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Figure S1: PC-DFA scores and loadings from a model of the full range FTIR spectra for all five tested strains
(red: S. capitis 20327, orange: S. capitis 49325, light blue: S. epidermidis 11047, dark blue: S. epidermidis
RP62A, black: M. luteus). The original PCA model contained 7 PCs and these accounted for 97.7% of the total
explained variance (TEV). 2A and B represent the scores for DF 1 vs. 2 and DF 1 vs. 3 respectively, where
circles of each colour represent the training set and squares the test set. 2C, D and E represent the loadings for

DF 1, 2 and 3 respectively.
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Figure S2: Results of PC-DFA modelling using O-PTIR spectra to compare S. epidermidis RP62A and 11047.
For scores (S2A), the box and whisker plots depict the interquartile range (edges of the box), the median
(middle line in the box) and the extremes of the range not counted as outliers (whiskers) for the training sets for
each strain, while orange squares represent the test set. Figure S2B shows the DF 1 loadings. The original PCA
contains 6 PCs and explains 97.0% TEV.
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Figure S3: PC-DFA scores and loadings from a model containing O-PTIR spectra for all five tested strains (red:
S. capitis 20327, orange: S. capitis 49325, light blue: S. epidermidis 11047, dark blue: S. epidermidis RP62A,
black: M. luteus). Original PCA model contained 7 PCs and explained 96.9% TEV. S3A & B represent the
scores for DF 1 vs. 3 and DF 1 vs. 4, where circles of each colour represent the training set and squares the test
set.



