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Multiple feature enhancements
SCiLS start-up procedure, QuPath plugin

Export Molecular 
Annotations to CSV

Export average 
spectra to MGF

Export box plots 
to CSV



|| ||

LIFE SCIENCES 
MASS SPECTROMETRY

Innovation with Integrity© 2025 Bruker                                                                                                                For Research Use Only. Not for use in clinical diagnostic procedures. September 22, 2025 3

Data export options

01



|| ||© 2025 Bruker     For Research Use Only. Not for use in clinical diagnostic procedures. September 22, 2025Innovation with Integrity 4

SCILS LAB 2026B – WHAT’S NEW?

Data export options
Export all results from Molecular Annotation on a Feature List

▪ MetaboScape®-powered Molecular Annotation in

SCiLS Lab is a powerful workflow to annotate

images with confidence.

▪ Use the Target List, Lipid Species, and Smart

Formula annotation tools to annotate features in

SCiLS Lab.

▪ Copy the list of annotations for a single feature

from the Annotations panel.

Show detailed feature 
information

Copy detailed feature 
information to clipboard
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SCILS LAB 2026B – WHAT’S NEW?

Data export options
Export all results from Molecular Annotation on a Feature List

▪ MetaboScape®-powered Molecular Annotation in

SCiLS Lab is a powerful workflow to annotate

images with confidence.

▪ Use the Target List, Lipid Species, and Smart

Formula annotation tools to annotate features in

SCiLS Lab.

▪ Copy the list of annotations for a single feature

from the Annotations panel.

▪ Now you can also Export a Feature list as

“Molecular Annotations CSV”, which generates a

CSV file containing all Molecular Annotation results

of the selected feature list.

▪ Save as type: Molecular Annotations CSV (*.csv)

Export Feature list
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SCILS LAB 2026B – WHAT’S NEW?

Data export options
Export all results from Molecular Annotation on a Feature List

The Molecular Annotation CSV contains 
every molecular annotation result for every 

feature in the Feature list

Features have a feature ID for easy sorting

Manually adjusted feature names shall be 
written to a new line in the CSV

Features without name or annotation 
details are also included in the Molecular 

Annotations CSV

The Molecular Annotations CSV from 
iprm-PASEF data sets only contains 

annotation results for Precursor features
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SCILS LAB 2026B – WHAT’S NEW?

Data export options
Export region average spectra to the Mascot Generic Format

▪ The Mascot Generic Format (MGF) is a common

data format to share MS and MS/MS spectra

between many third-party and open-source

software solutions.

▪ iprm-PASEF MS/MS spectrum export for specific

regions of interest, or for applications that are not

supported by MetaboScape®-powered Molecular

Annotation (e.g. bottom-up proteomics)

▪ NOTE: For non-iprm-PASEF data, only m/z feature

export to MGF is supported

https://www.matrixscience.com/help/data_file_help.html
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SCILS LAB 2026B – WHAT’S NEW?

Data export options
Export region average spectra to the Mascot Generic Format

iprm-PASEF MGF file

Precursors are sorted in ascending order 
and grouped by Isolation Window

Exported (fragment) feature intensities are 
either the region average or the maximum 

intensity over the exported region

Non-iprm-PASEF MGF file
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SCILS LAB 2026B – WHAT’S NEW?

Data export options
Export box plots to CSV

▪ The SCiLS Lab box plots provide insight into the

intensity distribution of features over specific

regions.

▪ To enhance the insight or to enable custom

visualizations, the box plots can now be exported

as CSV files containing:

▪ Box plot summary statistics

▪ Box plot intensities

▪ Functionality available for both Ion Image mode

and Region mode
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SCILS LAB 2026B – WHAT’S NEW?

Data export options
Export box plots to CSV

Box plot summary statistics (ion image mode) Box plot intensities (ion image mode)
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T-ReX feature 
finding
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SCILS LAB 2026B – WHAT’S NEW?

T-ReX
®

 feature finding
Improved performance and result quality

▪ The T-ReX2 and T-ReX3 algorithms have been

further enhanced. As such, T-ReX:

▪ Has an improved method for the aggregation of

single-pixel centroids, which results in more

accurate m/z values for the features

(especially for T-ReX3).

Blue features generated using SCiLS Lab 2026b
Red features generated using SCiLS Lab 2026a

SCiLS Lab 2026b

SCiLS Lab 2026a
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SCILS LAB 2026B – WHAT’S NEW?

T-ReX
®

 feature finding
Improved performance and result quality

▪ The T-ReX2 and T-ReX3 algorithms have been

further enhanced. As such, T-ReX:

▪ Has an improved method for the aggregation of

single-pixel centroids, which results in more

accurate m/z values for the features

(especially for T-ReX3).

▪ Generates improved isotope patterns, resulting

in better (i.e. lower) mSigma scores when

performing MetaboScape®-powered Molecular

Annotation.

▪ Performs better when SCiLS Lab files and/or

source data are stored on network locations.

Blue features generated using SCiLS Lab 2026b
Red features generated using SCiLS Lab 2026a
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SCILS LAB 2026B – WHAT’S NEW?

T-ReX
®

 feature finding
Improved performance and result quality

▪ Disclaimers:

▪ T-ReX feature finding results obtained using a

previous version of SCiLS Lab and opened in

SCiLS Lab 2026b will not be affected by these

changes.

▪ To benefit from these change, T-ReX feature

finding needs to be repeated in SCiLS Lab 2026b

or later.

▪ T-ReX feature finding results obtained with SCiLS

Lab 2026b may be different from the results a

previous version of SCiLS Lab would produce

using the same data and T-ReX parameters.

Blue features generated using SCiLS Lab 2026b
Red features generated using SCiLS Lab 2026a
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Multiple feature 
enhancements
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SCILS LAB 2026B – WHAT’S NEW?

Multiple feature enhancements
Immediate „sign of life“ during SCiLS Lab start-up procedure

▪ It can take some time to start up SCiLS Lab. This

mostly depends on the configuration of the license

server.

▪ There used to be no indication that SCiLS Lab was

started, and all processes took place in the

background.

▪ Now, immediately after starting an instance of

SCiLS Lab, a start-up screen appears, indicating the

software has started and is connecting to the

license server.

▪ Once connected to the license sever, the license

dialog, the regular start-up screen, or the SCiLS Lab

main user interface appear (depending on the start

up method).
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SCILS LAB 2026B – WHAT’S NEW?

Multiple feature enhancements
QuPathToScilsExport plugin update

QuPath
qupath.github.io▪ A new version of QuPath (v0.6.0) was released on

June 27th, 2025.

▪ The SCiLS Lab 2026b installation contains an

updated QuPathToSCiLS plugin (v1.5) which is

compatible with the new QuPath v0.6.0.

▪ C:\Program Files\SCiLS\SCiLS Lab\QuPathPlugin
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Deprecated SCiLS 
Lab features
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SCILS LAB 2026B – WHAT’S NEW?

Deprecated SCiLS Lab features
MetaboScape 2026 no longer supports MALDI Imaging data

▪ From MetaboScape® 2026 onwards, the software is

no longer able to load and process MALDI Imaging

data.

▪ In order to obtain Molecular Annotations from

MetaboScape, the MetaboScape-powered Molecular

Annotation workflow in SCiLS Lab is still available.

▪ Details on how to use this workflow are described in the

SCiLS Lab User Guide (section 3.1.6).
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