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INTRODUCTION

High dimensional data are becoming more and more 
common in data analysis. This is especially true in 
fields that are related to spectrometric data, such as 
chemometrics. Due to development of more accurate 
spectrometers one can obtain spectra of thousands of 
data points. Such a high dimensional data are problem-
atic in machine learning due to increased computational 
time and the curse of dimensionality (Haykin, 1999; 
Verleysen & François, 2005; Bengio, Delalleau, & Le 
Roux, 2006). 

It is therefore advisable to reduce the dimensionality 
of the data. In the case of chemometrics, the spectra are 
usually rather smooth and low on noise, so function fit-
ting is a convenient tool for dimensionality reduction. 
The fitting is obtained by fixing a set of basis functions 
and computing the fitting weights according to the least 
squares error criterion.

This article describes a unsupervised method for 
finding a good function basis that is specifically built 
to suit the data set at hand. The basis consists of a set 
of Gaussian functions that are optimized for an accurate 
fitting. The obtained weights are further scaled using a 
Delta Test (DT) to improve the prediction performance. 
Least Squares Support Vector Machine (LS-SVM) 
model is used for estimation.

BACKGROUND

The approach where multivariate data are treated as 
functions instead of traditional discrete vectors is 
called Functional Data Analysis (FDA) (Ramsay & 
Silverman, 1997). A crucial part of FDA is the choice 
of basis functions which allows the functional repre-
sentation. Commonly used bases are B-splines (Alsberg 
& Kvalheim, 1993), Fourier series or wavelets (Shao, 

Leung, & Chau, 2003). However, it is appealing to build 
a problem-specific basis that employs the statistical 
properties of the data at hand.

In literature, there are examples of finding the op-
timal set of basis functions that minimize the fitting 
error, such as Functional Principal Component Analysis 
(Ramsay et al., 1997). The basis functions obtained by 
Functional PCA usually have global support (i.e. they 
are non-zero throughout the data interval). Thus these 
functions are not good for encoding spatial information 
of the data. The spatial information, however, may play 
a major role in many fields, such as spectroscopy. For 
example, often the measured spectra contain spikes 
at certain wavelengths that correspond to certain 
substances in the sample. Therefore these areas are 
bound to be relevant for estimating the quantity of 
these substances.

We propose that locally supported functions, such 
as Gaussian functions, can be used to encode this sort 
of spatial information. In addition, variable selection 
can be used to select the relevant functions from the 
irrelevant ones. Selecting important variables directly 
on the raw data is often difficult due to high dimension-
ality of data; computational cost of variable selection 
methods, such as Forward-Backward Selection (Be-
noudjit, Cools, Meurens, & Verleysen, 2004; Rossi, 
Lendasse, François, Wertz, & Verleysen, 2006), grows 
exponentially with the number of variables. Therefore, 
wisely placed Gaussian functions are proposed as a tool 
for encoding spatial information while reducing data 
dimensionality so that other more powerful informa-
tion processing tools become feasible. Delta Test (DT) 
(Jones, 2004) based scaling of variables is suggested 
for improving the prediction performance.

A typical problem in chemometrics deals with pre-
dicting some chemical quantity directly from measured 
spectrum. Due to additivity of absorption spectra, the 
problem is assumed to be linear and therefore linear 
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models, such as Partial Least Squares (Härdle, Liang, 
& Gao, 2000) have been widely used for the prediction 
task. However, it has been shown that the additivity 
assumption is not always true and environmental condi-
tions may further introduce more non-linearity to the 
data (Wülfert, Kok, & Smilde, 1998). We therefore 
propose that in order to address a general prediction 
problem, a non-linear method should be used. LS-SVM 
is a relatively fast and reliable non-linear model which 
has been applied to chemometrics as well (Chauchard, 
Cogdill, Roussel, Roger, & Bellon-Maurel, 2004). 

   
USING GAUSSIAN BASIS WITH 
SPECTOmETRIC DATA

Consider a problem where the goal is to estimate a 
certain quantity ℜ∈p  from a measured absorption 
spectrum X based on the set of N training examples 
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iy  is the response.

Adopting the FDA framework (Ramsay et al., 
1997), our goal is to build a prediction model F so 
that )F(ˆ Xp = . Here, the argument X is a real-world 
spectrum, i.e. a continuous function that maps wave-
lengths to responses. Without much loss of generality 
it can be assumed that X belongs to L2([a, b]), the space 
of square integrable functions on the interval [a,b]. 
However, since the spectrum X is unknown and infinite 
dimensional it is impossible to build the model F(X) 
in practice. Therefore X must be approximated with a 
q dimensional representation qLX ℜ→ΡΡ= 2:),(
, and our prediction model becomes )F(ˆ =p . Natu-
rally, in order to obtain dimensionality reduction, we 

require that q is smaller than the number of points in 
the spectra.

Figure 1 presents a graph of the overall prediction 
method. Gaussian fitting is used for the approximation 
of X. The obtained vectors ω are further scaled by a 
diagonal matrix A before the final LS-SVM modeling. 
The following sections explain these steps in greater 
detail.

Gaussian Fitting: Approximating 
Spectral Function X

Because the space L2([a, b]) is infinite dimensional 
function space, it is necessary to consider some finite 
dimensional subspace )b] [a,(2LV ⊂  in order to obtain 
a feasible function approximation. We define V by a 
set of Gaussian functions

qkex kktx
k ,,1,)(
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,   (1)

where tk is the center and σk is the width parameter. The 
set φk(x) spans a q dimensional normed vector space 
and we can write V = span{φk(x)}. A natural choice for 
the norm is the L2 norm: 

∫=
b
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.

Now X can be approximated using the basis repre-
sentation )()(ˆ xxX T= , where

T
q xxxx ] , . . . ,= )(,)()([)( 21 . 

The weights ω are chosen to minimize the square 
error: 

Figure 1. Outline of the prediction method



 

 

4 more pages are available in the full version of this document, which may be

purchased using the "Add to Cart" button on the publisher's webpage: www.igi-

global.com/chapter/functional-dimension-reduction-chemometrics/10317

Related Content

The Promotion of Women's Leisure Sports Behavior Based on Improved Decision Tree Algorithm
Huaping Luo (2024). International Journal of Intelligent Information Technologies (pp. 1-16).

www.irma-international.org/article/the-promotion-of-womens-leisure-sports-behavior-based-on-improved-decision-tree-

algorithm/334709

Robotic Innovations in Agriculture: Maximizing Production and Sustainability
Kamran Ikram, Noman Ali Buttar, Muhammad Mohsin Waqas, Muthmainnah Muthmainnah, Muhammad

Mubashar Omer, Yasir Niazand Alex Khang (2023). Handbook of Research on AI-Equipped IoT Applications in

High-Tech Agriculture (pp. 131-154).

www.irma-international.org/chapter/robotic-innovations-in-agriculture/327832

Applying Advisory Agents on the Semantic Web for E-Learning
Ralf Bruns, Jürgen Dunkeland Sascha Ossowski (2006). International Journal of Intelligent Information

Technologies (pp. 40-55).

www.irma-international.org/article/applying-advisory-agents-semantic-web/2404

A Model of Complexity Levels of Meaning Constitution in Simulation Models of Language Evolution
Andy Lückingand Alexander Mehler (2011). International Journal of Signs and Semiotic Systems (pp. 18-38).

www.irma-international.org/article/model-complexity-levels-meaning-constitution/52601

From Textual Scenarios to Message Sequence Charts
Leonid Kof (2010). Artificial Intelligence Applications for Improved Software Engineering Development: New

Prospects  (pp. 83-105).

www.irma-international.org/chapter/textual-scenarios-message-sequence-charts/36443

http://www.igi-global.com/chapter/functional-dimension-reduction-chemometrics/10317
http://www.igi-global.com/chapter/functional-dimension-reduction-chemometrics/10317
http://www.irma-international.org/article/the-promotion-of-womens-leisure-sports-behavior-based-on-improved-decision-tree-algorithm/334709
http://www.irma-international.org/article/the-promotion-of-womens-leisure-sports-behavior-based-on-improved-decision-tree-algorithm/334709
http://www.irma-international.org/chapter/robotic-innovations-in-agriculture/327832
http://www.irma-international.org/article/applying-advisory-agents-semantic-web/2404
http://www.irma-international.org/article/model-complexity-levels-meaning-constitution/52601
http://www.irma-international.org/chapter/textual-scenarios-message-sequence-charts/36443

