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Figure S1. Representative 1D H NMR spectra for simulated data set. Representative
simulated spectra for group 1 (left) and group 2 (right) at different group separations wl, w4, w7,
and w9 respectively, as shown in Table 2.
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Figure S2. Representative 1D *H NMR spectra for experimental data set. Representative
experimental spectra for group 1 (left) and group 2 (right) at different group separations w1, w4,
w7, and w9 respectively, as shown in Table 2.
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Figure S3. ROC curves from OPLS or PLS models. A set of ROC curves are plotted using
simulated (left) and experimental (right) datasets for scenario 3. Each plot presents nine different
ROC curves corresponding to group separations wl to w9 as shown in Table 2. As group
separation increases from w1l to w9, the ROC curve color changes from darker blue to lighter blue.
Black diagonal line represents classification based on random guessing.
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Figure S4. ROC curves from SVM, RF or PC-LDA models. A set of ROC curves are plotted
using simulated (left) and experimental (right) datasets for scenario 3. Each plot presents nine
different ROC curves corresponding to group separations w1l to w9 as shown in Table 2. As group
separation increases from w1l to w9, the ROC curve color changes from darker blue to lighter blue.
Black diagonal line represents classification based on random guessing.



