy
[ Save Asimage...
£ Preferences
2.0 1, Export Chromatograms te TSV
1.0 4 /
0.0
T — — T —T— — T T
P 27 28 29 31 32 33 34 3.5 Time [min]
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Overlay LC-Pressure Curve in Chromatogram View

. . M Chromatogram Ad ¥ ‘Qt -
The LC pressure curve can be overlaid in the il - SO MBANOBTT
) . | E::E:m:z:g::: _'Dé)ii 1u2Ir:‘|r;né___I-Z+_opt_23?_3 Hz_bbCID_2500 20 ul_68_2_2499
chromatogram view. Jer-wmoma |
Note: The pressure values are normalized to 1000 and w0 {707 |
bound to the same y-axis as the MS traces. f [V
J _,/ g \‘“\.\ II |
500 | / E AN
] o ™, /
z 3 N |
L
|
0 -:, / Il'x
200—-
O_- — T T T T T T T T T T |u\$" T 1 v 1 T 1T 1 T T 7 1T T T 1 7 T 17
alg 1 2 3 4 5 6 7 & @ 10 11 12 13 14 15 16 17 18 Time [min]
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Show All Determinations of Selected Batch in Batch Statistics Graph

lﬁ Batch Statistics Graph

0.15

0.1 H

0.05

v @
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-0.1 4
-0.15 4
02 J
-0.25 4 T T T
0 0.5 1
%

|

Retention Time [min]

X axis values | Retention Time

~ | Y axis values - AnalysisNameSorting 0

|4 Batch Statistics Graph X = B8
20 4 r'y
7 L 4
10 4
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s <
= 04 0 e YR 2 A
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T T o e e 5 5 0 0 1 ) 5 9 0 0 0 9 9 e
O
o0 <
'g}' % Acetamiprid -
| st 50-2 matrix_5 min_5_1_4445 (CALIBRANT)
2ol & = Area: 831960 -
Error [pprm]: 217
o}
T T T T T T T T T T T T T T T T
0 100000 200000 300000 400000 500000 600000 700000 800000 900000 1000000 1100000 1200000 1300000 1400000 1500000
s Area
X axis values | Area ~ | ¥ axis values | Error [ppm] ~ AnalysisNameSorting [ ]
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Cleaner Toolbar for Chromatogram and Mobilogram View

J\AChromatogramXI &QEM&£M|B¢DE AMObilogramXI %QE&:’XJ’Mﬂﬂ‘:'E
«10° | STD 500 ng_ml_68 2 12534 x10° 4 STD 500 ng_ml_68_2_12334
1 Vardenafil - CosH:Ma0u5 - ++++ g Vardenafil — CzsHzaMe0.5 — ++++
429 - MnH () (1) () = 488 - M+nH (7] (PI} (q)
5.0 - 490 - M+nH+1 (%) = 223 490 - W+nH+1 (%)
151 - Frag 151 (*) (bbCID) z | 151~ Frag 151 ("} (bbCID)
7312 - Frag 312 (*) (bbCID) = 312 - Frag 312 (*) (bbCID)
45 4 = 20 4
L'l
40 - 1.75 4 =
3.5 o =
1.5 =
L)
£ 30 z =
f =y f =y
b g 125 4
= =
25 -
1.0
2.0
0.75 -
1.5 4
0.5
1.0 4
05 025 -
il L L L L R L L L A I L R R L AL L R LR L L L = II'_|'II II'II 'I'I'I'I'I'I'I'_
e 05 1 15 2 25 35 4 45 Time [min] P 17 101 102 103 104 105 106 107 108 109 11 111 112 113 114 195 116 LIT 1K [Vis/emd

Only relevant buttons remained for the most relevant actions
To add or change the displayed content open the preferences dialog %
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New Report Layout Real Time QC Summary

Demo Data Quantitation-AuditTrail - RealTimeQC Summary BCNR Demo Data Quantitation-AuditTrail — RealTimeQC Summary B(_NR Demo Data Quantitation-AuditTrail — RealTimeQC Summary B(_NR

Report Report Report
Operator bdal@de Station Name WSBREO1-HCGB5N3 Internal Standards only Analytes only
Instrument Name impact HDII Instrument SN 1825153.10011 I _
TASQ Method Demo Data Quant (5) £ B
Total lon Count - All Analytes . 1
i P! ! }
4 o .
. s
. L] i
i x . . _r_ ) *
L H .
. . . a
I a e
| T 5 i * v — p s 1 . o i T E i e . & -~ . ! En 3 uE ‘ &
) o ; . | .
i, H
7 i 1 » i
i
1 v P B P & T 3 A ] N o &
Bruker 24, August 2023 17 3 Bruker 24, August 2023 2 1 3 Bruker 24, August 2023 3 /3
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Fix For Selecting Batches To Be Used for Legacy Calibration

If there are more than thousand batches | = sttt 0
Select Batch
ava | | a b | e th e a SS I g n ment Of Ca I I b ratlo n Choose a batch to retrieve calibration functions for legacy calibration.
. Include batches created between: | 2000-02-24 00:00:00 w | and: | 2023-08-24 00:00:00 Reload Batches
functions to a method to be used for
|egacy Callbratlon may no-t Offer -the 1R0w Eatchn[a)meQ - ;:;;:t:nzgmlaﬁlzﬁ Comment f::ethod Version Ty
emo Data Quantitation -11- :30: prazolam-309 1 T
. . 2 Dermno Data Quantitation- AuditTrail- CP4166 2021-12-02 11:31:37 TargetScreener HR 2023 Pesticides_pos_o.. 1 T
mOSt recent batCheS | n preV|OUS 3 Demo Data Quantitation-reproduce-tsq-6609 2022-01-23 18:41:18 Demo Data Quant-reproduce-T5Q-6609-1... 2 T
. 4 Demo Data Quantitation-reproduce-TSQ-ﬁEGQ—b... 2022-01-23 16:51:26 Demo Data Quant-reproduce-T5Q-6809-1.., 2 T
Versions & Demo s Cummittion TQBM00 ey 0220123103524 pamobss Comneconc b 4
To make sure that most recent batches
are selectable an option has been added
to filter batches by creation time range
If the expected batch is not shown
narrow down the creation time range ‘ ’
Comment: | -~ filter --
® < Back Finish Cancel
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The New Compass Platform 8.0 Introduces Secure Communication

] ™sa

Client and server can communicate now using SSL encryption
For CORBA communication port 684 is used

>
an
(O

For HTTPS communication port 443 is used EE=TNE B

The logon dialog now offers to switch SSL communication off or on

Note: If you are upgrading you have to run the Compass Server Selector
again to configure the two new ports

Note: You may have to update the firewall settings for incoming and
outcoming network communiction to allow to use port 443 and 684
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