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Advanced Chemometrics-Driven Screening
Approach for Orange Juice Authentication
Using Dual Handheld NIR Spectrometers
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Chemometrics in Food Authentication
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Development of Colorimetric Sensor Array
Based on Metal lon Complexes for
Discrimination and Adulteration Detection
of Lime Juice Samples

General structure-activity relationship
patterns for the ligands of cyclin-dependent
kinases as tools for virtual screening of
PubChem database
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Multivariate Curve Resolution as a
Pretreatment Step in Multivariate Analysis
of Variance
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Rapid authentication and classification of
grape seed oil using fluorescence
spectroscopy combined with sparse
classification and regression methods
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Slice-based Multivariate Calibration
Strategy for Quantification of Polycyclic
Aromatic Hydrocarbons in Oil Fractions by
Means of GCxGC-TOFMS
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Enhanced Data Point Importance for
Efficient Data Splitting in Classification
Models: Application to Olive QOil
Authentication
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Source identification in crude oil samples by
a couple of colorimetric paper-based E-nose
and chemometrics data analysis techniques
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Enhanced Data Point Importance for
Variable Selection Multivariate Calibration
Models
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Optimal Experimental Design for Enhancing
Efficiency and Accuracy of Indicator
Displacement Assay Sensor Arrays
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Unveiling the Power of Handheld Vis-NIR
Spectroscopy and Chemometrics for Honey
Authentication
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An Innovative Approach for Authentication
of White Rice Using Vis-NIR Hyperspectral
Imaging Coupled with Multivariate Curve
Resolution and Classification Techniques
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A Dbrief overview of the application of
chemometrics in industry with an emphasis
0N Sensors
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Comparison between Univariate and
multivariate methods in Regression analysis
of Sensor arrays
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A novel study of pH-dependent optical
properties of a water-soluble PNPG-PEG as
a conjugated polymer nanoparticle to easy
detection of dopamine: Applying MCR-ALS
method
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Pattern recognition with supervised artificial
neural networks coupled with discrete
wavelet transforms for opioid discrimination
using the colorimetric sensor array
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ADME and PASS prediction studies of six
different Schiff bases of cinnamaldehyde
derivatives
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Identification of BACEL1 inhibitors for
Alzheimer's disease using molecular docking
method
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Molecular Docking of the natural phenolic
acids with CDK1 in cervical cancer
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Untargeted metabolic profiling of volatile
compounds of grape seed oil using gas
chromatography coupled with mass
spectrometry
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Non-Parametric Class Modeling Using
Multivariate Curve Resolution Methods
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A comparative study of the phytochemical
profile of green tea during various brewing
times using machine learning methods
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Classification, QSAR analysis and molecular
docking of some a-naphthoflavone
derivatives as potent CYP1B1 inhibitors
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Prediction of the soil organic carbon to water
distribution coefficients parameter for some
neutral organic compounds from the
theoretical derived molecular descriptors and
QSPR modeling
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Carbon-based nan fluids; a theoretical study
using Quantitative Structure-Property
Relationships

G ale

\id

Optimizing of the production process of
dinitropentamethylenetetramine (DPT) using
central composite design (CCD) of
experiments
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Hyperspectral Imaging Combined with
Multivariate Curve Resolution for
Quantitation and Homogeneity Exploration
of Active Pharmaceutical Ingredient in
Pharmaceutical Products
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Trace Determination of Vitamins B3 in Food
Samples Based on Graphene oxide - cobalt
ferrite Nanocomposite and Antibacterial
assay
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Mutual Information Map for Unraveling the
Independence of Solutions in the Area of
Feasible Solutions for Three-Component

Systems
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Molecular docking and receptor-based
QSAR studies on inhibitors of PARP-1 as a
potential target for cancer therapy

S5 e

Y

Pt )

A study on permutation test strategies in
ASCA
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Smartphone Magic: Classifying Rice
Samples with RGB Images and
Chemometrics
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Chemotaxonomic survey of fatty acids in
littoral algae from the Persian Gulf:
Application of machine learning for

characterization of algae
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Machine learning for characterization of the
phytochemical profile of black tea during
different infusion time
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BBD Design for optimization of the
fabrication a selective nano-electrochemical
flexible carbon cloth sensor assembled by
AuCDs imprinted by polydopamine to
Orlistat accurate repeatable detection
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Harnessing Self-Organizing Maps
Algorithm: Classification of Nuclear
Magnetic Resonance Spectra for Untargeted
Metabolomics of Breast Cancer
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Fuzzy inference system and adaptive neuro-
fuzzy inference system approaches based on
spectrophotometry method for the
simultaneous determination of Sunset
Yellow and Brilliant Blue in binary mixture
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Second-Order Calibration for Quantification
of Food Colorants in Complex Samples: An
Universal Calibration Approach
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Three-Dimensional Quantitative Structure
Activity Relationship, Molecular Docking
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and Molecular Dynamics of imidazo[4,5-b]
pyridine Derivatives as PDE Inhibitors
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Enhanced Data Point Importance for Subset
Selection in Partial Least Square Regression:
A Comparative Study with Kennard-Stone
Method
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Development and optimization of
microwave-assisted extraction of Satureja
bachtiarica Bunge. essential oil using
response surface methodology and its
comparison with traditional method
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A Miniaturized Low-Cost Sniffing Device
Based on Chemometrics Analysis an Array
of Fluorescent Carbon Quantum Dots and
Metallic Nanoclusters for Early Detection of
Leukemia in Adults
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Discrimination of Bottled Mineral Waters
using Dip-Type Colorimetric Paper-based
Sensor array and Pattern Recognition
Methods
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Authentication and classification of black tea
from narrow-geographic origins based on the
combination of UV-Vis fingerprinting and
chemometric methods
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An integrated paper-based optical
tongue/nose device combined with
chemometrics methods for identification of
fermentation degree and aerial parts of
Iranian tea
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DFT Study and NBO Analysis on
Conformers of 1,3,2-Dithiaphosphane -2-
Sulfide derivatives
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Design and Evaluation of Novel Small
Molecule Activators for AMPK: An In-silico
Approach
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Comparison of GA-MLR and PSO-ANFIS
methods in QSAR study of some derivatives
of tricyclic pyridobenzo and di-pyrido-di-

azepinones as HIV-1 inhibitors
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Synthesis and characterization of g-CN/rGO

photocatalyst for waste water Ciprofloxacin;

Generalized Regression Neural Network and
Surface Response Methodology study
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Comparative study of response surface
methodology and generalized regression
artificial neural network in the optimization
of Ofloxacin degradation
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Chemometrics-based GC/MS analysis of
black tea volatiles from different regions of
Iran
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A New Optical Sensor Array Platform Based
on Nanozyme: Classification and
Determination of Purine Bases
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Optimized fabrication of chitosan-hydroxy
apatite (HAp/CS) nano hybrid for removal of
nitrite from water samples
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Highly efficient pH-responsive Ag @
Chitosan core shell nano particles for Drug
Delivery and anti-human breast cancer
properties
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Studying the kinetic profiles of the
simultaneous release of metformin-
sitagliptin drugs as a combination drug from
the polymer substrate by MCR-ALS method
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Rank annihilation factor analysis method for
kinetic-spectrophotometric measurement of
morphine in unknown opiate samples
mixture
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Nano n-TiO2-P2s@ECH@Zr0O2-SO3H: a
novel heterogeneous semiconductor
photocatalyst with SO3H function, effective
in removing colored pollutants from aqueous
solutions
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Investigating the potential of anti -
inflammatory properties of Fluphenazine by
using statistical model of molecular docking

and its application for drug design
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A comparative analysis of univariate
regression models using the simulated
exponential dataset
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Partial least squares-discriminant analysis
(PLS-DA) for classification of crude oil
samples based on sulfur content using ATR-
FTIR spectroscopy
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Alternating Conditional Expectation (ACE)
algorithm for robust regression analysis of
simulated dataset in the presence of
homoscedastic and heteroscedastic noise
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Alternating Conditional Expectation (ACE)
algorithm for robust regression analysis of
simulated dataset in the presence of outliers

2 > lolul e

Y

Pt )

Application of the alternating conditional
expectation (ACE) algorithm for the
determination of oxygenate compounds in
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gasoline samples using ATR-FTIR
spectroscopy
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DD-SIMCA one-class modeling of blue
ballpoint pen inks using hyperspectral
imaging: forensic analysis of questioned
documents
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Multivariate optimization and
characterization of removal of Entacapone
drug using copper zinc cobalt ferrite
nanoparticles modified by
cetyltrimethylammonium bromide
(Cu0.3Zn0.3C00.4Fe;04s@CTAB)
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Improving the co-removal efficiency of dyes
from water by a novel four-component
chitosan flexible film containing graphene
oxide
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Modeling quantitative structure-property

relationships to predict the environmental

properties of some iodinated organic
compounds
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Comparative study of random forest and
Decision Trees in the modeling of methylene
blue adsorption
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Enhancing Pesticide Residue Quantification
in Honey through Integrated Chemo-
physical and Chemometric Separation using
LC-MS Spectrometry: Comparison with
Multiple Reaction Monitoring
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Integrating Second-Order Calibration with
Analytical Quality by Design (AQbD) for
Universal Calibration in Pharmaceutical
Analysis
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Synthesis and performance evaluation of
zeolitic imidazolate metal-organic
framework hybrid nanocomposite based on
carbon nanotubes for determination of
diclofenac in food and biological samples
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A comparative kinetic study on
electrochemical decolorization of some dyes
in mixtures: Multivariate hard modelling
technique
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