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3.2. Chemometric analysis of chromatographic data

With the aim of predicting the percentage of milk of
different species included in a mixture, several different
chemometric approaches were evaluated (PLS-1, PLS-
2, PCR and MLR). It is very difficult to generalise the
superiority of one method over another, because the rel-
ative performance of the methods often dependents on
the particular data set analysed. Multivariate calibration
methods require a suitable experimental design to define
the calibration set, in order to keep a lowest number of
samples and to arrange theses homogeneously in the
experimental design (Ragno et al., 2004). In this sense,
a simplex-centroid design was used to optimise the cali-
bration set.
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