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Molecular Informatics, 2021, , 2100151. 2.5 1

11 A review of recent advances towards the development of QSAR models for toxicity assessment of
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12 Focused Library Generator: case of Mdmx inhibitors. Journal of Computer-Aided Molecular Design,
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Structureâ€“Activity Relationship in Pyrazolo[4,3-c]pyridines, First Inhibitors of PEX14â€“PEX5
Proteinâ€“Protein Interaction with Trypanocidal Activity. Journal of Medicinal Chemistry, 2020, 63,
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6.4 13

14 State-of-the-art augmented NLP transformer models for direct and single-step retrosynthesis. Nature
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16
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similarity searching, bioactivity classification and scaffold hopping. Journal of Cheminformatics,
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18 Water envelope has a critical impact on the design of proteinâ€“protein interaction inhibitors.
Chemical Communications, 2020, 56, 4360-4363. 4.1 7



3

Igor V Tetko

# Article IF Citations

19 Transformer-CNN: Swiss knife for QSAR modeling and interpretation. Journal of Cheminformatics,
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20 In silico and in vitro studies of a number PILs as new antibacterials against MDR clinical isolate
Acinetobacter baumannii. Chemical Biology and Drug Design, 2020, 95, 624-630. 3.2 5
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Perspectives, 2020, 128, 27002. 6.0 120
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28 A Transformer Model for Retrosynthesis. Lecture Notes in Computer Science, 2019, , 817-830. 1.3 65

29 Augmentation Is What You Need!. Lecture Notes in Computer Science, 2019, , 831-835. 1.3 31

30 Analysis and Modelling of False Positives in GPCR Assays. Lecture Notes in Computer Science, 2019, ,
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31 Luciferase Advisor: High-Accuracy Model To Flag False Positive Hits in Luciferase HTS Assays. Journal
of Chemical Information and Modeling, 2018, 58, 933-942. 5.4 19
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Rational design of isonicotinic acid hydrazide derivatives with antitubercular activity: Machine
learning, molecular docking, synthesis and biological testing. Chemical Biology and Drug Design,
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33 Matched Molecular Pair Analysis on Large Melting Point Datasets: A Big Data Perspective.
ChemMedChem, 2018, 13, 599-606. 3.2 18

34 Modelling the toxicity of a large set of metal and metal oxide nanoparticles using the OCHEM
platform. Food and Chemical Toxicology, 2018, 112, 507-517. 3.6 42

35 ROBUSTNESS IN EXPERIMENTAL DESIGN: A STUDY ON THE RELIABILITY OF SELECTION APPROACHES. Cell,
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36 Public (Q)SAR Services, Integrated Modeling Environments, and Model Repositories on the Web: State
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Interaction. Journal of Biomolecular Screening, 2016, 21, 596-607. 2.6 16
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42 BIGCHEM: Challenges and Opportunities for Big Data Analysis in Chemistry. Molecular Informatics,
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44 The development of models to predict melting and pyrolysis point data associated with several
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45 A renaissance of neural networks in drug discovery. Expert Opinion on Drug Discovery, 2016, 11,
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46 Prediction of logP for Pt(II) and Pt(IV) complexes: Comparison of statistical and quantum-chemistry
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47 QSAR models and scaffold-based analysis of non-nucleoside HIV RT inhibitors. Chemometrics and
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57 Nonlinear Dimensionality Reduction for Visualizing Toxicity Data: Distanceâ€•Based Versus
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Development of Dimethyl Sulfoxide Solubility Models Using 163â€‰000 Molecules: Using a Domain
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of Pharmaceutical Sciences, 2013, 48, 21-29. 4.0 42
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62 From Descriptors to Predicted Properties: Experimental Design by Using Applicability Domain
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63 Evaluation of CADASTER QSAR Models for the Aquatic Toxicity of (Benzo)triazoles and Prioritisation
by Consensus Prediction. ATLA Alternatives To Laboratory Animals, 2013, 41, 49-64. 1.0 18

64
Exemplification of the Implementation of Alternatives to Experimental Testing in Chemical Risk
Assessment â€” Case Studies from the CADASTER Project. ATLA Alternatives To Laboratory Animals, 2013,
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65 Prioritisation of Polybrominated Diphenyl Ethers (PBDEs) by Using the QSPR-THESAURUS Web Tool.
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and Modeling, 2012, 52, 975-983. 5.4 23

68 An evaluation of experimental design in QSAR modelling utilizing the <i>k</i>â€•medoid clustering.
Journal of Chemometrics, 2012, 26, 509-517. 1.3 8

69 In silico pK a prediction. Journal of Cheminformatics, 2012, 4, . 6.1 2
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71 The perspectives of computational chemistry modeling. Journal of Computer-Aided Molecular Design,
2012, 26, 135-136. 2.9 25

72 A comparison of different QSAR approaches to modeling CYP450 1A2 inhibition. Journal of Chemical
Information and Modeling, 2011, 51, 1271-1280. 5.4 46
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78 Cross-frequency coupling in mesiotemporal EEG recordings of epileptic patients. Journal of
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Journal of Chemometrics, 2010, 24, 202-208. 1.3 80
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81 Classification of CYP450 1A2 inhibitors using PubChem data. Journal of Cheminformatics, 2010, 2, . 6.1 2
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87 Data integration and knowledge transfer: application to the tissue: air partition coefficients.
Chemistry Central Journal, 2009, 3, . 2.6 0

88 Online chemical modeling environment. Chemistry Central Journal, 2009, 3, . 2.6 0
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Inductive Transfer of Knowledge: Application of Multi-Task Learning and Feature Net Approaches to
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96 Combinatorial QSAR Modeling of Chemical Toxicants Tested against Tetrahymena pyriformis. Journal
of Chemical Information and Modeling, 2008, 48, 766-784. 5.4 258
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99 Associative Neural Network. Methods in Molecular Biology, 2008, 458, 180-197. 0.9 44
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Computer-Aided Drug Design, 2008, 4, 191-198. 1.2 173
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114 Gene selection from microarray data for cancer classificationâ€”a machine learning approach.
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115 Exploiting scale-free information from expression data for cancer classification. Computational
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116 Computing chemistry on the web. Drug Discovery Today, 2005, 10, 1497-1500. 6.4 193

117 Super paramagnetic clustering of protein sequences. BMC Bioinformatics, 2005, 6, 82. 2.6 37
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Molecular Design, 2005, 19, 453-463. 2.9 1,250
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131 The effects of activation of glutamate ionotropic connections of neurons in the sensorimotor
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Information and Computer Sciences, 2002, 42, 717-728. 2.8 146

136 Dopamine modulation of activity of cat sensorimotor cortex neurons during conditioned reflexes.
Neuroscience Letters, 2002, 330, 171-174. 2.1 5
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138 Associative Neural Network. Neural Processing Letters, 2002, 16, 187-199. 3.2 72
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144 A pattern grouping algorithm for analysis of spatiotemporal patterns in neuronal spike trains. 2.
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1.2 26
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177 Fast combinatorial methods to estimate the probability of complex temporal patterns of spikes.
Biological Cybernetics, 1997, 76, 397-408. 1.3 24
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