Electronic Supplementary Material (ESI) for Food & Function.
This journal is © The Royal Society of Chemistry 2015

Supplementary Information to:

Metabolic fingerprint after acute and under sustained consumption of
a functional beverage based on grape skin extract in healthy human

subjects

Authors: Olha Khymenets!, Cristina Andres-Lacueva'-?*, Mireia Urpi-Sarda'-?, Rosa
Vazquez-Fresno'-2, Mercé Mercader Mart?, Guillermo Reglero 24, Mireia Torres?,
Rafael Llorach!->*

I - Biomarkers and Nutrimetabolomic Lab., Department of Nutrition and Food Science,
XaRTA, INSA, Campus Torribera, Pharmacy School, University of Barcelona,
Barcelona, Spain.

2- INGENIO-CONSOLIDER Programme, Fun-C-Food CSD2007-063, Ministry of
Science and Innovation, Barcelona, Spain.

3- Miguel Torres, Vilafranca del Penedes, Barcelona, Spain

4~ Instituto de Investigacion en Ciencias de la Alimentacion CIAL (CSIC-UAM),
Universidad Autonoma de Madrid, Madrid, Spain

*Corresponding authors:

Rafael Llorach Tel.: +34 934033798; fax: +34 934035931. E-mail address:

rafallorach@ub.edu

Cristina Andres-Lacueva Tel.: +34 934034840; fax: +34 934035931. E-mail address:

candres@ub.edu



mailto:rafallorach@ub.edu
mailto:candres@ub.edu

A
20 A B
15 20 - L
] s " n - f""}
5 o e 3 VO 20, (o /A
a0 = L/ m ( o & a /‘
5] ' Qcs ‘100 ., ':;‘: ; "'vl )
-10 1 Qac1 -20 P Yo
-15 " .
-20 i .
-25 : . - : : : : -40 ~
25 -20 -15 -10 5 0 5 10 15 20 -40 -30 -20 -10 0 10 20 30
t[1] t[1]

Figure 1S (Supplementary Information): (A) PCA scores plot of samples belonging to
quality controls: QC1, QC2 and QC3; (B) PCA scores plot of urine samples belonging to the
acute and sustained interventions and to the QC4. Coloured symbols indicate the 3 injected
batches: blue squares (batch 1), red circles (batch 2) and green triangles (batch 3), whereas
black symbols surrounded by dashed lines in circles are re-injected within the same batch

samples (QC4).
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Figure 2S (Supplementary Information): Scores plots deriving from PLS-DA model built
using metabolome data from: (A) urine samples collected before (blue circles correspond to
washout), after acute (red and green circles correspond to functional (FB) and control (CB)
beverage consumption, respectively) and under sustained (yellow and violet circles correspond
to functional and control beverage consumption, respectively); and (B) 24-hour urine samples
collected before (blue circles correspond to washout) and under sustained (yellow and green
circles correspond to functional (FB) and control (CB) beverage consumption, respectively)
intervention with tested drinks. N — number of components in PLS-DA modelling; R°X.., and
R?Y.um are the cumulative modelled variations in the X and Y matrix, respectively; Q%.m — the
cumulative predicted variation in the Y matrix; R and Q intercepts are obtained from 200

permutation tests of both PLS-DA models.
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Figure 3S (Supplementary Information): Extracted ion chromatogram and mass spectrum of
the standard from QC 2 and identified in urine 4-hydroxyhippuric acid. Assignations for

generated in-source fragments of 4-hydroxyhippuric acid are present within Table 1.



