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DOI: 10.1126/science.aay3166 (adapted)
DOI: 10.1186/s12302-020-00314-9

Our (community) challenge: Identifying compounds

https://massbank.eu/MassBank



MassBank – library coverage

https://massbank.eu/MassBank/RecordIndex
Accessed 29 May 2020



MassBank - search

https://massbank.eu/MassBank/Search

DOI: 10.1002/jms.1777
DOI: 10.1016/1044-0305(94)87009-8
DOI: 10.1038/nbt.3689

Similarity search:

Integration in tools such as MetFrag, MASST, MZmine,
NIST MS Search possible by download from MoNA



Reliability of library searches

DOI: 10.1186/s12302-020-00314-9



Smart strategy to grow community libraries

DOI: 10.1186/s12302-020-00314-9

 Community MS libraries cannot grow as 

fast as commercial databases

 Smart collections of suspect lists (priority

compounds) could help to focus on relevant 

compounds for different communities

 Shared MS acquisition will help to populate 

community MS libraries with relevant 

content more quickly

https://www.norman-network.com/nds/susdat/



MassBank – data community

https://github.com/MassBank/MassBank-data

User upload to GitHub

Share with friends

Automated
validation and
curation with
Travis CI

https://www.travis-ci.org

Automated
deployment in 
MassBank

MassBank
records



MassBank – going FAIR

https://massbak.eu/MassBank

https://bioschemas.org
https://www.assembleplus.eu
https://elixir-europe.org/about-us/who-we-are/nodes/germany
https://www.wikidata.org/wiki/Wikidata:Property_proposal/MassBank_Accession_ID

Full machine readable representation of each record and open access integration



MassBank – compound database integration

https://massbank.eu/MassBank

https://pubchem.ncbi.nlm.nih.gov/source/23999
https://comptox.epa.gov/dashboard/chemical_lists/MASSBANKREF



MassBank – Take home messages

 Open data mass spectral libraries are a great benefit for science

 Creating open data libraries is a big community effort, but they are growing

 Sharing smartly collated suspect lists will help to populate community mass 

spectral libraries with relevant content for users (in progress)

 Open data and strict implementation of FAIR principles guarantees full

interopteratibiliy with external mass spectral libraries, compound databases

and tools (in progress)

https://massbank.eu/MassBank
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