Supporting Information
For the evaluation of potential effects of an unbalanced distribution of our population sizes (39 NGT and 12 IGT) on the clustering in the PLS-DA score plot (Fig. 2) we randomly separated the control group, i.e. the NGT group, into three subgroups. The size of each subgroup was in balance with the IGT group. Then, we used the first control subgroup as well as the IGT group to construct two component PLS-DA models (Fig. S-1A), the second control subgroup vs IGT to generate the PLS-DA score plot shown in Fig. S-1B, and so on. For plasma see Fig. S1 A-C, and for urine Fig. S2A, S2B, S2C. In the six new score plots, NGT and IGT individuals are clearly divided in two distinct clusters. For plasma, the calculated goodness of fit (R²Y) was 0.995, 0.986 and 0.995, and the goodness of prediction (Q²Y) was 0.948, 0.915 and 0.939, respectively. For urine, the calculated goodness of fit (R²Y) was 0.998, 0.996 and 0.993, and the goodness of prediction (Q²Y) was 0.729, 0.715 and 0.590, respectively. These results show that our PLS-DA models of plasma and urine are reliable and the observed clustering is not due to chance. These values are comparable to the data achieved in the two-component PLS-DA models constructed from plasma and urine metabolite pattern data of 39 NGT and 12 IGT individuals (Fig. 2 A and B).
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Fig. S1 Comparison of partial least squares-discriminant analysis (PLS-DA) with orthogonal signal correction (OSC) data filter models of plasma constructed with IGT (n=12) and randomly selected groups of NGT (n=13 each). 
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Fig. S2 A-C) Comparison of partial least squares-discriminant analysis (PLS-DA) with orthogonal signal correction (OSC) data filter models of plasma constructed with IGT (n=12) and randomly selected groups of NGT (n=13, each). 
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