
Useful Links for Non-target Mass Spectrometry 
Compound Databases 

• ChemSpider 

• PubChem 

• Scifinder (login required) 

Databases for MS/MS 

• MassBank JP (cite Horai et al. 2010) 

• MassBank EU 

• Uchem MassBank (Eawag internal only!) 

• METLIN (cite Smith et al. 2005)  

• MetiTree (cite Rojas-Cherto et al. 2012) 

• mzCloud 

• NIST MS/MS (information only) 

The MS and MS/MS Toolbox 

• AMDIS (GC-MS) 

• enviMass 

• enviPat (molecular formula simulation) 

• Formulator (Thermo Scientific) 

• MetFrag (cite Wolf et al. 2010) 

• MetFusion (MetFrag + MassBank) 

• MZmine 

• Proteowizard (file conversion with MS Convert) 

• RMassBank 

• R package "non-target" 

• SIRIUS (cite Rasche et al. 2011) 

• XCMS, XCMS Online and XCMS forum  

MOLGEN (Structure Generation) 

• MOLGEN 3.5 (structure generation, cite Benecke et al. 1997) 

• MOLGEN 5.0 (newer version, structure generation) 

• MOLGEN-MS (GC-MS interpretation and structure generation, cite Kerber et al. 2001, 
method extensions in Schymanski et al. 2008, 2012) 

• MOLGEN-MS/MS (formula calculation with MS and MS/MS data, cite Meringer et al. 2011) 

More Sources of Information 

• Website of Tobias Kind: browse the menu for more links 

• Metabolomics-Forum 
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http://www.chemspider.com/
http://pubchem.ncbi.nlm.nih.gov/search/search.cgi
https://scifinder.cas.org/
http://www.massbank.jp/
http://dx.doi.org/10.1002/jms.1777
http://www.massbank.eu/
http://www.eawag.ch/about/personen/homepages/schymaem/http:/uchem-massbank/MassBank/
http://metlin.scripps.edu/
http://masspec.scripps.edu/publications/public_pdf/107_art.pdf
http://www.metitree.nl/
http://bioinformatics.oxfordjournals.org/content/early/2012/07/31/bioinformatics.bts486
https://www.mzcloud.org/DataViewer.aspx%23/Standard
http://chemdata.nist.gov/mass-spc/msms-search/
http://chemdata.nist.gov/mass-spc/amdis/
http://www.eawag.ch/forschung/uchem/software/enviMass1_2
http://www.envipat.eawag.ch/index.php
http://sjsupport.thermofinnigan.com/public/detail.asp?id=450
http://msbi.ipb-halle.de/MetFrag/
http://www.biomedcentral.com/1471-2105/11/148
http://msbi.ipb-halle.de/MetFusion/
http://mzmine.sourceforge.net/
http://proteowizard.sourceforge.net/downloads.shtml
http://www.eawag.ch/about/personen/homepages/schymaem/rmassbank
http://www.eawag.ch/forschung/uchem/software/R_package_start
http://bio.informatik.uni-jena.de/sirius2/download/
http://dx.doi.org/10.1021/ac101825k
http://www.bioconductor.org/packages/2.10/bioc/html/xcms.html
https://xcmsonline.scripps.edu/
http://metabolomics-forum.com/viewforum.php?f=1&sid=69bd67dd2287df93fc696180b86f02e4
http://molgen.de/?src=documents/molgen3.html
http://www.springerlink.com/content/r3h21tcgm2eh6g0k/
http://molgen.de/?src=documents/molgenonline
http://molgen.de/?src=documents/molgenms.html
http://molgen.de/documents/publications/CASEviaMS.pdf
http://dx.doi.org/10.1016/j.aca.2008.03.060
http://dx.doi.org/10.1021/ac203471y
http://molgen.de/?src=documents/download
http://molgen.de/documents/publications/MolFormMsMsMATCH.pdf
http://fiehnlab.ucdavis.edu/staff/kind/ChemoInformatics/
http://metabolomics-forum.com/

