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Fig S1. Outlier removal using Hoteling T2 . The spectra with the T2 Hotteling values exceeding
reduced statistical threshold (--) considered outliers (Grey area top right)
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Table S1A. Confusion matrix of the external validation at the spectral level

Predicted Class

Actual Class

HC RD SJ
HC 74 4 19
RD 5 70 1
SJ 20 7 65

Table S1B. Classification predictions for individual spectra collected for each of the nine
samples used for external validation.

Predicted class
True class

HC RD SjD
HC-1 32 3 1
HC-2 20 1 11
HC-3 22 1 8
RD-1 4 21 2
RD-2 0 19 4
RD-3 0 30 1
SjD-1 6 1 11
SjD-2 0 0 37
SjD-3 13 0 17




