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Instruments Possible? A Case Study of Lignin Molecular Weight. Analytical Chemistry, 2022, 94,
3997-4004.

3.2 8
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A longitudinal study of the effect of temperature modification in full-scale anaerobic digesters â€“
dataset combining 16S rDNA gene sequencing, metagenomics, and metabolomics data. Data in Brief,
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Exogenous application of bioregulators in Coffea arabica beans during ripening: Investigation of
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FRUITNIR-GUI: A graphical user interface for correcting external influences in multi-batch near
infrared experiments related to fruit quality prediction. Postharvest Biology and Technology, 2021,
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11 Quantification of palm oil bioactive compounds by ultraâ€•highâ€•performance supercritical fluid
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Complementary chemometrics and deep learning for semantic segmentation of tall and wide visible
and near-infrared spectral images of plants. Computers and Electronics in Agriculture, 2021, 186,
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18 Chemometric pre-processing can negatively affect the performance of near-infrared spectroscopy
models for fruit quality prediction. Talanta, 2021, 229, 122303. 2.9 53
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Are standard sample measurements still needed to transfer multivariate calibration models between
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24 Digital images and independent components analysis in the determination of bioactive compounds
from grape juice. LWT - Food Science and Technology, 2021, 152, 112308. 2.5 4
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26 Independent components analysis (ICA) at the â€œcocktail-partyâ€• in analytical chemistry. Talanta, 2020,
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27
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28 Utilising variable sorting for normalisation to correct illumination effects in close-range spectral
images of potato plants. Biosystems Engineering, 2020, 197, 318-323. 1.9 17

29 Multiblock modelling on the study of the kinetic degradation of rosuvastatin calcium in the presence
of retention time shifts and rank deficiency. Analytica Chimica Acta, 2020, 1133, 77-87. 2.6 4
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34 Assessment of the microbial interplay during anaerobic co-digestion of wastewater sludge using
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Changes in Red Wine Composition during Bottle Aging: Impacts of Grape Variety, Vineyard Location,
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42 ComDim Methods for the Analysis of Multiblock Data in aÂ Data Fusion Perspective. Data Handling in
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Chemical Variability of the Essential Oil of Origanum ehrenbergii Boiss. from Lebanon, Assessed by
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Evaluation and validation of an analytical approach for high-throughput metabolomic fingerprinting
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50 A variable selection method for multiclass classification problems using two-class ROC analysis.
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Fluorescence spectroscopy coupled with independent components analysis to monitor molecular
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Potential of dynamically harmonized Fourier transform ion cyclotron resonance cell for
high-throughput metabolomics fingerprinting: control of data quality. Analytical and Bioanalytical
Chemistry, 2018, 410, 483-490.
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56 Determination of the optimal number of components in independent components analysis. Talanta,
2018, 179, 538-545. 2.9 25

57 Investigation of Origanum libanoticum Essential Oils Chemical Polymorphism by Independent
Components Analysis (ICA). Natural Product Communications, 2018, 13, 1934578X1801301. 0.2 3

58
Comparison of different chemometric methods to extract chemical and physical information from
Raman images of homogeneous and heterogeneous semi-solid pharmaceutical formulations.
International Journal of Pharmaceutics, 2018, 552, 119-129.

2.6 22

59 Comparison of Principal Components Analysis, Independent Components Analysis and Common
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61 Headspace solid-phase microextraction for wine volatile analysis. Critical Reviews in Food Science
and Nutrition, 2017, 57, 2009-2020. 5.4 47

62
Analysis of timeâ€•resolved laserâ€•induced breakdown spectra by mean fieldâ€•independent components
analysis (<scp>MFICA</scp>) and multivariate curve resolutionâ€“alternating least squares
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63 Multi-block data analysis using ComDim for the evaluation of complex samples: Characterization of
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64
An innovative chemometric method for processing direct introduction high resolution mass
spectrometry metabolomic data: independent componentâ€“discriminant analysis (ICâ€“DA).
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65
Synergetic Use of Principal Component Analysis Applied to Normed Physicochemical Measurements
and GC Ã— GCâ€•MS to Reveal the Stabilization Effect of Selected Essential Oils on Heated Rapeseed Oil.
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66 Solid-phase microextraction set-up for the analysis of liver volatolome to detect livestock exposure
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67
Contribution of fluorescence spectroscopy and independent components analysis to the evaluation
of NaCl and KCl effects on molecular-structure and fat melting temperatures of Cantal-type cheese.
International Dairy Journal, 2017, 73, 116-127.
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69 Combination of 1H NMR and chemometrics to discriminate manuka honey from other floral honey
types from Oceania. Food Chemistry, 2017, 217, 766-772. 4.2 41
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study of different headspace techniques. European Journal of Lipid Science and Technology, 2016, 118,
906-918.

1.0 16



6

Douglas Neil Rutledge

# Article IF Citations

73
Chemical Composition and Antimicrobial Activity of <i>Origanum libanoticum</i>,<i> Origanum
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113 Human urinary biomarkers of dioxin exposure: Analysis by metabolomics and biologically driven data
dimensionality reduction. Toxicology Letters, 2014, 230, 234-243. 0.4 51

114 Chemometric tools to highlight non-intentionally added substances (NIAS) in polyethylene
terephthalate (PET). Talanta, 2013, 115, 928-937. 2.9 28

115 Independent components analysis applied to mid-infrared spectra of edible oils to study the thermal
stability of heated oils. Journal of Food Measurement and Characterization, 2013, 7, 90-99. 1.6 9
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Use of response surface methodology to optimize the simultaneous separation of eight polycyclic
aromatic hydrocarbons by capillary zone electrophoresis with laser-induced fluorescence detection.
Journal of Chromatography A, 2013, 1302, 181-190.

1.8 34

118 Development of a percutaneous penetration predictive model by SR-FTIR. International Journal of
Pharmaceutics, 2013, 441, 628-635. 2.6 2

119 A consensus orthogonal partial least squares discriminant analysis (OPLS-DA) strategy for multiblock
Omics data fusion. Analytica Chimica Acta, 2013, 769, 30-39. 2.6 246

120 Independent Components Analysis with the JADE algorithm. TrAC - Trends in Analytical Chemistry, 2013,
50, 22-32. 5.8 165

121 A multiway chemometric and kinetic study for evaluating the thermal stability of edible oils by 1H NMR
analysis: Comparison of methods. Talanta, 2012, 88, 358-368. 2.9 29

122
Study of the heat stability of sunflower oil enriched in natural antioxidants by different analytical
techniques and front-face fluorescence spectroscopy combined with Independent Components
Analysis. Talanta, 2012, 99, 323-329.

2.9 28
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