200 2,791 27 40

papers citations h-index g-index

221 3,019 3 5.06

ext. papers ext. citations avg, IF L-index



50

197

85

A5

191

189

187

185

FrRANCISCO TORRENS

Paper IF Citations

Atom, atom-type and total molecular linear indices as a promising approach for bioorganic and

medicinal chemistry: theoretical and experimental assessment of a novel method for virtual
screening and rational design of new lead anthelmintic. Bioorganic and Medicinal Chemistry, 2005,

3b—chifal dhadratic indices of the 'molecular pseudograph’s atom adjacency matrix’ and their
application to central chirality codification: classification of ACE inhibitors and prediction of 3.4 79
sigma-receptor antagonist activities. Bioorganic and Medicinal Chemistry, 2004, 12, 5331-42

TOMOCOMD-CARDD descriptors-based virtual screening of tyrosinase inhibitors: evaluation of
different classification model combinations using bond-based linear indices. Bioorganic and

Medicinal Chemistry, 2007, 15, 1483-503

Protein linear indices of the 'macromolecular pseudograph alpha-carbon atom adjacency matrix’ in
bioinformatics. Part 1: prediction of protein stability effects of a complete set of alanine 3.4 65
substitutions in Arc repressor. Bioorganic and Medicinal Chemistry, 2005, 13, 3003-15

Atom, atom-type, and total nonstochastic and stochastic quadratic fingerprints: a promising

approach for modeling of antibacterial activity. Bioorganic and Medicinal Chemistry, 2005, 13, 2881-99

Dragon method for finding novel tyrosinase inhibitors: Biosilico identification and experimental in 6.8
vitro assays. European Journal of Medicinal Chemistry, 2007, 42, 1370-81 ) 57

A new topological descriptors based model for predicting intestinal epithelial transport of drugs in
Caco-2 cell culture. Journal of Pharmacy and Pharmaceutical Sciences, 2004, 7, 186-99

Estimation of ADME properties in drug discovery: predicting Caco-2 cell permeability using
atom-based stochastic and non-stochastic linear indices. Journal of Pharmaceutical Sciences, 2008, 39 55
97,1946-76

TOMOCOMD-CARDD, a novel approach for computer-aided 'rational’ drug design: I. Theoretical and
experimental assessment of a promising method for computational screening and in silico design
of new anthelmintic compounds. Journal of Computer-Aided Molecular Design, 2004, 18, 615-34

Atom, atom-type, and total linear indices of the "molecular pseudograph’s atom adjacency matrix": 3 .
application to QSPR/QSAR studies of organic compounds. Molecules, 2004, 9, 1100-23 4 5

Nucleic Acid Quadratic Indices of the Macromolecular GraphH Nucleotides Adjacency Matrix(
Modeling of Footprints after the Interaction of Paromomycin with the HIV-1 ERNA Packaging
Region. International Journal of Molecular Sciences, 2004, 5, 276-293

Revealing the relationship between vegetable oil composition and oxidative stability: A 3
multifactorial approach. Journal of Food Composition and Analysis, 2018, 66, 221-229 41 4

New tyrosinase inhibitors selected by atomic linear indices-based classification models. Bioorganic
and Medicinal Chemistry Letters, 2006, 16, 324-30

Predicting antitrichomonal activity: a computational screening using atom-based bilinear indices 3
and experimental proofs. Bioorganic and Medicinal Chemistry, 2006, 14, 6502-24 34 4

Non-stochastic and stochastic linear indices of the molecular pseudograph’s atom-adjacency
matrix: a novel approach for computational in silico screening and "rational" selection of new lead
antibacterial agents. Journal of Molecular Modeling, 2006, 12, 255-71

A novel approach to predict aquatic toxicity from molecular structure. Chemosphere, 2008, 73, 415-27 8.4 45

Prediction of tyrosinase inhibition activity using atom-based bilinear indices. ChemMedChem, 2007,

2,449-78




(2013-2007)

Atom-based stochastic and non-stochastic 3D-chiral bilinear indices and their applications to

183 central chirality codification. Journal of Molecular Graphics and Modelling, 2007, 26, 32-47 28 39

Protein quadratic indices of the "macromolecular pseudograph’s alpha-carbon atom adjacency
matrix". 1. Prediction of Arc repressor alanine-mutant’s stability. Molecules, 2004, 9, 1124-47

Non-stochastic quadratic fingerprints and LDA-based QSAR models in hit and lead generation
181  through virtual screening: theoretical and experimental assessment of a promising method for the 68 36
discovery of new antimalarial compounds. European Journal of Medicinal Chemistry, 2006, 41, 483-93

New ligand-based approach for the discovery of antitrypanosomal compounds. Bioorganic and
Medicinal Chemistry Letters, 2006, 16, 1898-904

Ligand-based computer-aided discovery of tyrosinase inhibitors. Applications of the
179 TOMOCOMD-CARDD method to the elucidation of new compounds. Current Pharmaceutical Design, 3.3 33
2010, 16, 2601-24

A computer-based approach to the rational discovery of new trichomonacidal drugs by atom-type
linear indices. Current Drug Discovery Technologies, 2005, 2, 245-65

Atom-based 3D-chiral quadratic indices. Part 2: prediction of the corticosteroid-binding
177  globulinbinding affinity of the 31 benchmark steroids data set. Bioorganic and Medicinal Chemistry, 3.4 32
2006, 14, 2398-408

Vectorized TOPO program for the theoretical simulation of molecular shape. Journal De Chimie
Physique Et De Physico-Chimie Biologique, 1991, 88, 2435-2441

L Discovery of novel anti-inflammatory drug-like compounds by aligning in silico and in vivo 6.8
75 screening: the nitroindazolinone chemotype. European Journal of Medicinal Chemistry, 2011, 46, 5736-53™" 29

Classification of flavonoid compounds by using entropy of information theory. Phytochemistry,
2013, 93, 182-91

Universal model for the calculation of all organic solventWater partition coefficients. Journal of
173 Chromatography A, 1998, 827, 345-358 45 27

Conformational aspects of some asymmetric Diels-Alder reactions. A molecular mechanics +
polarization study. Tetrahedron, 1992, 48, 5209-5218

Tyrosinase enzyme: 1. An overview on a pharmacological target. Current Topics in Medicinal
17T Chemistry, 2014, 14, 1494-501
Bond-based 2D quadratic fingerprints in QSAR studies: virtual and in vitro tyrosinase inhibitory
activity elucidation. Chemical Biology and Drug Design, 2010, 76, 538-45

16 Bond-based 3D-chiral linear indices: theory and QSAR applications to central chirality codification.
9 Journal of Computational Chemistry, 2008, 29, 2500-12 35 25

Computational discovery of novel trypanosomicidal drug-like chemicals by using bond-based

non-stochastic and stochastic quadratic maps and linear discriminant analysis. European Journal of

Pharmaceutical Sciences, 2010, 39, 30-6

Bond-based linear indices in QSAR: computational discovery of novel anti-trichomonal compounds.

167 Journal of Computer-Aided Molecular Design, 2008, 22, 523-40 42 24

Relations frequency hypermatrices in mutual, conditional and joint entropy-based information

indices. Journal of Computational Chemistry, 2013, 34, 259-74




FrRANCISCO TORRENS

16 Atom- and bond-based 2D TOMOCOMD-CARDD approach and ligand-based virtual screening for
5> the drug discovery of new tyrosinase inhibitors. Journal of Biomolecular Screening, 2008, 13, 1014-24 2

3D-chiral (2.5) atom-based TOMOCOMD-CARDD descriptors: theory and QSAR applications to

central chirality codification. Journal of Mathematical Chemistry, 2008, 44, 755-786

Bond-based global and local (bond, group and bond-type) quadratic indices and their applications
163  to computer-aided molecular design. 1. QSPR studies of diverse sets of organic chemicals. Journal 42 21
of Computer-Aided Molecular Design, 2006, 20, 685-701

QuBiLs-MAS method in early drug discovery and rational drug identification of antifungal agents.
SAR and QSAR in Environmental Research, 2015, 26, 943-58

Atom-based non-stochastic and stochastic bilinear indices: Application to QSPR/QSAR studies of

161 organic compounds. Chemical Physics Letters, 2008, 464, 107-112

Universal organic solvent-water partition coefficient model. Journal of Chemical Information and
Computer Sciences, 2000, 40, 236-40

Incorporation of a dispersion energy term to Fraga's atomBtom pair intermolecular potential.
159 Application to benzene, s-tetrazine, and their mixed dimers. Journal of the Chemical Society Perkin 20
Transactions I, 1987, 943-950

A review of QSAR studies to discover new drug-like compounds actives against leishmaniasis and
trypanosomiasis. Current Topics in Medicinal Chemistry, 2012, 12, 852-65

L Pair potential calculation of molecular associations: a vectorized version. Computer Physics L
57 Communications, 1991, 66, 341-362 4-2 9

Are most of the stationary points in a molecular association minima? Application of Fraga's
potential to benzeneBenzene. Journal of Computational Chemistry, 1993, 14, 647-654

L Shannon’s, mutual, conditional and joint entropy information indices: generalization of global L L
55 indices defined from local vertex invariants. Current Computer-Aided Drug Design, 2013, 9, 164-83 4 9

Ligand-based discovery of novel trypanosomicidal drug-like compounds: in silico identification and
experimental support. European Journal of Medicinal Chemistry, 2011, 46, 3324-30

Bond-based 2D TOMOCOMD-CARDD approach for drug discovery: aiding decision-making in ‘in
153  silico’ selection of new lead tyrosinase inhibitors. Journal of Computer-Aided Molecular Design, 2007 42 18
,21,167-88

Interacting induced dipoles polarization model for molecular polarizabilities. Reference molecules,
amino acids and model peptides. Computational and Theoretical Chemistry, 1999, 463, 27-39

The use of Bb initiolhet charges to improve Fraga's atom-atom pair potential for molecular

association. Computational and Theoretical Chemistry, 1988, 166, 135-140 18

151

Periodic Classification of Local Anaesthetics (Procaine Analogues). International Journal of
Molecular Sciences, 2006, 7, 12-34

Calculations of organic-solvent dispersions of single-wall carbon nanotubes. International Journal of

149 Quantum Chemistry, 2006, 106, 712-718 2117

Molecular polarizability of semiconductor clusters and nanostructures. Physica E: Low-Dimensional

Systems and Nanostructures, 2002, 13, 67-71




(2015-2005)

L Calculations on solvents and co-solvents of single-wall carbon nanotubes: Cyclopyranoses. L
47 Computational and Theoretical Chemistry, 2005, 757, 183-191 7

Event-based criteria in GT-STAF information indices: theory, exploratory diversity analysis and
QSPR applications. SAR and QSAR in Environmental Research, 2013, 24, 3-34

Effect of packing on the cluster nature of C nanotubes: An information entropy analysis.

145 Microelectronics Journal, 2007, 38, 1109-1122 18 16

Free energy of solvation of solutes and their partition coefficients in methanol-water binary
mixtures. Chromatographia, 2001, 53, S199-S203

Novel 2D TOMOCOMD-CARDD molecular descriptors: atom-based stochastic and non-stochastic

143 bilinear indices and their QSPR applications. Journal of Mathematical Chemistry, 2008, 44, 650-673 2115

Effect of type, size and deformation on the polarizability of carbon nanotubes from atomic
increments. Nanotechnology, 2004, 15, S259-S264

Molecular polarizability of fullerenes and endohedral metallofullerenes. Journal of Physical Organic

141 Chemistry, 2002, 15, 742-749

21 15

Calculations on solvents and co-solvents of single-wall carbon nanotubes:cyclopyranoses.
Nanotechnology, 2005, 16, S181-5189

L Calculations on cyclopyranoses as co-solvents of single-wall carbon nanotubes. Molecular
39 Simulation, 2005, 31, 107-114

Calculation of partition coefficient and hydrophobic moment of the secondary structure of
lysozyme. Journal of Chromatography A, 2001, 908, 215-21

Polarization Force Fields for Peptides Implemented in ECEPP2 and MM2. Molecular Simulation,
137 2000, 24,391-410 5
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