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Diagnostic pattern recognition on gene-expression profile data by using one-class classification.

75 Journal of Chemical Information and Modeling, 2005, 45, 1392-401 61 12

Pattern recognition and feature selection for the discrimination between grades of commercial
plastics. Chemometrics and Intelligent Laboratory Systems, 2007, 87, 18-25

Dynamic analysis of on-line high-performance liquid chromatography for multivariate statistical

73 process control. Journal of Chromatography A, 2008, 1213, 130-44 45 1

Resolution of LC/1H NMR data applied to a three-component mixture of polyaromatic

hydrocarbons. Journal of Chemometrics, 2002, 16, 165-175




(1994-2005)

A comparative study of cluster validation indices applied to genotyping data. Chemometrics and

71 Intelligent Laboratory Systems, 2005, 78, 30-40 o

Procrustes analysis for the determination of number of significant masses in gas
chromatographybhass spectrometry. Analyst, The, 1996, 121, 1443-1449

Influence of noise, peak position and spectral similarities on resolvability of diode-array
69 high-performance liquid chromatography by evolutionary factor analysis. Chemometrics and 3.8 11
Intelligent Laboratory Systems, 1994, 23, 97-106

Orthogonality, uncorrelatedness, and linear independence of vectors. Journal of Chemometrics,
2016, 30, 564-566

Chemometric methods for determination of selective regions in diode array detection high
67 performance liquid chromatography of mixtures: application to chlorophyll a allomers. Analyst, The, 5 10
1998, 123, 2035-2042

Determination of number of significant components and key variables using genetic algorithms in
liquid chromatography-nuclear magnetic resonance spectroscopy and liquid chromatography-diode
array detection. Chemometrics and Intelligent Laboratory Systems, 2006, 81, 209-217

Deconvolution of a three-component co-eluting peak cluster in gas chromatography-mass

65 spectrometry. Analyst, The, 2000, 125, 287-292 5 10

Partial least squares discriminant analysis for chemometrics and metabolomics: How scores,
loadings, and weights differ according to two common algorithms. Journal of Chemometrics, 2018,
32,e3028

Prediction of liquid chromatographic retention behavior based on quantum chemical parameters

using supervised self organizing maps. Talanta, 2013, 106, 229-36 62 9

Self-organizing map quality control index. Analytical Chemistry, 2010, 82, 5972-82

Influence of different sources of error on estimated kinetics parameters for a second-order

61 reaction. Chemometrics and Intelligent Laboratory Systems, 2004, 71, 47-60 389

Resolution of on-flow LC/NMR data by multivariate methods [ comparison. Journal of
Chemometrics, 2002, 16, 469-481

Quantitative resolution of overlapping tailing peaksobtained by diode-array detector high
59 performance liquid chromatography inthe absence of pure standards using simple chemical 5 9
knowledge. Analyst, The, 2000, 125, 833-842

Application of partial least squares calibration to measurements of polycyclic aromatic
hydrocarbons in coal tar pitch volatiles. Analyst, The, 1996, 121, 575

Hard modeling methods for the curve resolution of data from liquid chromatography with a diode
57 array detector and on-flow liquid chromatography with nuclear magnetic resonance spectroscopy. 61 8
Journal of Chemical Information and Modeling, 2006, 46, 1143-53

Resolution of on-flow liquid chromatography proton nuclear magnetic resonance using canonical
correlation and constrained linear regression. Chemometrics and Intelligent Laboratory Systems,
2002, 62, 61-78

Hotelling’s T squared distribution, its relationship to the F distribution and its use in multivariate
55 space. Journal of Chemometrics, 2016, 30, 18-21

Use of double windowing, variable selection, variable ranking and resolvability indices in window

factor analysis. Journal of Chemometrics, 1994, 8, 423-437




RiCHARD G BRERETON

Points, vectors, linear independence and some introductory linear algebra. Journal of Chemometrics 16
53,2016, 30, 358-360 s

The use and misuse of p values and related concepts. Chemometrics and Intelligent Laboratory
Systems, 2019, 195, 103884

The F distribution and its relationship to the chi squared and t distributions. Journal of

5t Chemometrics, 2015, 29, 582-586 16 6

Principal components scores and loadings plots for visualisation of the electrospray ionisation
liquid chromatography mass spectra of a mixture of chlorophyll degradation products at different
cone voltages. Rapid Communications in Mass Spectrometry, 1999, 13, 1755-61

49  Visualizing matrices. Journal of Chemometrics, 2017, 31, e2834 1.6 5

Basic matrix algebra. Journal of Chemometrics, 2017, 31, e2833

47 Development and mining of a database of historic European paper properties. Cellulose, 2020, 27, 8287-§299

(9 |

Introduction to analysis of variance. Journal of Chemometrics, 2019, 33, e3018

Determining the significance of individual factors for orthogonal designs. Journal of Chemometrics, 16
45 2019, 33,e3124 © 4

Degrees-of-freedom, errors, and replicates. Journal of Chemometrics, 2018, 32, e3016

43 The t-distribution and its relationship to the normal distribution. Journal of Chemometrics, 2015, 29, 481-483 4

Principal Components plots for exploratory investigation of reactions using ultraviolet-visible
spectroscopy: application to the formation of benzophenone phenylhydrazone. Talanta, 2004, 63, 757-69'2

41 P values and Ronald Fisher. Journal of Chemometrics, 2020, 34, e3239 1.6 3

The normal distribution. Journal of Chemometrics, 2014, 28, 789-792

39 Formulating an experimental design mathematically. Journal of Chemometrics, 2017, 31, e2903 1.6 3

Populations and samples. Journal of Chemometrics, 2015, 29, 325-328

Multiblock analysis of environmental measurements: A case study of using Proton Induced X-ray
37  Emission and meteorology dataset obtained from Islamabad Pakistan. Chemometrics and Intelligent 3.8 3
Laboratory Systems, 2011, 107, 31-43

Validation and Optimization311-391



(2021-2004)

Genotyping using single nucleotide polymorphism, fluorescence spectroscopy and pattern
35 recognition. Analyst, The, 2004, 129, 249-53 53

Sources of error. Journal of Chemometrics, 2018, 32, e3017

33 Basic vector algebra. Journal of Chemometrics, 2016, 30, 632-635 1.6 2

Chemometrics and Multivariate Analysis 2009, 1105-1148

. Automated single-nucleotide polymorphism analysis using fluorescence excitation-emission
3 spectroscopy and one-class classifiers. Analytical and Bioanalytical Chemistry, 2007, 388, 655-64 44

Chemometric Methods for the Study of Toxic Metals on the Growth of Plants: Use of Experimental
Design and Response Surface Methodology. International Journal of Environmental Analytical
Chemistry, 1990, 38, 279-304

A tribute to Maarib (Darwish Lutfi Bakri) Bazzaz (194008020): the one who proved the existence of L
29 bewlthlorophylls in plants. Plant Physiology Reports, 2020, 25, 377-385 4

Statistically independent events and distributions. Journal of Chemometrics, 2016, 30, 90-92

Alpha, beta, type 1 and 2 errors, Ergon Pearson and Jerzy Neyman. Journal of Chemometrics, 2021,

27 35,3240 16 2

False discovery rates, power and related concepts. Journal of Chemometrics, 2021, 35, e3241

25 Design matrices and modelling. Journal of Chemometrics, 2018, 32, e2904 1.6 2

Statistical experimental design. Journal of Chemometrics, 2017, 31, €2902

23 Let us go back to basics. Journal of Chemometrics, 2014, 28, 688-690 1.6 1

Preprocessing107-176

21 Comparing Different Patterns479-492 1

Window consensus PCA for multiblock statistical process control: adaption to small and
time-dependent normal operating condition regions, illustrated by online high performance liquid
chromatography of a three-stage continuous process. Journal of Chemometrics, 2010, 24, n/a-n/a

L Application of evolving factor analysis to on-flow LCBIMR data using spectral windows. 3
9 Chemometrics and Intelligent Laboratory Systems, 2005, 78, 51-62 3

P values and multivariate distributions: Non-orthogonal terms in regression models. Chemometrics

and Intelligent Laboratory Systems, 2021, 210, 104264




RiCHARD G BRERETON

L Contingency tables, confusion matrices, classifiers and quality of prediction. Journal of
7 Chemometrics,e3331

ANOVA tables and statistical significance of models. Journal of Chemometrics, 2019, 33, e3019

Five years of Heritage Science: from aborigine cave paintings to the Domesday book and Bayeux
15 tapestry and to DorothyB ruby red slippers via van GoghB colours, Magrittel missing quarters, and 25 1
Qing calligraphy, with the sights, sounds, smells and taste of the past. Heritage Science, 2018, 6,

Why we should be interested in P values and hypothesis tests. Journal of Chemometrics, 2020, 34, €32381.6

13 How F and P values are influenced by centring. Journal of Chemometrics, 2019, 33, e3127 1.6

Comments on Multiple Self Organising Maps (mSOMs) for simultaneous classification and
prediction: Illustrated by spoilage in apples using volatile organic profiles by S.F. Sim and V.
Sgi-Kiss. Chemometrics and Intelligent Laboratory Systems, 2012, 118, 308-310

11 One Class Classifiers233-287

Determining Potential Discriminatory Variables393-451

9 Bayesian Methods and Unequal Class Sizes453-467

Two Class Classifiers177-231

7 Multiclass Classifiers289-309

Class Separation Indices469-478

5 Chemometrics 2021, 45-60

P values and residuals using non-orthogonal X matrices and the relationship between t and F
statistics for studying individual factors. Journal of Chemometrics, 2020, 34, 3128

3 Introduction to Bayesian methods. Journal of Chemometrics,e3333 1.6

Multivariate classification models. Journal of Chemometrics,e3332

Empirical and statistical p values and Type 1 error rates: Putting it all together. Journal of

Chemometrics, 2021, 35, 3330 L

10



