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your compound IDs?
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„MetaboScape AQ scoring provides rapid and intuitive visual feedback related to metabolite  
identifications that we highly trust. The AQ concept has been recently complemented with collisional 
cross section values. This allows us to incorporate very reproducible CCS value measurements 
from the timsTOF Pro as additional and orthogonal parameters into our metabolite identification 
workflow. Metabolite identifications based upon multiple orthogonal data is well aligned with the 
recommended reporting standards from the Metabolomics community and AQ graphic simplifies 
the reporting of the annotation confidence level e.g. for publications.”

The ultimate goal in metabolomics or phenomics workflows is to quickly pinpoint and confidently  

identify regulated metabolites (“biomarkers”), usually in large cohorts of complex samples.

Bruker´s MetaboScape enables an intuitive graphical feedback of the achieved “Annotation Quality”. This scoring  
now includes the collisional cross section (CCS) values to boost confidence in compound identification enabled 
by 4D LC-TIMS-MS/MS analyses.

Challenge 
Are you sure about your compound annotations? And how long did it take you to get to that level of confidence?

Solution 
MetaboScape offers a sophisticated but intuitive rating system to give a direct feedback on the quality of  
compound annotations. All relevant parameters like e.g. the mass accuracy or the matching of isotopic patterns 
are provided as a visual output using the Annotation Quality Scoring icon.

Confidence at a glimpse!
The Annotation Quality Scoring gives direct feedback on the quality of your identification results – at a glimpse! 
Forget about tediously browsing through complex tables with cryptic types of scoring. And start trusting in the 
identifications done automatically in MetaboScape!
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Annotation quality (AQ) symbol
For the quick and reliable de-replication of compounds in 4D 
metabolomics workflows, several approaches can be used. 
E.g. the matching of CCS values or the similarity of MS/MS 
spectra to spectral libraries. In MetaboScape, each anno-
tated bucket (compound) will be labelled with a so-called 
AQ icon. It gives a visual and therefore very direct feedback 
on up to five quality parameters:

A Precursor mass accuracy
B Retention time fit
C Isotopic pattern quality
D MS/MS spectra matching
E CCS values

The quality achieved for each parameter is visualized 

by colored bars:

• Two green bars represent an excellent matching
•  A moderate match is displayed by one grey bar  

(exemplified above for B)
•  A blank column shows that either the value is not  

available or it didn’t match

The underlying rating criteria are defined by the user. As 
a basis for the identification, personal Analyte Lists with a 
minimal input of a name and a respective formula can be 
used. All further input like retention times, MS/MS spectra 
or CCS values are optional and each can provide additional 
confidence in compound assignment.

Furthermore, there are several MS/MS spectral libraries  
supported in MetaboScape, either free of charge or  
commercially available: e.g. the MassBank of North  
America (MoNA), the LipidBlast library, the Bruker HMDB  
Metabolite Library.

After annotating features with an Analyte List or a MS/MS 
library, the bucket table shows the annotation together with 
the achieved quality.
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For Research Use Only. Not for Use in Clinical Diagnostic Procedures.

DetailsAQ SymbolAnnotation

Now featuring CCS 
values in the Bruker 
Sumner Plant library

You are looking for further Information? 
Check out the Link or scan the QR Code.
 
www.bruker.com/metabolomics
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