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Raw data file
The raw data are organized in a MATLARB file (molecules-1080756_raw_data.mat) as follows:

e  beer_NMR_aligned_spectra (100 x 29936, dataset object) — the aligned spectra;

e Dbeer_ NMR_features (100 x 63, dataset object) — the 63 features extracted using the MCR procedure detailed in
Section 2.2.2;

e ABV (100 x 1, double) — a numerical vector containing the alcohol-by-volume % values corresponding to each
sample.

i

The two datasets share the same sample order, sample label sets (“coded name”, “product name”), class information

(“top-bottom”, “ale-lager”, “brewery”, “beer style”). The class information about the beer style corresponds to the
groups represented in Figures 3 and S2.

The features dataset also contains two more sets of class information related to the variables (i.e., the extracted features):
e  chemical class is organized according to the main chemical function of the identified compound;
e  general resonance zone is defined according to the NMR spectral window partition into three zones—
aliphatics, carbohydrates, aromatics —as detailed in Section 2.2.2 and in [13,53].

The dataset object is freely available and can be downloaded from:

https://www.mathworks.com/matlabcentral/fileexchange/39336-dataset-object

Table S1. List of resolved intervals and related selected components. Numbers in the “Selected components” column should be

read as “first component”, “second component” and so on, as they are referred to the actual MCR-resolved components which
were identified as meaningful chemical signals in each individual model.

Model
Interval Interval Interval complexity Selected
number  start (ppm) end (ppm) (number of components
components)
1 10.16 10.24 2 1
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Figure S1. This Figure is complementary to Figure 2: expansions of the spectral zones containing the identified signals (as reported

in Table 2) are depicted to make it clearer where those signals are and how they look. To do so, the average spectrum of the ales of

the dataset was plotted and it is represented in its entirety in the top part of the Figure.
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Figure S2. Co-clustering [67] results. The model was fitted with six co-clusters on the autoscaled features dataset. For each cluster, a
set of samples and a set of relevant variables are defined. The assignment to a cluster is not exclusive, i.e., any sample or variable
may appear in multiple clusters. Text size is related to the influence of each sample and variable on their cluster.

Figure 2S: Brief Discussion of the Results

Cluster 1: seems to correspond to the samples in Figure 1c at positive PC1 scores and negative PC2 scores, in a
direction strongly determined by amino acids and some carbohydrates.

Cluster 2: corresponds to beers with generally high alcohol content, therefore, many of these samples can be found
in Figure 3c at positive PC1 and PC2 scores (the area to which the ABV arrow is pointing to). It is interesting to notice
that a large number of compounds are found relevant and, above all, metabolites such as alcohols (ethanol, isobutanol,
isopentanol and propanol), carbohydrates (maltose, glucose and “dextrines”, i.e., oligosaccharides) and trigonelline
appear to be the most influential, probably as a result of the inclusion of the three IIPA beers in the cluster.

Cluster 6: corresponds to the trend highlighted in Figure 3f, where the lager (pale) class is found at positive PC3
scores.



