
 



S5 Fig.: Metabolite patterns for the prediction of menopausal status in women. Top 

25 metabolites important for the correct prediction of menopause of the female KarMeN 

study participants in all algorithms applied on plasma (A) and 24 h urine (B) metabolite 

profiles. Positive and negative weights favor pre- and postmenopausal status, respectively. 

Patterns are shown for linear SVM (blue bars) and glmnet (red bars) only, since PLS only 

yields positive values.Metabolites are sorted according to “mean rank” of all three 

algorithms. Analytical methods from which metabolites stem are denoted in parentheses, 

with CB clinical biochemistry; GC GC-MS; GC×GC GC×GC-MS; LC LC-MS; NMR nuclear 

magnetic resonance. 

* Tentatively identified using the NIST2011 library solely based on mass spectral similarity. 

** Identified using the FIEHN library based on mass spectral similarity and retention index. 

*** Signal possibly includes other metabolites. 

Abbreviations: U unknown; ism isomer; 2-O-MA 2-O-methylascorbate; VMA 

vanillylmandelic acid  


