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Fig. 1. Broadband CARS setup at the IPHT in Jena.
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Fig. 2. Broadband CARS setup at the POLIMI in Milano.



a) PCA Loadings plot - Retrieved Raman data (IPHT) b) PCA-LDA model efficiency (IPHT)
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Fig. 3. a) PCA loadings obtained from the preprocessed Raman spectra retrieved from IPHT BACRS spectra. b) Variation of balanced accuracy with the number
of PCs used as input to construct the LDA classifier. The black circle on the curve represents the optimal number of components used to create the final LDA
classifier. Interestingly, this optimal number is 12 PCs for both CV methods. However, the resulting accuracy differs; it is 100% for the 10-fold CV and 92.7% for
the batch-out CV.




a) PCA Loadings plot - Spontaneous Raman data b) PCA-LDA model efficiency (Spontaneous Raman data)
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Fig. 4. a) PCA loadings plot obtained from the Spontaneous Raman data. b) Variation of balanced accuracy with the number of PCs given as the input to construct
the LDA classifier. The black circle on the curve represents the optimal number of components used to create the final LDA classifier. It is noticed that the optimal

number of PCs is the same for both CV methods, and the corresponding accuracy is 100%.




