Crossvalidation
- a chemometric dinosaur going extinct
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There has been many theories as to WHY .. .. |







There are many attitudes/opinions to creabdation!




There are many attitudes/opinions to creabdation!

-some are based of htoruggd
- some are emotional (more passionate than argue

- and some are Baged on refle¥iqn / science /insi




Chemometrics

Aa data analysisapproach -methods & philosophy

Achemometrics origin: analytical & physical chemistry

Af ocus on inter pheadmendg i ns ddetadldy o g
A- by finding and utilizing latent data structures

Abased on covariance modelgrojections

CHEMOMETRICS: Revealinghidden data structures

1) Multivariate Data Analysis
i) Experimental Design (DOE)
il) Data Quality (a.o. Theory of Sampling, TOS)



Multivariate Data Analysis (MVDA)

It is not possibleto reap the full advantage of the powerful multivariate
approach if the issues regarding data quality ("representativity") have not
been properly considered &

Thedata quality chain starts witlprimary samplindin the field, in the plant,
In the laboratory (sometimes easy, sometimes difficult, sometimes unknown).
It critically important that all:

1) sub-sampling
i) massreduction
i) sample preparation

- must all also be fullyepresentative

ANALYSIS A i d a t-a









Geology/geochemistry is just about as extreme as it getsfure, field)

At the other end of the spectrum: multivariate calibration e.g. in the
analytical laboratory - - - - - - - - Ah, the complacent life in splendid
Isolation from the world inside the four cosy walls of the laboratory !!
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