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▪ User Workflows

▪ More complex processing workflows, e.g., process, quantify, evaluate results, export

▪ Check batch and method which steps can be executed successfully

▪ New tsq-processing workflow implemented

▪ Library Search continued

▪ Library Compound Matcher: match tasq method compounds and library compounds store matches in tasqMethod

▪ Improved score calculation – matching aproach instead of binning

▪ Loading raw MS/MS spectra improved

▪ Data provider of library search results available

▪ LIMS export contains library search results

▪ Support sample sub types

ASQ TASQ 2025A

TASQ 2025 – Features
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▪ Improved viewers 

▪ List viewer for chromatograms 

▪ Show traces for determination

▪ Show traces for BPC

▪ Show pressure traces

▪ Show UV traces

▪ List viewer for MS library search results

▪ Mobilograms viewer

▪ Support manual integration in Chromatograms / Mobilograms view

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

ASQ TASQ 2025A

TASQ 2025 – Features
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▪ QSee Performance Test finalized as part of the QSee product family

▪ Analyte tags in statistics table for grouping

▪ Statistics table sends notification of selected analyte

▪ Extended options for m/z and 1/K0 calibration

▪ User can use calibration created by DataAnalysis or MetaboScape (only for tsf and tdf data sets)

▪ Clear indication if Bruker MS Data Processing server is connected to the station where batch data is located

▪ Drag & Drop of .tasqMethod files from file explorer into Batch Summary view imports the TASQ method

▪ Change order of ions in ion table by [ALT] Arrow Up | Down

▪ Improved performance for storing of concentrations

▪ Method editor include 1/K0 and precursor m/z for interference detection

▪ Improved SmartFormula View

ASQ TASQ 2025A

TASQ 2025: Improvements
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▪ If audit trail or user actions rights are active client checks whether Compass Regulatory toolkit license is 

activated – otherwise TASQ client does not work – clear indication given if license is required

▪ Bug fixes and improvements

ASQ TASQ 2025A

TASQ 2025: Improvements
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▪ When reprocessing a batch perform quantification and evaluate rules automatically

▪ Perform individual activities optionally

▪ Perform screening

▪ Replay manual integration

▪ Perform library search

▪ Calculate calibration functions and quantify

▪ Apply evaluation rules

▪ Perform LIMS export

▪ When quantifiying a batch calibration functions will be calculated, quantitative values generated and 

evaluation rules applied

ASQ TASQ 2025

TASQ 2025: User Workflows
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▪ On some occasions a user workflow can’t be started again, as the task queue is in a bad state

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

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

▪ Single tasks can be canceled in Task Progress view

ASQ TASQ 2025

TASQ 2025: User Worflows
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▪ In case of reprocessing check which steps can be performed based on batch and method

▪ If no concentrations are stored for analytes quantification shall not be performed

▪ If no spectral libraries are assigned to the method library search shall not be performed

▪ All options will be offered if the steps are possible or they will be greyed out

ASQ TASQ 2025

TASQ 2025: User Workflows
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ASQ TASQ 2025

TASQ 2025: tsq-processing Workflow

1 September 2024Innovation with Integrity 9

▪ This workflow will be started when 

user choose Process Batch or 

Reprocess Batch from TASQ client

▪ Screening process

▪ Replay manual integration

▪ Library search

▪ Calibration functions for quantification 

calculated

▪ Quantities calculated

▪ Calculate evaluation rules

▪ LIMS export

▪ Report generation – currently disabled
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▪ Improved peak matching for score calculation

▪ Matching of compounds during method development and matched pairs stored in tasq method

▪ Library search results are filtered by looking up the list the matched pairs in the tasq method

▪ If for an analyte and a library no compounds are matched all library search results in that library will be 

reported 

▪ Improved retrieval of MS/MS spectra

ASQ TASQ 2025

TASQ 2025 – Library Search
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▪ Store compound pairs – TASQ method compound and spectrum library compound – in method

▪ Use that relation to only check for spectra of the specified library spectra

ASQ TASQ 2025

TASQ 2025: Libary Compound Matcher
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▪ Matcher shows all candidates 

for TASQ method compound

▪ User selects the correct one 

from list, if available

▪ For matching same criteria are 

applied as for library search

▪ Multiple library compounds can 

be assigned to an method 

compound

▪ Do not match automatically

▪ Select method of selected batch

TASQ Method Compounds

Spectra Library Compounds

Detailed Compound Properties
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▪ Compounds are compared by AnalyteDB Id, InChiKey, Formula, Mass, External Link (CAS, PubChem, …), 

Name, and Synonyms.

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

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

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

▪ To compare analyte names is non trivial. Wrong spelling, trivial names, …

▪ caffeine – Koffein – Kofeiini – Cafeína – 咖啡因 – Tein – Guaranin – 1,3,7-Trimethyl-3,7-dihydro-1H-purin-2,6-

dion

ASQ TASQ 2025

TASQ 2025: Library Compound Matcher
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ASQ TASQ 2025

TASQ 2025: Library Search – Matching Analytes
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CompoundId InchIKey Formula Mass
External 

Links
Name Synonyms

Negative Match

No 
Match

Positive Match

• CompoundId: The match is positive if both AnalyteDB compoundIds are equal.

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

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

• Mass: If a mass is present on both sides, the masses must be equal (a threshold is applied) to trigger a positive match. Otherwise, the match is negative.

• External Links: Check registry numbers like: CAS, KEGG, PubChem, Chemspider if available

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

• Synonym: If one synonym matches the name, a positive match is triggered. 



|| ||© 2024 Bruker     For Research Use Only. Not for use in clinical diagnostic procedures.

▪ If available the chemical 

structrue will be shown

ASQ TASQ 2025

TASQ 2025: Library Compound Matcher
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ASQ TASQ 2025

TASQ 2025: Library Search Results Data Provider Available
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▪ List all spectra for library search

▪ Get a quick overview on which spectra are 

available

ASQ TASQ 2025

TASQ 2025: Library Search – List Viewer for Library Search Results
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User can define new sample sub types, e.g., for QC pooled QC

Editor available in administration preferences

Assign sample sub type in Batch Summary view, Batch Navigator, Batch Setup wizard

Additional column in results views

Batch statistics view discerns the sub type as well

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

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

statistics graph

ASQ TASQ 2025

TASQ 2025: Support Sample Sub Types
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User can define new sample sub types, e.g., for QC pooled QC

Editor is available in administration preferences

Assign sample sub type in Batch Summary view, Batch Navigator, Batch Setup wizard

Additional column in results views

Batch statistics view discerns the sub type as well

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

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

statistics graph

ASQ TASQ 2025

TASQ 2025: Support Sample Sub Types
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ASQ TASQ 2025

TASQ 2025: Create Sample Subtypes
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ASQ TASQ 2025

TASQ 2025: Assign Sample Sub Types in Batch Summary View
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▪ Changing sample sub type is available in „Update Sample Type“ wizard from context menu of Batch Navigator

ASQ TASQ 2025

TASQ 2025: Assign Sample Sub Type
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▪ LHS: show for all sample / sub sample types       RHS: show only QC sample type

ASQ TASQ 2025

TASQ 2025: Sample Sub Type in Batch Statistics Graph
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▪ Statistics is calculated 

for each sample / sub 

sample types

ASQ TASQ 2025

TASQ 2025: RealTimeQC – Support of Subsample Type
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▪ Additional grouping by Sample Sub Type

ASQ TASQ 2025

TASQ 2025: Sample Sub Type in Statistics Table
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▪ Use Analyte Tab for grouping

▪ E.g., Morphine metabolites for all metabolites

ASQ TASQ 2025

TASQ 2025: Analyte Tags in Statistics Table
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▪ Mobilograms view to present 

mobilograms of data set, batch 

results, determination or mobilograms 

of all findings in batch in tile view. It 

has the same behaviour as 

Chromatograms view

ASQ TASQ 2025

TASQ 2025: Multi Mobilogram Viewer
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▪ Show chromatograms of selected determination as 

a list

▪ Show additionally BPC, pressure and UV traces

▪ Zoom, Manual Integration, Select traces to be shown

ASQ TASQ 2025

TASQ 2025: Chromatogram List Viewer
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ASQ TASQ 2025

TASQ 2025: Chromatogram List Viewer – Show Chromatograms of 
Internal Standard
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▪ Setting flags and review state can be be done in all result views

▪ Analysis, Batch, and Global Results

▪ Additionally available now in

▪ Detailed Ion Results view

▪ Chromatograms view

▪ Mobilograms view

▪ List Chromatogram view

▪ List Library Search Spectra view

▪ Butterfly view

▪ No need to switch views to be able to set flags or review state

ASQ TASQ 2025

TASQ 2025: Faster Data Review
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▪ Show status of manual integration

▪ Show user flags

▪ Show review state

▪ Set these states directly in the graph views

ASQ TASQ 2025

TASQ 2025: Faster Data Review – Extended Graph Views
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▪ Sometimes the calibration algorithm in TASQ does not give the best possible results

▪ In that situation data can be calibrated with DataAnalysis and this calibration result can be used for 

processing in TASQ

▪ New option Calibration Source is available

▪ User can specify: Latest TASQ, Latest, Latest in DataAnalysis

▪ If a user performs a calibration in DataAnalysis and stores the results, this calibration state can be used in 

TASQ processing by choosing the option Latest in DataAnalysis, alternatively the calibration state of 

MetaboScape can be choosen by setting the option Latest if MetaboScape was the last program to create 

the calibration state

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

▪ DataAnalysis does not store the calibration for baf data sets in calibration.sqlite format

ASQ TASQ 2025

TASQ 2025: New Option for Calibration: use Other Sources
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▪ For processing of data the Bruker MS Data Processing service (NUPF) has to be connected on a station to the 

compass server. If it is not connected processing of data is not possible. This state was not clearly visible in 

the past.

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

▪ For each batch the assigned station will be checked

ASQ TASQ 2025

TASQ 2025: Indicator if NUPF is not connected
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▪ Drag & Drop of .tasqMethod files from explorer to Batch Summary view imports the TASQ method

▪ Improvements/ Fixes for generation of TASQ method from MetaboScape

▪ Fix for generation of prmPASEF.csv from TASQ method

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

▪ Contour detection in HeatMap view: Click on a peak in the heatmap RT / 1/K0 and the bounding box will be 

detected automatically. This shall be used in future for manual integration of peaks in the RT / 1/K0 

ASQ TASQ 2025

TASQ 2025: Miscellaneous
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▪ Contours are detected automatically in the 

selected rectangle

▪ The peak with the largest area will be selected 

and highlighted by green color

▪ The bounds of the contour can be enlarged or 

shrinked by [STRG] mouse wheel

ASQ TASQ 2025

TASQ 2025: Peak Detection in HeatMap
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▪ Lims export extended to store library search results on determination level (analysis / batch results view)

▪ Storing of concentrations to samples – performance improved

▪ Improvement in Add ion wizard: switch automatically the polarity of charge specified in wizard when user 

selects a PMI of other polarity, e.g., set charge to -1 if user selects [M-H]-

▪ Change order of ions in ions table of method editor by [ALT] Arrow Up|Down

▪ Copy and Save as Image added to all list viewers

▪ Selecting determinations and data sets in chromatogram / mobilogram view by  ↑↓ <> keys

ASQ TASQ 2025

TASQ 2025: Miscellaneous
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▪ Method editor view: interferences detection considers mobility information

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

▪ TQ data processing: matching of analyte names of TASQ method compounds and chromatogram names in 

analysis.qqq is case insensitive now.

▪ Bug fixes of nat tables

▪ Bug fixes context sensitive help

▪ Improved SmartFormula View

▪ Upper formula constrained considered correctly

▪ Setting spectrum type for ion parameter settings

▪ Improvements for Update Parameters wizard

▪ Statistics table send notification of analyte selection change

ASQ TASQ 2025

TASQ 2025: Miscellaneous
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▪ Activating Audit Trail and/or User Action Rights 

requires a valid Compass Regulatory Toolkit 

License during setup

▪ TASQ Client checks now whether the license is 

available or not in case that Audit Trail or User 

Action Rights is activated in the Compass 

Server.

▪ If no Compass Regulatory Toolkit is available 

TASQ client is not usable

▪ Batches can‘t be loaded

▪ Methods can‘t be loaded

▪ A hint is given in About TASQ dialog and in 

windows title bar

ASQ TASQ 2025

TASQ 2025: More Stringent Check for Compass Regulatory Toolkit 
License
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