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The original version of this article unfortunately contained

a mistake. In electronic supplementary material the infor-

mation about ‘‘Raw data file’’ was missing. This is now

corrected through this erratum.

Raw data files: Raw spectral data and mzXML files are

available at MetaboLights: http://www.ebi.ac.uk/metabo

lights/MTBLS307.

Electronic supplementary material The online version of this
article (doi:10.1007/s11306-016-1078-6) contains supplementary
material, which is available to authorized users.

The online version of the original article can be found under

doi: 10.1007/s11306-016-1064-z.
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