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Supplementary Figure S1 — Mean Square Prediction Error (MSPE) plot for the
determination of SPLS parameters. Minimal MSPE was obtained for n = 0.69 and k = 2.
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Supplementary Figure S2 — Separated LFQ normalization was applied to raw data
since global LFQ normalization elicited a quantification bias. Volcano plot visualization
after: A, no normalization, B, separated LFQ normalization, C, global LFQ normalization.

Proteins from the MPDS Mix 1 standard mixture were highlighted in red filled squares.
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Supplementary Figure S3 — Discarded samples based on chromatogram
discrepancy and poor correlation with other samples’ protein profiles. a. TIC comparison.
Reference TIC (black), TIC of discarded samples (red, green and blue). b. Heat-map
representation of 30 control and 15 CF sweat protein profiles. Hierarchical clustering of

Pearson’s correlation coefficients generated using average Euclidian distance matrix.
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Supplementary Figure S4 — Plot of the estimated coefficients of the first four sweat

proteins selected as important variables for all responses, following SPLS regression.
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Supplementary Figure S5 — Sweat CF biomarker profiles discriminated patients
with CF from control subjects, in correlation with CFTR genotype. A. Heat-map
representation of control versus CF sweat CF biomarker profiles. Control samples (blue
color bar), CF samples (pink color bar). B. Heat-map representation of CF sweat CF
biomarker profiles. Hierarchical clustering of Pearson’s correlation coefficients using
average Euclidian distance matrix. PERMANOVA test for significance of correlation

between clustering & clinical data distribution (number of permutations=999).



