For unitary “theory”
of Chemometrics

ow, at the beginning of this new millenium, “Chemometrics” is

widely known among Scientists. But when a Chemist or a so-ca

led Chemometricianis required to give a short definition of this
new specialty, the answer is far from to be spontaneous! From a rou
table enquiry, it was shown that most answers are biased according to
two main application fields of involved people: (i) Experimental Design
(ED) or (ii) Data Processing (DP). Only seldom definitions focussed 0-
a unitary view of chemometrics, such ‘e science of processing the
chemical information!’ Chemometrics at the early beginning, about three
decades ago, was supported mainly by development in DP, more partig
larly with factor analysis. Whereas diffusion of Chemometrics inside th
scientific community, in the last decade, was largely supported by indu
trial applications based on ED for process optimization.

In fact the fuzzy frontier between ED and DP lies on the role devote n '
to the chemical compound itself. In ED the compound is no more th
an object, an element of a puzzéeg in formulation for new inorganic
materials or in process optimization. Whereas, in DP, the compound is the object of preciseestudiesis a complex
3D structure when analyzing subtle ligand/receptor interactions in Bioinformatics.

Presently, in this early stage of this millenium, we really feel that the gap between ED and DP would disappear. In f
we are facing a paradoxical situation! With more and more in depth studies in ED and EP procedure refinements, the c
plexity in both areas is increasing and simultaneously unitary approach to Chemometrics is developing! The gap betw
ED and DP is essentially sensitive when the stress is put on the involved application fields. But when the attention
focussing on the methodology, the unitary view of chemometrics increases drastically. The unity of concepts is suppor
by the following points: (i) model robustness (ii) model visualization to suggest the best optimization, (iii) more powerfu
mathematical procedures.

It is precisely the interest of the sympositi@himiométrie 99”, which was held in Paris, on December 2-3, 1999, to
encourage scientific and human communication around different facets of a same discipline and promote a unitary view
Chemometrics. This thematic issue of Analusis — European Journal of Analytical Chemistry, entitled “Chemometrics 200(
with some selected contributions issued from the above symposium, gives simultaneously an overview of the large di
sity and strong unity of Chemometrics, insofar the stress is put on concepts and procedures rather than on the applici
fields. So, all the authors of this special issue of Analusis, the contributors of the above symposium and more particule
the Société de Chimie Industrielle, the Société Francaise de Chimie, the Publisher EDP Sciences/Wiley-VCH and the Ec
in Chief of the Journal, have to be acknowledged for their valuable contribution in encouraging this “Unitary ‘Theory’ o
Chemometrics”!
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