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Personal information Emilio Benfenati

Work experience

January 2021 - present

Head of the Department of Environmental Health Sciences, Istituto di Ricerche Farmacologiche “Mario Negri”, Via
Mario Negri 2, Milano, Italy

Activities: Coordination and management of the Department and its research projects. The Department is composed

of 4 laboratories with about 70 persons in total. The research activities are: risk assessment, in silico models,
chemical analysis of contaminants, bioassays, food assessment.

January 1997 - December 2020

Head of the Laboratory of Environmental Chemistry and Toxicology, Istituto di Ricerche Farmacologiche “Mario
Negri”, Via Mario Negri 2, Milano, Italy

Activities: Coordination and management of 21 EU funded projects; participation in 31 other EU funded projects,
research activities in the fields of toxicity and environmental modelling, computer chemistry, molecular descriptors,
QSARs, toxicity prediction, environmental toxicology, environmental management, characterisation and assessment
of contaminants, metabolism studies risk assessment; development of QSAR models for aquatic toxicity, terrestrial
toxicity, carcinogenicity, mutagenicity, endocrine disruptors; development of integrated models combining different
inputs; analysis of environmental and food samples for pollutants such as dioxins, PCB, PAH, pesticides, endocrine
disruptors, industrial pollutants; environmental assessment; impact of pollutions into the environment and human
health; former member of the commission for pesticide evaluation for Italy; organization of workshops, seminars,
and schools on QSAR and modeling; teaching for courses of Regione Lombardia for "Specialists in Pharmacological
Research" and "Technicians in Biochemical Research". Coordinator of three projects funded by German UBA.
Coordinator of one project funded by the Italian MIUR. Organization of scientific conferences and workshop. He
organized many international conferences and workshops, including the SETAC Europe Conference, May 2011 (2350
participants), and QSAR 2014. Organization of training courses on in silico models.

January 1987 - December 1996

Head of the Biomedical Mass Spectrometry Unit, Istituto di Ricerche Farmacologiche “Mario Negri”, Via Eritrea 53,
Milano, Italy

Activities: Analysis of pharmaceuticals, organic compounds in mass spectrometry (pesticides, dioxins, PCB, PAH,
endocrine disruptors, other pollutants).

November 1984 - December 1996
Senior researcher, Istituto di Ricerche Farmacologiche “Mario Negri”, Via Eritrea 53, Milano, Italy

Activities: Analysis of pharmaceuticals, organic compounds in mass spectrometry (pesticides, dioxins, PCB, PAH,
endocrine disruptors, other pollutants).

November 1983 - October 1984

Researcher, Stanford Magnetic Resonance Laboratory, Stanford University School of Medicine, 299 Campus Drive
West, Stanford, California, USA

Activities: Analysis of biological samples by NMR and mass spectrometric methods (in collaboration with Berkeley
University)

October 1981 - October 1983
Researcher, Istituto di Ricerche Farmacologiche “Mario Negri”, Via Eritrea 53, Milano, Italy

Activities: Analysis of pharmaceuticals and dioxins.

November 1979 - September 1981
Researcher, Istituto di Ricerche Farmacologiche “Mario Negri”, Via Eritrea 53, Milano, Italy
Activities: synthesis of pharmaceuticals

Istituto Biochimico Italiano Giovanni Lorenzini, Via Lorenzini 1, Milano, Italy

Education and training
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September 1982 - June 1985
Post-degree specialisation in Pharmacological Research
Istituto di Ricerche Farmacologiche “Mario Negri”, Via Eritrea 53, Milano, Italy

Topic: analysis of pharmaceuticals by mass spectrometry

September 1973 - October 1979
Chemistry degree (summa cum laude)

Universita degli Studi di Milano, Istituto di Chimica Organica, 21, Via Giacomo Venezian, I-20133, Milan, Italy

Additional information

Publications . )
rs in rnals:

2023

Audebert M, Assmann A-S, Azqueta A, Babica P, Benfenati E, Bortoli S, Bouwman P, Braeuning A, Burgdorf T,
Coumoul X, Debizet K, Dusinska M, Ertych N, Fahrer ], Fetz V, Le Hégarat L, Lépez de Cerain A, Heusinkveld HJ,
Hogeveen K, Jacobs MN, Luijten M, Raitano G, Recoules C, Rundén-Pran E, Saleh M, Sovadinova I, Stampar M,
Thibol L, Tomkiewicz C, Vettorazzi A, Van de Water B, El Yamani N, Zegura B, Oelgeschlager M

New approach methodologies to facilitate and improve the hazard assessment of non-genotoxic carcinogens—a
PARC project

Frontiers in Toxicology, 5, 2023, https://www.frontiersin.org/articles/10.3389/ftox.2023.1220998.
DOI=10.3389/ftox.2023.1220998

Caballero Alfonso AY, Chayawan C, Gadaleta D, Roncaglioni A, Benfenati E.
A KNIME Workflow to Assist the Analogue Identification for Read-Across, Applied to Aromatase Activity.
Molecules. 2023; 28(4):1832. https://doi.org/10.3390/molecules28041832 (IF 4.927, 2022)

Danieli A, Colombo E, Raitano G, Lombardo A, Roncaglioni A, Manganaro A, Sommovigo A, Carnesecchi E, Dorne J-
LCM, Benfenati E.

The VEGA Tool to Check the Applicability Domain Gives Greater Confidence in the Prediction of In Silico Models.
International Journal of Molecular Sciences. 2023; 24(12):9894. https://doi.org/10.3390/ijms24129894 (IF 6.208)

Report of the First ONTOX Stakeholder Network Meeting: Digging Under the Surface of ONTOX Together With the
Stakeholders.

Altern Lab Anim. 2024 Jan 18:2611929231225730. doi: 10.1177/02611929231225730. Kalian AD, Benfenati E,
Osborne 03, Gott D, Potter C, Dorne J-LCM, Guo M, Hogstrand C.

Exploring Dimensionality Reduction Techniques for Deep Learning Driven QSAR Models of Mutagenicity.

Toxics. 2023; 11(7):572. https://doi.ora/10.3390/toxics11070572

Klambauer G, Clevert D-A, Shah I, Benfenati E, Tetko IV
Introduction to the Special Issue: AI meets Toxicology

Chem. Res. Toxicol. 2023. https://doi.org/10.1021/acs.chemrestox.3c00217 (IF 3.973)

Toropov AA, Barnes DA, Toropova AP, Roncaglioni A, Irvine AR, Masereeuw R, Benfenati E.
CORAL Models for Drug-Induced Nephrotoxicity.
Toxics. 2023; 11(4):293. https://doi.ora/10.3390/toxics11040293 (IF 4.472)

Toropov AA, Di Nicola MR, Toropova AP, Roncaglioni A, Dorne JLCM, Benfenati E.
Quasi-SMILES: Self-consistent models for toxicity of organic chemicals to tadpoles.

Chemosphere. 2023 Jan;312(Pt 1):137224. doi: 10.1016/j.chemosphere.2022.137224. (IF 8.943, 2022)

Toropov AA, Toropova AP, Roncaglioni A, Benfenati E
The system of self-consistent models for pesticide toxicity to Daphnia magna,

Toxicology Mechanisms and Methods, (2023) DOI: 10.1080/15376516.2023.2197487 (IF 4.019, 2023)

Toropov AA, Toropova AP, Roncaglioni A, Benfenati E

Does the accounting of the local symmetry fragments in SMILES improve the predictive potential of the QSPR-model
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https://doi.org/10.3390/molecules28041832
https://doi.org/10.3390/ijms24129894
https://doi.org/10.3390/toxics11070572
https://doi.org/10.1021/acs.chemrestox.3c00217
https://doi.org/10.3390/toxics11040293
https://doi.org/10.1080/15376516.2023.2197487

for Henry's law constants?

Environmental Science: Advances. 2. (2023). 10.1039/D3VA00012E.

Toropov AA, Toropova AP, Roncaglioni A, Benfenati E

In silico prediction of the mutagenicity of nitroaromatic compounds using correlation weights of fragments of local
symmetry

Mutation Research/Genetic Toxicology and Environmental Mutagenesis, Volume 891, 503684 (2023)
https://doi.org/10.1016/j.mrgentox.2023.503684.

Toropova AP, Toropov AA, Roncaglioni A, Benfenati E.
The System of Self-Consistent Models: QSAR Analysis of Drug-Induced Liver Toxicity.
Toxics. 2023; 11(5):419. https://doi.ora/10.3390/toxics11050419 (IF 4.472)

Toropova AP, Toropov AA, Roncaglioni A, Benfenati E
Binding organophosphate pesticides to acetylcholinesterase: Risk assessment using the Monte Carlo method

Toxicological & Environmental Chemistry. 2023. DOI: 10.1080/02772248.2023.2181348 (IF 1.39)

Toropova AP, Toropov AA, Roncaglioni A, Benfenati E.
The enhancement scheme for the predictive ability of QSAR: A case of mutagenicity.

Toxicol In Vitro. 2023 Sep;91:105629. doi: 10.1016/j.tiv.2023.105629. (IF 3.2)

Toropova AP, Toropov AA, Roncaglioni A, Benfenati E.
Using the Correlation Intensity Index to Build a Model of Cardiotoxicity of Piperidine Derivatives.

Molecules. 2023; 28(18):6587. https://doi.org/10.3390/molecules28186587

Toropova AP, Toropov AA, Roncaglioni A, _Leszczynska D, Leszczynski J

The validation of predictive potential via the system of self-consistent models: the simulation of blood-brain barrier
permeation of organic compounds.

J Mol Model 29, 218 (2023). https://doi.org/10.1007/s00894-023-05632-2 (IF 2.172)

Toropova AP, Toropov AA, Roncaglioni A, _Leszczynska D, Leszczynski J

CORAL: Model of Ecological Impact of Heavy Metals on Soils via the Study of Modification of Concentration of
Biomolecules in Earthworms (Eisenia fetida).

Arch Environ Contam Toxicol 84, 504-515 (2023). https://doi.org/10.1007/s00244-023-01001-5 (IF 3.692)

2022

Benfenati E, Roncaglioni A, Edoardo Carnesecchi, Matilda Mazzucotelli, Marco Marzo, Andrey Toropov, Alla
Toropova, Rossella Baldin, Andrea Ciacci, Simona Kovarich, Luca Sartori, Chihae Yang, Tomasz Magdziarz, Bryan

Hobocienski, Aleksandra Mostrag
Maintenan nd further development of EFSA's Chemical Hazards: nFoodTox 2.

EFSA Supporting Publications, Vol 19, Issue 12, 2022, 7635E

Biggi G, Giuliani E, Martinelli A, Benfenati E
Patent Toxicity
Research Policy 51 (2022) 104329

Caballero Alfonso AY, Mora Lagares L, Novic M, Benfenati E, Kumar A, Chayawan

Exploration of structural requirements for azole chemicals towards human aromatase CYP19A1 activity:
Classification modeling, structure-activity relationships and read-across study,

Toxicology in Vitro, 81, (2022) 105332, ISSN 0887-2333, https://doi.org/10.1016/].tiv.2022.105332. IF 3.18
(2020)

Ciffroy P, Mertens B, Van Hoeck E, Van Overmeire I, Johansson E, Alfonso B, Baderna D, Selvestrel G, Benfenati E
Modeling the migration of chemicals from food contact materials to food: The MERLIN-expo/VERMEER toolbox,
Food and Chemical Toxicology, 166 (2022) 113118, https://doi.org/10.1016/].fct.2022.113118. IF 5.572 (2021)
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https://doi.org/10.3390/toxics11050419
https://doi.org/10.1080/02772248.2023.2181348
https://link.springer.com/article/10.1007/s00244-023-01001-5#auth-Danuta-Leszczynska-Aff2
https://link.springer.com/article/10.1007/s00244-023-01001-5#auth-Jerzy-Leszczynski-Aff3
https://doi.org/10.1007/s00894-023-05632-2
https://link.springer.com/article/10.1007/s00244-023-01001-5#auth-Danuta-Leszczynska-Aff2
https://link.springer.com/article/10.1007/s00244-023-01001-5#auth-Jerzy-Leszczynski-Aff3
https://doi.org/10.1007/s00244-023-01001-5
https://efsa.onlinelibrary.wiley.com/action/doSearch?ContribAuthorRaw=Benfenati%2C+Emilio
https://efsa.onlinelibrary.wiley.com/action/doSearch?ContribAuthorRaw=Roncaglioni%2C+Alessandra
https://efsa.onlinelibrary.wiley.com/action/doSearch?ContribAuthorRaw=Carnesecchi%2C+Edoardo
https://efsa.onlinelibrary.wiley.com/action/doSearch?ContribAuthorRaw=Mazzucotelli%2C+Matilda
https://efsa.onlinelibrary.wiley.com/action/doSearch?ContribAuthorRaw=Marzo%2C+Marco
https://efsa.onlinelibrary.wiley.com/action/doSearch?ContribAuthorRaw=Toropov%2C+Andrey
https://efsa.onlinelibrary.wiley.com/action/doSearch?ContribAuthorRaw=Toropova%2C+Alla
https://efsa.onlinelibrary.wiley.com/action/doSearch?ContribAuthorRaw=Toropova%2C+Alla
https://efsa.onlinelibrary.wiley.com/action/doSearch?ContribAuthorRaw=Baldin%2C+Rossella
https://efsa.onlinelibrary.wiley.com/action/doSearch?ContribAuthorRaw=Ciacci%2C+Andrea
https://efsa.onlinelibrary.wiley.com/action/doSearch?ContribAuthorRaw=Kovarich%2C+Simona
https://efsa.onlinelibrary.wiley.com/action/doSearch?ContribAuthorRaw=Sartori%2C+Luca
https://efsa.onlinelibrary.wiley.com/action/doSearch?ContribAuthorRaw=Yang%2C+Chihae
https://efsa.onlinelibrary.wiley.com/action/doSearch?ContribAuthorRaw=Magdziarz%2C+Tomasz
https://efsa.onlinelibrary.wiley.com/action/doSearch?ContribAuthorRaw=Hobocienski%2C+Bryan
https://efsa.onlinelibrary.wiley.com/action/doSearch?ContribAuthorRaw=Hobocienski%2C+Bryan
https://efsa.onlinelibrary.wiley.com/action/doSearch?ContribAuthorRaw=Mostrag%2C+Aleksandra
https://efsa.onlinelibrary.wiley.com/doi/full/10.2903/sp.efsa.2021.EN-6476
https://efsa.onlinelibrary.wiley.com/journal/23978325
https://doi.org/10.1016/j.tiv.2022.105332
https://doi.org/10.1016/j.fct.2022.113118

Delre P, Lavado GJ, Lamanna G, Saviano M, Roncaglioni A, Benfenati E, Mangiatordi GF, Gadaleta D

Ligand-based prediction of hERG-mediated cardiotoxicity based on the integration of different machine learning
techniques

Frontiers in Pharmacology, 13 (2022), DOI=10.3389/fphar.2022.951083 IF 5.988

Escher SE, Aguayo-Orozco A, Benfenati E, Bitsch A, Braunbeck T, Brotzmann K, Bois F, van der Burg B, Castel J,
Exner T, Gadaleta D, Gardner I, Goldmann G, Hatley O, Golbamaki N, Graepel R, Jennings P, Limonciel A, Long A,
Maclennan R, Mombelli E, Norinder U, Jain S, Santos Capinha L, Taboureau OT, Tolosa L, Vrijenhoek NG, van Vugt-
Lussenburg BMA, Walker P, van de Water B, Wehr M, White A, Zdrazil B, Fisher C,

Integrate mechanistic evidence from new approach methodologies (NAMs) into a read-across assessment to
characterise trends in shared mode of action,

Toxicology in Vitro, 79 (2022) 105269, ISSN 0887-2333, https://doi.org/10.1016/j.tiv.2021.105269. IF 3.18 (2020)

Gadaleta D, Spinu N, Roncaglioni A, Cronin M, Benfenati E.

Prediction of the Neurotoxic Potential of Chemicals Based on Modelling of Molecular Initiating Events Upstream of the
Adverse Outcome Pathways of (Developmental) Neurotoxicity.

International journal of molecular sciences, 23(6), 2022) 3053. https://doi.ora/10.3390/ijms23063053 IF 5.924
(2020)

Golbamaki A, Benfenati E
In silico methods for carcinogenicity assessment.

Methods in Molecular Biology 2425 (2022) 201-216. Benfenati E (Ed.). In silico Methods for Predicting Drug Toxicity.
Second Edition. Springer, New York, USA

Khan K, Kumar V, Colombo E, Lombardo A, Benfenati E, Roy K.

Intelligent consensus predictions of bioconcentration factor of pharmaceuticals using 2D and fragment-based
descriptors.

Environ Int. 2022 Dec;170:107625. doi: 10.1016/j.envint.2022.107625.

Lavado GJ, Baderna D, Carnesecchi E, Toropova AP, Toropov AA, Dorne JLCM, Benfenati E

QSAR models for soil ecotoxicity: Development and validation of models to predict reproductive toxicity of organic
chemicals in the collembola Folsomia candida

Journal of Hazardous Materials 423 (2022) 127236. https://doi.ora/10.1016/j.jhazmat.2021.127236 IF 10.39
(2020)

Lombardo A, Manganaro A, Arning J, Benfenati E
Development of new QSAR models for water, sediment, and soil half-life,

Science of The Total Environment, Volume 838 (2022) 156004,ISSN 0048-9697,
https://doi.org/10.1016/j.scitotenv.2022.156004

Luconi M, Sogorb MA, Markert UR, Benfenati E, May T, Wolbank S, Roncaglioni A, Schmidt A, Straccia M, Tait S.
Human-Based New Approach Methodologies in Developmental Toxicity Testing: A Step Ahead from the State of the
Art with a Feto-Placental Organ-on-Chip Platform.

International Journal of Environmental Research and Public Health. 2022; 19(23):15828.
https://doi.org/10.3390/ijerph192315828

Manganelli S, Gamba A, Colombo E, Benfenati E
Using VEGAHUB within a weight-of -evidence strategy.

Methods in Molecular Biology 2425. (2022) 305-324. Benfenati E (Ed.). In silico Methods for Predicting Drug
Toxicity. Second Edition. Springer, New York, USA

Marzo M, Roncaglioni R, Kulkarni S, Barton-Maclaren TS, Benfenati E
In silico model for developmental toxicity

Methods in Molecular Biology 2425. (2022) 139-162. Benfenati E (Ed.). In silico Methods for Predicting Drug
Toxicity. Second Edition. Springer, New York, USA

Mombelli E, Raitano G, Benfenati E

In silico prediction of chemically induced mutagenicity: a weight of evidence approach integrating information from
QSAR and read-across predictions.

Methods in Molecular Biology 2425 (2022) 149-184. Benfenati E (Ed.). In silico Methods for Predicting Drug Toxicity.
Second Edition. Springer, New York, USA
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https://doi.org/10.1016/j.tiv.2021.105269
https://doi.org/10.3390/ijms23063053
https://doi.org/10.1016/j.jhazmat.2021.127236
https://doi.org/10.1016/j.scitotenv.2022.156004

Pizzo F, Benfenati E

In silico models for repeated-dose toxicity (RTD): prediction of the noobserved adverse effect level (NOAEL) and
lowest observed adverse effect level (LOAEL).

Methods in Molecular Biology 2425. (2022) 163-176. Benfenati E (Ed.). In silico Methods for Predicting Drug
Toxicity. Second Edition. Springer, New York, USA

Roncaglioni A, Lombardo A, Benfenati A
The VEGAHUB platform: the philisophy and the tools
ATLA, 50 (2022). https://doi.org/10.1177/02611929221090530. IF 2.438

Selvestrel G, Lavado GJ, Toropova AP, Toropov AA, Gadaleta D, Marzo M, Baderna D, Benfenati E.
Monte Carlo Models for Sub-Chronic Repeated-Dose Toxicity: Systemic and Organ-Specific Toxicity.
International Journal of Molecular Sciences, 23(2022) 6615. h : i.ora/10. ijms2312661

Tetko IV, Klambauer G, Clevert D-A, Shah I, Benfenati E
Artificial Intelligence Meets Toxicology

Chemical Research in Toxicology 2022 35, 1289-1290. DOI: 10.1021/acs.chemrestox.2c00196

Toropov AA, Di Nicola MR, Toropova AP, Roncaglioni A, Carnesecchi E, Kramer NI, Williams AJ, Ortiz-Santaliestra
ME, Benfenati E, Dorne JLCM,

A regression-based QSAR-model to predict acute toxicity of aromatic chemicals in tadpoles of the Japanese brown
frog (Rana japonica): Calibration, validation, and future developments to support risk assessment of chemicals in
amphibians,

Science of The Total Environment, 830 (2022) 154795, ISSN 0048-9697,
https://doi.org/10.1016/j.scitotenv.2022.154795. Ij 7.96 (2020)

Toropova AP, Toropov AA, Lombardo A, Lavado G, Benfenati E
Paradox of ‘ideal correlations’: improved model for air half-life of persistent organic pollutants

Environmental Technology, 43:16, (2022) 2510-2515, DOI: 10.1080/09593330.2021.1882588

Toropova AP, Toropov AA, Roncaglioni A, Benfenati E
The system of self-consistent models for vapour pressure

Chemical Physics Letters 790 (2022) 139354. https://doi.org/10.1016/j.cplett.2022.139354

Toropova AP, Toropov AA, Roncaglioni A, Benfenati E

Monte Carlo technique to study the adsorption affinity of azo dyes by applying new statistical criteria of the
predictive potential, SAR and QSAR in Environmental Research, (2022) DOI: 10.1080/1062936X.2022.2104369

Toropova AP, Toropov AA, Vigano EL, Colombo E, Roncaglioni A, Benfenati E
Carcinogenicity prediction using the index of ideality of correlation

SAR and QSAR in Environmental Research, 33:6 (2022), 419-428, DOI: 10.1080/1062936X.2022.2076736

Vigano EL, Colombo E, Raitano G, Manganaro A, Sommovigo A, Dorne JLC, Benfenati E. Virtual Extensive Read-
Across: A New Open-Access Software for Chemical Read-Across and Its Application to the Carcinogenicity
Assessment of Botanicals. Molecules. 2022 Oct 5;27(19):6605. doi: 10.3390/molecules27196605.

Zare Jeddi M, Hopf NB, Louro H, Viegas S, Galea KS, Pasanen-Kase R, Santonen T, Mustieles V, Fernandez MF,
Verhagen H, Bopp SK, Antignac JP, David A, Mol H, Barouki R, Audouze K, Duca R-C, Fantke P, Scheepers P, Ghosh
M, Van Nieuwenhuyse A, Lobo Vicente J, Trier X, Rambaud L, Fillol C, Denys S, Conrad A, Kolossa-Gehring M, Paini
A, Arnot J, Schulze F, Jones K, Sepai O, Ali I, Brennan L, Benfenati E, Cubadda F, Mantovani A, Bartonova A,
Connolly A, Slobodnik J, Bruinen de Bruin Y, van Klaveren J, Palmen N, Dirven H, Husgy T, Thomsen C, Virgolino A,
ROo6sli M, Gant T, von Goetz N, Bessems ]

Developing human biomonitoring as a 21st century toolbox within the European exposure science strategy
2020-2030,

Environment International, 168 (2022) 107476, https://doi.org/10.1016/j.envint.2022.107476.

2021

Baderna D, Faoro R, Selvestrel G, Troise A, Luciani D, Andres S, Benfenati E

Defining the Human-Biota Thresholds of Toxicological Concern for Organic Chemicals in Freshwater: The Proposed
Strategy of the LIFE VERMEER Project Using VEGA Tools
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https://doi.org/10.1177/02611929221090530
https://doi.org/10.3390/ijms23126615
https://doi.org/10.1016/j.scitotenv.2022.154795
https://doi.org/10.1080/09593330.2021.1882588
https://doi.org/10.1080/1062936X.2022.2104369
https://doi.org/10.1080/1062936X.2022.2076736
https://pubmed.ncbi.nlm.nih.gov/?term=Baderna+D&cauthor_id=33808128
https://pubmed.ncbi.nlm.nih.gov/33808128/#affiliation-1
https://pubmed.ncbi.nlm.nih.gov/?term=Faoro+R&cauthor_id=33808128
https://pubmed.ncbi.nlm.nih.gov/33808128/#affiliation-1
https://pubmed.ncbi.nlm.nih.gov/?term=Selvestrel+G&cauthor_id=33808128
https://pubmed.ncbi.nlm.nih.gov/?term=Troise+A&cauthor_id=33808128
https://pubmed.ncbi.nlm.nih.gov/?term=Luciani+D&cauthor_id=33808128
https://pubmed.ncbi.nlm.nih.gov/?term=Andres+S&cauthor_id=33808128
https://pubmed.ncbi.nlm.nih.gov/?term=Benfenati+E&cauthor_id=33808128

Molecules. 2021 Mar 30;26(7):1928. doi: 10.3390/molecules26071928. IF 4.148

Dorne JLCM, Richardson J, Livaniou A, Carnesecchi E, Ceriani L, Baldin R, Kovarich S, Pavan M, Saouter E, Biganzoli
F, Pasinato L, Zare Jeddi M, Robinson TP, Kass GEN, Liem AKD, Toropov AA, Toropova AP, Yang C, Tarkhov A,
Georgiadis N, Di Nicola MR, Mostrag A, Verhagen H, Roncaglioni A, Benfenati E, Bassan A,

EFSA’s OpenFoodTox: An open source toxicological database on chemicals in food and feed and its future
developments,

Environment International, 146, 2021, 106293, ISSN 0160-4120, https://doi.org/10.1016/j.envint.2020.106293. IF
9.621

EFSA Scientific Committee, More SJ, Bampidis V, Benford D, Hougaard Bennekou S, Bragard C, Halldorsson TI,
Herndndez-Jerez AF, Koutsoumanis K, Naegeli H, Schlatter JR, Silano V, Saxmose Nielsen S, Schrenk D, Turck D,

Younes M, Benfenati E, Castle L, Cederareen N, Hardy A, Laskowski R, Leblanc JC, Kortenkamp A, Ragas A,
Posthuma L, Svendsen C, Solecki R, Testai E, Dujardin B, Kass GEN, Manini P, Zare Jeddi M, Dorne JLCM, Hogstrand

| risk

exposure to multiple chemicals
EFSA Journal, 2021. https://doi.ora/10.2903/j.efsa.2021.7033

Escher SE, Aguayo-Orozco A, Benfenati E, Bitsch A, Braunbeck T, Brotzmann K, Bois F, van der Burg B, Castel J,
Exner T, Gadaleta D, Gardner I, Goldmann D, Hatley O, Golbamaki N, Graepel R, Jennings P, Limonciel A, Long A,
Maclennan R, Mombelli E, Norinder U, Jain S, Santos Capinha L, Taboureau OT, Tolosa L, Vrijenhoek NG, van Vugt-
Lussenburg BMA, Walker P, van de Water B, Wehr M, White A, Zdrazil B, Fisher C

Integrate mechanistic evidence from new approach methodologies (NAMs) into a read-across assessment to
characterise trends in shared mode of action

Toxicology in Vitro, 79, 2022, 105269, ISSN 0887-2333, https://doi.org/10.1016/]j.tiv.2021.105269. IF 3.18 (2020)

Gadaleta D, Benfenati E
A descriptor-based analysis to highlight the mechanistic rationale of mutagenicity
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in: Roli F, Kittler J (Eds.), Proc. 2nd Int. Workshop on Multiple Classifier Systems, Cambridge, UK, July 2-4, 2001,
MCS 2001, LNCS vol. 2096, Springer-Verlag GmbH, Berlin, Germany (2001), 126-135

Renners I, Grauel A, Ludwig L A, Benfenati E, Pelagatti S, Robert D, Carbo-Dorca R, Girones X
Modeling toxicity with molecular descriptors and similarity measures via B-spline networks

in: Information Processing Management Uncertainty in Knowledge-Based Systems, 8th. Int. Conf., Madrid, July 3-7,
2000, vol. IT

Gini G, Benfenati E, Boley D
Clustering and classification techniques to assess aquatic toxicity

in: Knowledge-based intelligent engineering system & allied technologies, 4th. Int. Conference, Brighton UK, 30
Aug.-1 Sept., Institute Electrical Electronics Engineers, Piscataway NJ (2000), 166-172

Gini G, Balestri M, Benfenati E, Pelagatti S
Prediction of ecotoxicity of pesticides: Comparison of multivariate analysis, neural networks, and classifiers
in: Artificial Intelligence and Mathematics, Sixt Int: Symp. Fort Lauderdale, FL, Jan. 5-7, 2000.

http://rutcor.rutgers.edu/-amai/top.html

Benfenati E, Pelagatti S, Grasso P, Gini G
COMET: the approach of a project in evaluating toxicity

in: Predictive Toxicology of Chemicals: Experiences and Impact of Al Tools, Papers from 1999 AAAI Spring
Symposium, Stanford, March 22-24, 1999, The AAAI Press, Menlo Park CA, USA (1999), 40-43

Darvas F, Papp A, Allerdyce A, Benfenati E, Gini G, Tichy M, Sobb N, Citti A

Overview of different artificial intelligence approaches combined with a deductive logic-based expert system for
predicting chemical toxicity
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in: Predictive Toxicology of Chemicals: Experiences and Impact of Al Tools, Papers from 1999 AAAI Spring
Symposium, Stanford, March 22-24, 1999, The AAAI Press, Menlo Park CA, USA (1999), 94-99

Gini G, Benfenati E
What experiments are suitable to access the prediction of toxic effects of chemicals?

in: Artificial Intelligence, Sixth Int. Joint Conference, Workshop on EMP Empirical AI Achim Hoffman, Stockholm,
Sweden, Jul. 31-Aug: 6, 1999

Gini G, Benfenati E, Grasso P, Lorenzini M
Predictive toxicology results integrating different AI paradigms: the carcinogenicity case

in: Intelligent Industrial Automation-IIA'99, Soft Computing-SOCQ'99, Proc. third Int. ICSC Symp., Genova, June 1-
4, ICSC, Canada/Switzerland (1999)

Fanelli R, Mariani G, Fattore E, Benfenati E
Dioxin concentrations in the atmosphere over Seveso
in: Ballarin-Denti A (Ed.), Chemistry, Man and Environment. The Seveso Accident 20 years on: Monitoring,

Epidemiology and Remediation, Proc. Int. Meeting, Milan, Italy, October 21-22, 1996, Elsevier Science Ltd,
Amsterdam, The Netherlands (1999), 127-137

Fattore E, Benfenati E, Mariani G, Guzzi A, Mangiapan S, Fanelli R
Air levels of dioxins at Seveso: Patterns and sources

in: Dioxin '99, 19th. Int. Symp. on Halogenated Environmental Organic Pollutants and POPs, Venezia, 12-17 sett.
1999, Emmezeta Congressi, Milano (1999), 315-318

Benfenati E, Pierucci P, Fanelli R, Preiss A, Levsen K
Quantitation of nonylphenols in an industrial textile effluent using GCMS and LC-NMR

in: Dioxin '99, 19th. Int. Symp. on Halogenated Environmental Organic Pollutants and POPs, Venezia, 12-17 sett.
1999, Emmezeta Congressi, Milano (1999), 55-58

Gini G, Lorenzini M, Vittore A, Benfenati E, Grasso P
Some results for the prediction of carcinogenicity using hybrid systems

in: Predictive Toxicology of Chemicals: Experiences and Impact of Al Tools, Papers from 1999 AAAI Spring
Symposium, Stanford, March 22-24, 1999, The AAAI Press, Menlo Park CA, USA (1999), 139-143

Fattore E, Mariani G, Guzzi A, Di Guardo A, Benfenati E, Lodi M, Fanelli R
Air dioxin concentrations in Seveso area

in: Halogenated Environmental Organic Pollutants, 18th. Symp., Stockholm, Sweden, August 17-21, 1998

Levsen K, Buscher W, Peters R, Benfenati E
Development of new instrumental metyhods for on-site monitoring of industrial waste water

in: Waste water treatment and monitoring, abatement of emissions to the atmosphere, cleaner technologies,
European Workshop environmental technologies; Cranfield University, Cranfield UK (1998), 73-76

Benfenati E, Barcel6 D, Johnson I, Galassi S, Levsen K
Protocol for the evaluation of residues in industrial contaminated liquid effluents (PERICLES)

in: Waste water treatment and monitoring, abatement of emissions to the atmosphere, cleaner technologies,
European Workshop environmental technologies, Cranfield University, Cranfield UK (1998), 79-83

Benfenati E
Protocol for the evaluation of residues in industrial contaminated liquid effluents - PERICLES

in: European Workshop on environmental technologies 1996, Copenhagen (DK), November 13-15, 1996, Carthaus J
F, Bonn (1997), 165-174

Benfenati E, Mangiapan S, Grasso P, Galassi S, Provini A, Barcel6 D, Terreni M, Pregnolato M, Gini G
Biodegradation of pesticides in water: Alachlor, a special case

in: Environmental workshop on on-line monitoring of micropollutants in aquatic systems, Report EUR 16758 EN,
European Commission, Bruxelles (1996), 47-53

Benfenati E, Barceld D, Johnson I, Galassi S, Levsen K
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Protocol for the evaluation of residues in industrial contaminated liquid effluents - PERICLES

in: Environmental technologies, European workshop 1996, GFA, Hennef, Denmark (1996), 167-174

Benfenati E, Facchini G, Carezzi F, Fanelli R
Mass spectrometry for quality control of groundwater pollution from landfills
in: Reichard E G, Zapponi G A (Eds.), Assessing and Managing Health Risks from Drinking Water

Contamination: Approaches and Applications, Proc. 1st Int. Symp., Rome, Italy, Sept. 13-17, 1994, IAHS Press,
233, Wallingford, UK (1995), 311-313

Benfenati E, Mangiapan S, Terreni M, Vassalli O, Grasso P, Galassi S, Provini A
Mass spectrometric studies of the metabolism of alachlor and metolachlor in water
in: Reichard E G, Zapponi G A (Eds.), Assessing and Managing Health Risks from Drinking Water

Contamination: Approaches and Applications, Proc. 1st Int. Symp., Rome, Italy, Sept. 13-17, 1994, IAHS Press,
233, Wallingford, UK (1995), 324-326

Van Loosdrecht M, Barceldé D, Benfenati E, Bianchedi R, Coccagna L, Fernex F, Maslejova A, Ramadori R, Rindone B,
Sipos L

Urban and industrial waste water

in: Depollution planning of mediterranean sea. Recommendations for a sound policy, S.Miniato (Pisa), Oct. 22-24,
1992, CNR, Roma (1992), 17-27

Benfenati E, Chen S, Fanelli R, Icardi G
Synthesis of a deuterated analog of Leu-enkephalin for FAB quantitative analysis

in: Proc. 36th ASMS Conference on Mass Spectrometry and Allied Topics, San Francisco, California, June 5-10, 1988,
417-418

Davoli E, Mariani G, Benfenati E, Fanelli R
HRGC-MS measurement of plasma nicotine levels after smoking or chewing nicotine gums

in: Proc. 36th ASMS Conference on Mass Spectrometry and Allied Topics, San Francisco, California, June 5-10, 1988,
1022-1023

Benfenati E, Bettazzoli L, Chen S, De Bellis G, Fanelli R, Pege G
Quantitative analysis of lysophosphatidylserine (LPS) by FAB-MS

in: Proc. 36th ASMS Conference on Mass Spectrometry and Allied Topics, San Francisco, California, June 5-10, 1988,
873-874

Benfenati E, Bettazzoli L, Davoli E, Gavinelli M, Macconi D, Noris M
Mass spectrometric analysis of platelet activating factor (PAF) in mouse urine

in: Proc. 36th ASMS Conference on Mass Spectrometry and Allied Topics, San Francisco, California, June 5-10, 1988,
871-872

Valcavi U, Bosone E, Farina P, Castelli M G, Chiabrando C, Benfenati E
Identification of urinary metabolism of 9-hydroxy-19,20-bis-nor-prostanoic acid (rosaprostol)

in: Todd J FJ (Ed.), Advances in mass spectrometry 1985 - Part B: Proc. 10th int. mass spectrometry conf.,
Swansea, UK, September 9-13, 1985, John Wiley & Sons, Chichester, UK (1986), 707-708

Benfenati E, Cazzola D, Carlucci G, Manna L, Fanelli R, Airoldi L

Electron impact mass spectra of fluoroacyl derivatives of some diarylamines and their quantitative analysis in rubber
industry workers' urine

in: Todd J F J (Ed.), Advances in mass spectrometry 1985 - Part B: Proc. 10th int. mass spectrometry conf.,
Swansea, UK, September 9-13, 1985, John Wiley & Sons, Chichester, UK (1986), 1273-1274

Books edited:

Benfenati E (Ed.)
In silico Methods for Predicting Drug Toxicity. Second Edition.
Springer, New York, USA (2022), pp 1-680.

WWWw.ema.europa.eu
23/02/2024 Classified as public by the European Medicines Agency Page 52 of 55



Benfenati E (Ed.)
In silico Methods for Predicting Drug Toxicity
Springer, New York, USA (2016), pp 1-483.

Benfenati E (Ed.)
Quantitative Structure-Activity Relationships (QSAR) for Pesticide Regulatory Purposes

Elsevier Science Ltd, Amsterdam, The Netherlands (2007)

Lépez J A, Benfenati E, Dubitzky W (Eds.)
Knowledge Exploration in Life Science Informatics: Int. Symp. KELSI 2004., Milan, Italy, November 25-26, 2004
LNCS vol. 3303, Springer-Verlag GmbH, Berlin, Germany (2004)

PrOJeCtS EU funded projects

as coordinator:

1. Strengthen OpenFoodTox development for the Evaluation and Risk Assessment of substances (sOFT-
ERA). EFSA funded project: OC/EFSA/iDATA/2022/02, 2022-2026.
2. Concerting experimental data and in silico models for REACH (LIFE CONCERT REACH). LIFE17
GIE/IT/000461. 2018-2022.
. Further development and update of EFSA’s Chemical Hazards (OptiTox). OC/EFSA/SCER/2018/01.2018-
2022.
4. Integrating VEGA, toxRead, MERLIN-Expo and ERICA in a platform for risk assessment and substitution for
risky substances (LIFE-VERMEER), LIFE16ENV/IT7000167, 2017-2022.
. Promoting the use of in silico methods in industry (LIFE PROSIL), LIFE12 ENV/IT/000154, 2013-2016.
. Research assistance on the development of in silico tools for human and ecological risk assessment of
chemicals. EFSA Contract NP/EFSA/AFSCO/2016/01, 2016.
. Chemical Assessment according to Legislation Enhancing the In silico DOcumentation and Safe use
(CALEIDOS), LIFE11 ENV/IT/000295, 2013-2015.
8. ToxBank: Supporting Integrated Data Analysis and Servicing of Alternative Testing Methods in Toxicology
(TOXBANK), 267042, 2011-2015.
9. Alternative Non-Testing methods Assessed for REACH Substances (ANTARES), LIFE0O8 ENV/IT/000435,
2010-2012
10. Organising dissemination on Results of projects on Chemical Evaluation, Spreading Techniques for Risk
Assessment (ORCHESTRA), 226521, 2009-2012
11. Development of Freely Available Predictive Models Based on Simple Chemical Descriptors
(CHEMPREDICT), MIF1-CT-2006-039036, 2007-2010
12. Computer Assisted Evaluation of industrial chemical Substances According to Regulations (CAESAR),
022674 (SSPI), 2006-2009
13. Structure-activity relationships leading experts in mutagencity and carcinogenicity (SCARLET), SP5A-CT-
2007-044166, 2007-2008
14. Research on Animal and In-vitro studies and Numerical methods: Bridging Opportunities through a
Workshop (RAINBOW), LSSB-CT-2005-018695, 2006-2007
15. Development of Environmental Modules for Evaluation of Toxicity of pesticide Residues in Agriculture
(DEMETRA), QLK5-CT-2002-00691, 2003-2006
16. Validation of selected, non-commercial (Q)SAR models for estrogen receptor and androgen receptor
binding. European Commission, JRC. CCR.IHCP.C43041.X0. 2005.
17. Intelligent Modeling Algorithms for the General Evaluation of Toxicity (IMAGETOX), HPRN-CT-1999-
00015, 2000-2004
18. COmputerized Molecular Evaluation of Toxicity (COMET), PL970802, 1998-2001
19. Development and validation of immunoanalytical methods for the determination of plant protection
products and related compounds (ERBIC15CT960802)
20. Protocol for the Evaluation of Residues in Industrial Contaminated Liquid EffluentS (PERICLES), ENV4-
CT95-0021, 1996-1999
21. Development of multiresidue HPLC method for the determination of environmentally important pesticides
in water, CIPD 925097, 1993-1996
22. Analysis of pesticides and their degradation products - An integrated study, EV5V-CT92-0061, 1992-1995

w

o un

~N

as participant:

1. PollinERA - Understanding pesticide-Pollinator interactions to support EU Environmental Risk Assessment
and policy (Horizon project 101135005 - GAP-101135005 ). 2024-2027

2. PARC - Partnership for the Assessment of Risks from Chemicals. Horizon project. 2022-2029. Grant
agreement 101057014.

3. Nanoparticle emissions from the transport sectors (nPETS). H2020. 2021-2024. Grant agreement ID:
954377. 2021-2024.

4. Ontology-driven and artificial intelligence- of based repeated dose toxicity testing chemicals for next
generation risk assessment (ONTOX). H2020-963845. 2021-2025.

5. Prioritisation and Risk Evaluation of Medicines in the EnviRonment (PREMIER). IMI2 JU. 2020-2026.

6. Advance machine learning for Innovative Drug Discovery (AIDD). H2020. 2020-2024.

7. An iterative strategy of testing systems for identification of EDs related to metabolic disorders (OBERON).
H2020, SC1-BHC. 825712, 2019-2023.

8. In3. An integrated interdisciplinary approach to animal-free chemical and nanomaterial safety
assessment. H2020- 721975. 2017-2021.

9. COMputational tool for the assessment and substitution of Biocidal Active substanceS of Ecotoxicological
concern (LIFE-COMBASE), LIFE15 ENV/ES/000416.

10. An integrated European “flagship” program driving mechanism-based toxicity testing and risk assessment
for the 215t century (EU-ToxRisk). H2020- 681002. 2016-2021.

11. Design of polyPEPTIdes diblock copolymers as emulsifiers to produce safe, controlled and reliable novel
stimuli-responsive nanoCAPSules for skin care applications (PEPTICAPS), H2020-NMP-PILOTS-2015,
686141, 2015-2018.

12. a LOW environmental impact BRAke SYStem (LOWBRASYS), H2020-MG-2014-2015, 636592, 2015-2018.

13. InREACH: protecting health and environment by streamlining REACH compliance check at European
Economic Area import stage (InREACH), LIFE13 ENV/IT/000849, 2014-2017

14. Cementitious brake control (COBRA), LIFE13 ENV/IT/000492, 2014-2018
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15. Endocrine Disruptors in silico/in vitro Evaluation and Substitution for Industrial Applications (EDESIA),
LIFE2012 000633, 2013-2015

16. Predicting toxicology of engineered nanoparticles (PreNanoTox), 309666, 2013-2015

17. Modelling properties, interactions, toxicity and environmental behaviour of engineered nanoparticles
(NanoPUZZLES), 309837, 2013-2015

18. Building bridges between specialists in computational and empirical risk assessment of engineered
nanomaterials (NanoBRIDGES), PIRSES-GA-2011-295128, 2012-2014

19. Risk-based management of chemicals and products in a circular economy at a global scale (RISKCYCLE),
226552, 2010-2012

20. Optimized Strategies for Risk Assessment of Industrial Chemicals based on Intelligent Combinations of
Non-Test and Test Information (OSIRIS), 037017 (GOCE), 2007-2011

21. Grid services based environment to enable innovative research (CHEMOMENTUM), FP6-2005-IST-5-
033437, 2006-2008

22. Chemical Food Safety Network for the enlarging Europe (SAFEFOODNET), FOOD-CT-2004-513988, 2005-
2007

23. Chemicals as contaminants in the food chain: a network of excellence for research, risk assessment and
education (CASCADE), FOOD-CT-2004-506319, 2004-2009

24. Harmonised environmental indicators for pesticide risk (HAIR), SSPE-CT-2003-501997, 2004-2007

25. Concerted Action to develop a European Framework for probabilistic risk assessment of the environmental
impacts of pesticides (EUFRAM), QLK5- CT-2002-01346, 2003-2006

26. Environmental Agent Susceptibility Assessment utilising existing and novel biomarkers as Rapid non-
Invasive testing methods (EASYRING), QLK4-CT-2002-02286, 2003-2005

27. Open Computing GRID for Molecular Science and Engineering (OpenMolGRID), IST-2001-37238, 2002-
2005

28. Knowledge and exploitation in science and technology (COST 282), 2001-2005

29. Fate and toxicity of allelochemicals (natural plant toxins) in relation to environment and consumer
(FATEALLCHEM), QLRT-2000-01967, 2001-2004

30. Multichannel electrochemical biosensor for rapid food safety monitoring (MEBFOOD), IC15-CT98-0910,
1998-2001

31. Development of new instrumental methods for on-site monitoring of industrial wastewater, ENV4-CT95-
0020, 1996-1999

32. Certification of PCDD/PCDF in soils, MAT1 CT930045, 1995-1996

33. Development of second-generation expert systems for environmental toxicology, CP 1029, 1995-1998.

34. Polychlorinated dibenzo(p)dioxins and dibenzofurans in municipal waste incinerator fly ash, Certification of
CRM 490, BCR project, 1986-1994

Other international projects, as coordinator

e toDIVINE, “to optimize Databases and Innovative Virtual models: Integrating Non-testing methods for
Environmental properties”. Project funded by the German UBA, 2017-2019.

e JANUS, “Joining environmental, ecotoxicological and toxicological Assessment of chemical substances with
Non-testing methods within a Unified Screening”. Project funded by the German UBA, 2016-2018.

¢ PROMETHEUS, PRioritization Of chemicals: a METHodology Embracing PBT parameters into a Unified
Strategy. Project funded by the German UBA, 2013-2015.

e Validation of Selected, Non - Commercial (Q)SAR Models for Estrogen Receptor and Androgen Receptor
Binding. Project funded by the JRC. 2005.

e NATO project on “Molecular descriptors and advanced computing in carcinogenicity prediction”, 1998-2000

e "Mass spectrometry in the analysis of phospholipids ", a bilateral two-year project funded by CNR
(Consiglio Nazionale delle Ricerche), Rome, Italy, and University of Colorado Denver, Denver CO, U.S.A.,
1989-1990

e "Study on cardiac metabolism by mass spectrometry and NMR", a bilateral three-year project funded by
CNR (Consiglio Nazionale delle Ricerche), Rome, Italy, and Stanford University School of Medicine,
Stanford CA, U.S.A., 1985-1987

National projects, as coordinator

e Evaluation of alternatives to PFAS. Bibliographic search, and in silico modelling of candidate substitutes of
PFAS. Project funded by the Ministero dell'’Ambiente, della Tutela del Territorio e del Mare (MATTM), Rome,
Italy, 2018.

e Development of a general method to identify candidate substances for substitution of CMR. Project funded
by Istituto Superiore di Sanita, Rome, Italy, 2018.

e Working group on QSAR models for REACH. Project funded by Istituto Superiore di Sanita, Rome, Italy,
2012-2013.

Membershlps 2010 - 2022 Member of the External Science Advisory Panel of CEFIC, the European Chemical Industry Council,

Brussels, Belgium.

2015 - 2017 Member of the Working Group on Weight of Evidence of the European Food Safety Authority, Parma,
Italy

2017 - current, Member of the Advisory Group on Molecular Screening and Toxicogenomics (EAGMST) of the OECD,
Paris, France.

2017 - 2019 Member of the Working Group on Chemical Mixtures of the European Food Safety Authority, Parma,
Italy

2019 - current, Member of the Cross Cutting Working Group on Chemical Mixtures of the European Food Safety
Authority, Parma, Italy

2019 - 2020, Member of the Working Group on Food Contact Materials of the European Food Safety Authority,
Parma, Italy

2021-current. Member of the Working Group on Botanicals of the European Food Safety Authority, Parma, Italy
2022-current. External expert of the Scientific Committee on the Consumers Safety of the European Commission.
2022-current. Member of the Working Group on Read-across of the European Food Safety Authority, Parma, Italy

2022-current. Member of the Working Group on NAMS for pesticide metabolites of the European Food Safety
Authority, Parma, Italy

E. Benfenati is in the editorial board of the scientific journals:

e o ALTEX

e o BMC Chemistry

e e Toxics
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¢ Journal of Environmental Science and Health, Part C

e Cosmetic Technology

e Review Editor in Frontiers in Pharmacology - section Experimental Pharmacology and Drug Discovery
e Review Editor in Frontiers in Pharmacology - section Predictive Toxicology

Other Relevant Information
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