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01 MetaboScape molecular annotation:
New integrated annotation workflow

02 Multiomics imaging:
Improved fusion of multiomics imaging data into one dataset

03 Improved timsTOF fleX TIMS data import:
Higher accuracy for low intensity features

04 Calibration information stored with timsTOF fleX data:
More transparent and reliable compatibility with re-calibration workflows
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SCILS LAB 2024A –  WHAT‘S  NEW?

Integrated MetaboScape molecular annotation workflow
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1. Launch molecular annotation tool from 
SCiLS Lab feature table

2. Specify annotation method and ion 
assignment parameters

3. Metaboscape background engine 
creates molecular annotations

4. Use MetaboScape AQ scores to rank 
features in SCiLS Lab feature table

5. Compare multiple candidate assignments 
in SCiLS Lab annotation detail view
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▪ Requirements:

▪ MetaboScape 2023b or later

▪ Separate MetaboScape REST API license item

▪ MetaboScape API server addressable from SCiLS Lab workstation

▪ May be a local server on same workstation

▪ Setup:

▪ Configure MetaboScape annotation methods

▪ Only target list annotation tool currently supported

▪ Create API key for MetaboScape user

▪ Configure MetaboScape server access 

in SCiLS Lab Settings
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Molecular annotation – MetaboScape requirements and setup

August 17, 2023 4



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

Same tissue
Different acqusition

PE (790.54 m/z)

NeuN

Myelin

Multiomics 
data fusion

Proteins

Glycans

Lipids

… any-omics

▪ Use SCiLS Ion Image Mapper for multiomics data fusion

▪ Ion images from multiple acquisitions from the same

tissue sample are combined into one dataset

▪ SCiLS Ion Image Mapper installed as separate 

software tool

▪ See Quickstart documentation from Help menu
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Multiomics imaging workflow
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▪ Ion images transferred from source dataset now

represented as external features in destination dataset

▪ No m/z value, identified by name

▪ Independent of normalization

▪ Supported by most data plots and 

computational tools
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Multiomics imaging workflow
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▪ New version of TDF library for timsTOF fleX data import integrated

▪ More accurate representation of spectral features in TIMS mode data, 

in particular for low intensity features

▪ Note:

▪ It is not recommended to combine TIMS mode data imported with 

the new TDF library with TIMS data that has been imported with an 

earlier version of SCiLS Lab. 

▪ If you need to combine multiple timsTOF fleX TIMS datasets, please 

consider re-importing the data using the latest SCiLS Lab version.
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Improved timsTOF fleX TIMS data import
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Calibration information stored with timsTOF fleX data
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▪ timsTOF fleX data format (TDF/TSF) supports flexible mass recalibration workflows

▪ Example: Online calibration during acquisition, followed by subsequent recalibration using a reference mass 

list in DataAnalysis

▪ SCiLS Lab maintains a reference to the calibration that 

was active during data import

▪ This ensures that all SCiLS Lab analysis results are consistent with the originally imported data

▪ Particularly relevant for operations on TIMS mode data that require access to the original raw data:

▪ CCS-enabled T-ReX³ feature finding

▪ Extraction of CCS images

▪ In rare cases, it may be necessary to restore the original calibration state

▪ Can be recovered from the data stored with the SCiLS Lab file

285 [15.08.2023 [...] [TimsDataSource] [info]: 

Recalibration status for dataset D:\Data\Temp\demo_data.d

286 [15.08.2023 [...] [TimsDataSource] [info]: 

Saved recalibration id 4753d250-d25a-4411-9d07-df769d50293b
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Open changelog in SCiLS Lab:

▪ Help > What‘s New, or

▪ Ctrl + B

SCILS LAB 2024A –  WHAT‘S  NEW?

SCiLS Lab 2024a Changelog
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