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Simone Brogi

17, via Cialdini, 53021, Abbadia San Salvatore (Siena), Italia

Home:+390577779568 Mobile:+393387982249

simone.brogi@unipi.it simonebrogi1976@hotmail.com simone.brogi@pec.it
brogi32@unisi.it

http://www.simonebrogi1976.it

[talian
13/09/1976

male

01/02/2019-to date
Senior Researcher (RTD_B L.240/2010 SSD: Pharmacology BIO/14)

Head of in silico Pharmacology and Toxicology Unit.

University of Pisa — Dept. of Pharmacy
Via Bonanno 6 - 56125 Pisa (ltaly)

Pharmacology

11/05/2018-31/01/2019
Research Fellow

Responsible for the computational part of the project “Bioinformatics studies on innovative targets for developing

new natural product-based drugs” with scientific advisor Prof. Ettore Novellino.

University of Naples “Federico II” — Dept. of Pharmacy
Via D. Montesano 49 — 80131 Napoli (ltaly)

Medicinal Chemistry

01/06/2012-30/04/2018
Research Fellow

Head of Molecular Modeling Unit at Department of Biotechnology, Chemistry and Pharmacy in the research
group directed by Prof. Giuseppe Campiani

University of Siena —Dept. Biotechnology, Chemistry and Pharmacy
Via A. Moro 2 - 53100 Siena (Italy)

Medicinal Chemistry

01/04/2011-31/03/2012
Post-Doctoral Research Fellow

Responsible of the Molecular Modeling Unit at Department of Pharmaceutical and Applied Chemistry in the
research group directed by Prof. Giuseppe Campiani

University of Siena — Dept. Pharmaceutical and Applied Chemistry
Via A. Moro 2 - 53100 Siena (ltaly)

Medicinal Chemistry

For more information go to http://www.simonebrogi1976.it
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01/05/2011-31/06/2011
Internship (Drug Design Unit Medicinal Chemistry Department)

Siena Biotech S.p.A. Strada del Petriccio e Belriguardo 35 53100 Siena

Pharmaceutical Industry

01/06/2006-01/11/2006
Pharmaceutical Sales Representative

Psoriasis Organization S.r.I.
Zona industriale Settevene, Nepi (VT) (Italia)

Pharmaceutical Industry
01/06/2006-01/11/2006

01/10/2007-30/09/2010
Ph.D. in Pharmaceutical Sciences (XXIII Cycle)

Computational Approaches in Drug Discovery Advisor: Prof. Andrea Tafi
Computational Chemistry, Drug Design, Drug Discovery, Molecular Modeling, Lead Discovery and

Lead Optimization

University of Siena — Dept. Pharmaceutical and Applied Chemistry
Via A. Moro 2 - 53100 Siena (Italy)

20/01/2007-20/01/2008
M.Sc. (Second Level Master) in Drug Design and Synthesis

Molecular Modeling, Advanced Chemical Synthesis, Drug Design, Drug Discovery

University of Siena — Dept. Pharmaceutical and Applied Chemistry
Via A. Moro 2 - 53100 Siena (Italy)

01/07/2006-20/07/2006
Professional Qualification in Biology

Biological and Genetic Processes

University of Siena

03/10/1996-28/09/2005
Master’s Degree (Italian “Laurea”) in Biological Sciences

Ricerca di modificatori della non-disgiunzione e drive meiotico nei maschi di Drosophila Melanogaster Advisor:
Prof. Leonard Gilbert Robbins; Co-Advisor: Dr. Massimo Belloni.
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Genetic, Molecular Genetic, Molecular and Cellular Biology, Evolutionary Biology, Microbiology, Molecular
Pathology, Biochemistry, Bioinformatics, Developmental Biology.

University of Siena

“Dottore Magistrale” (5-years long Master's Degree)
109/110

13/09/1991-04/07/1995
High School Diploma with Specialization in Chemistry

Inorganic and Organic Chemistry, Microbiology, Biochemistry, Physical Chemistry

I.T.I.S. “A. Avogadro”
Via case nuove, 53021 Abbadia San Salvatore (ltalia)

42/60

[talian
English, French

Listening Speaking Writing

Listening Reading Spoken interaction Spoken production

C2| Proficient User |C2 | Proficient User |C2| Proficient User |C2| Proficient User |C2 | Proficient User

A1 Basic User A Basic User A1

o

Basic User |A1 Basic User A1 Basic User

From 2009 to 2014 voluntary clowns for the non-governmental organization onlus V.I.P. “ViviamolnPositivo” in
Siena http://www.vipsiena.it/

Operational Center: Via Cristalliera, 25 — 10139 Torino

Legal Center: Via Pacchiotti, 79 - 10146 Torino Tel 011.198.36.557

CF: 97623990013 - PI: 08577420014

E-Mail: viviamoinpositivo@gmail.com

Communication and interpersonal skills (acquired from the interaction with others throughout

academic, professional and personal life)

Optimal ability to speak in public (developed along the presentation of lectures and group works at

the graduate studies)

Good experience in working with a variety of different people and coping with different types of personalities. |
also have good abilities in time management and scheduling skills.

Good experience in the management and targeting of research projects and layout of scientific publications
acquired during my works in the laboratories of research

For more information go to http://www.simonebrogi1976.it




Technical skills and
competences

Over 10 years of experience in applying the knowledge of molecular modeling to solve problems inherent to
medicinal chemistry research.

Strong organizational skills.
Excellent communication skills (both written and oral) and attention to details.
Proven ability to handle multiple projects simultaneously.

Proven experience in document generation, including writing, experimental methods, methods validation and
computational reports, documents for patents and proposal submissions, and manuscripts for scientific journals.

Expertise in “in-silico” drug discovery and optimization.

Superb understanding of computational approaches used in medicinal chemistry research.

Strong familiarity with mathematical modelling.

Expertise in the retrieval and analysis of relevant literature, and proficiency in presenting a case.

90 published articles in scientific journals with relevant impact factor (h-index = 23). Two book chapters, one
ebook and one patent.

Excellent Knowledge in molecular biology, molecular genetics and biochemistry.

Sound knowledge of various computational methodologies: pharmacophore modeling, virtual screening, High
throughput Docking (HTD), molecular docking, homology modeling, 3D-QSAR and 3D-QSSR models, molecular
dynamics, QW/MM calculations, in-silico prediction of ADME+T properties.

Expertise in GPU calculation by means of CUDA technology applied to Molecular Dynamics software.

National Scientific Habilitation (ASN 2016) as Associate Professor in Medicinal, Toxicological and Nutritional
Chemistry and Applied Technologies (03/D1) — Medicinal Chemistry (SSD CHIMO08) (2017-2023).
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Computer skills and
competences

Driving licence

Excellent Knowledge of Irix, Unix, Linux (Ubuntu, Red Hat, Debian, Fedora Core) and Windows (XP/Vista/Win7)
Operating System and their applications

Excellent Knowledge of major Office packages (Microsoft Office, Open Office, Wordperfect)

Excellent Knowledge of scientific software:

-Molecular Modelling package software: Maestro Suite Molecular Modelling Environment (Schrédinger),
FORECASTER suite (Molecular forecaster Inc.) Discovery Studio (Accelrys), MOE (CCG), ICM (Molsoft), CLC
Drug Discovery Workbench (CLCbio), OpenEye software (OpenEye), ACDlabs (ACD), Ghemical

-Molecular Docking software: Autodock (The Scripps Research Institute), Gold (CCDC), Glide (Schrddinger).
HADDOCK, Cluspro 2.0, FITTED (Molecular forecaster Inc.)

-Sites of Metabolism prediction software: P450 SOM (Schrddinger)

-3D-QSAR/Pharmacophore Modelling software: Cerius2 and Catalyst (Accelrys), Phase (Schrddinger); Ligand
Scout (inte:ligand)

-Chemiometric software: Grid (Molecular Discovery), Volsurf (Molecular Discovery), Golpe (Multivariate
Infometric Analysis S.r.I)

-Quantomechanical software: Gaussian (Gaussian Inc.), Molden (CMBI), Mopac, Jaguar (Schrodinger)
-Molecular Dynamics software: Amber (UCSF), Desmond (DESRES), NAMD (TCB), GROMACS, RedMD
-Homology Modelling software: Modeller, Prime (Schrodinger), I-TASSER, web-server tools for homology
modelling (CPHmodels, M4T server, swiss model, EasyPred3D, Geno3D, Phyre,3D-jigsaw, FUGUE, Lomets,
Muster, HOMER, RaptorX, HHpred, Sparks, IntFOLD, Robetta, Fobia, Proteus2, @tome2, ProtMod, COMA,
QUARK, PEP-FOLD, PEPstr, BHAGEERATH-H, Protinfo ABCM, PSIiFR, Pudge, SCWRL, YASSPP, efc..)
-Molecular Visualization software: PyMOL (Schrédinger), Chimera (UCSF), VMD (TCB), Yasara, Rasmol, Ligand
Scout (inte:ligand)

-Molecular Editor & Chemical Drawing programs: ChemDraw (CambridgeSoft), Chem Sketch (ACD)

-Excellent knowledge of video editing applications: Windows Movie Maker, Avid Xpress Pro, Virtualdub, DVD
Studio Pro, Video Edit Magic, Avi FreeDV, Wax, VideoMach

-Excellent Knowledge of bicinformatics databases (PDB, Expasy, GO, EMBL-EBI, EC, UniprotKB, bindingDB,
etc.)

-Excellent knowledge of graphic design applications: Adobe Photoshop, GIF movie gear, Paint.net, Serif Photo
Plus, ArcSoft Photoimpression, DAZ studio

-Excellent Knowledge of HTML language, and very good ability in realizing Internet web sites

-Excellent Knowledge in web sites management:

http://www.vipsiena.com non-governmental organization onlus “ViviamolnPositivo” from 2009 to 2014
http://www3.unisi.it/did/master-tfi/ Master di Il Livello in Tecnologie Farmaceutiche Industriali
http://www3.unisi.it/did/ssfo/lhome.htm Scuola di Specializzazione in Farmacia Ospedaliera

http://www.bronaldo.it personal web site from 2009 to 2017

http://www.natsyndrugs.org European Research Centre for Drug Discovery and Development

http://www.simonebrogi1976.it personal web site

| am a holder of an Italian driver license. Category B
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Academic and
Teaching Activity

From February 2019

Teaching activity at University of Pisa (Unimap Simone Brogi)

-Farmacologia Generale (Cod. 031EE) per Laurea Magistrale Ciclo Unico 5 anni in Farmacia (2019-to date)
-Metodi Alternativi alla Sperimentazione Animale in Campo preclinico (Cod. 005EC) per Laurea Magistrale
Ciclo Unico 5 anni in Farmacia (2019-to date)

-Farmacologia, Farmacoterapia e Tossicologia (Cod. 023EE) per Laurea Magistrale Ciclo Unico 5 anni in
Chimica e Tecnologia Farmaceutiche (2019)

-Farmacognosia e Tossicologia (Modulo dell'insegnamento  Farmacologia, Farmacoterapia,
Farmacognosia e Tossicologia Cod. 464EE) per Laurea Magistrale Ciclo Unico 5 anni in Chimica e
Tecnologia Farmaceutiche (2020-to date)

-Nutraceutica e Nutrigenomica (Cod. 003EG) per Corso di Laurea Magistrale in Scienze Della Nutrizione
Umana (2019-todate)

-Capacita Informatiche (CdS F0-SP4) per Scuola di Specializzazione in Farmacia Ospedaliera (2019-to date)
-In silico approaches in Pharmacology and Toxicology per Scuola di dottorato in “SCIENZA DEL FARMACO
E DELLE SOSTANZE BIOATTIVE” (2019)

January 2021
Thesis relator in the thesis entitled “CoVid-19 e potenziali approcci di "drug repurposing”. Area of Expertise:
Pharmacology. Candidate: Rachele Sorce.

January 2021
Thesis co-relator in the thesis entitled “Screening di nuovi modulatori dell'enzima SIRT1”. Area of Expertise:
Pharmacology. Candidate: Rita Garreffa.

September 2020
Thesis relator in the thesis entitled “Utilizzo di Farmaci in Gravidanza, Stato dell'Arte e Nuove Prospettive”. Area
of Expertise: Pharmacology. Candidate: Giada Dello Sbarba.

July 2020
Thesis relator in the thesis entitled “Attuali approcci nutraceutici per il potenziale trattamento del morbo di
Alzheimer”. Area of Expertise: Pharmacology. Candidate: Carlotta Ferrari.

May 2020
Thesis relator in the thesis entitled “Il solfuro di idrogeno nelle patologie oftalmiche: ruolo fisiopatologico e nuove
prospettive terapeutiche”. Area of Expertise: Pharmacology. Candidate: Mariella Speranza.

April 2020
Thesis relator in the thesis entitled “Sigaretta elettronica: davvero cosi innocua”. Area of Expertise:
Toxicology/pharmacology. Candidate: Eleonora Barbieri.

March 2020

Thesis relator in the thesis entitled ‘Regime Dietetico ed efficacia dei nutraceutici nel trattamento delle
problematiche psicofisiche della donna in menopausa”. Area of Expertise: Nutrition/Nutraceuticals. Candidate:
Simona Alfia Sciacca.

July 2019

Thesis relator in the thesis entitled “Valutazione amperometrica del rilascio di H2S e determinazione in silico
delle proprieta chimico-fisiche di una serie di isotiocianati di sintesi”. Area of Expertise: Pharmacology.
Candidate: Cecilia Orlandini.

July 2018

Thesis correlator in the thesis entitled: “Progettazione in silico di nuovi potenziali inibitori Mcl-1 come agenti
antitumorali” Relator: Prof. Stefania Butini. Area of Expertise: Medicinal Chemistry, Molecular Modeling.
Candidate: Emanuele Ancora.

January 2018

Teaching activity at University of Siena within the course “Medicinal Chemistry and Toxicology II” (“Chimica
Farmaceutica e Tossicologica II”) held by Professor Maurizio Anzini. The teaching activity, for the degree course
in Pharmacy (LM-13), consisted in a cycle of lessons and exercitations in “Computational Approaches in
Medicinal Chemistry” (8 hours).

From October 2016

Advisor of PhD student Giulia Chemi (XXXII Cycle of Doctoral School in Chemical and Pharmaceutical Sciences,
University of Siena) for the computational studies within her PhD training. Research Project: “Computer-Aided
Drug Discovery Methodologies for the Identification and Optimization of Bioactive Compounds”. Tutor Prof.
Sandra Gemma. Area of Expertise: Drug Discovery, Molecular Modeling.
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May 2016 - October 2016

Advisor of research fellow Giulia Chemi (University of Siena). Research Project “Progettazione razionale di
potenziali molecole biologicamente attive e selettive verso I'enzima del sistema endocannabinoide FAAH": Area
of Expertise: Drug Discovery, Molecular Modeling.

December 2015 - April 2016

Advisor of research fellow Giulia Chemi (University of Siena). Research Project “Identificazione di composti
biologicamente attivi attraverso metodiche computazionali”: Area of Expertise: Drug Discovery, Molecular
Modeling.

April 2016

Thesis correlator in the thesis entitled: “Studi di modellistica molecolare per l'identificazione di potenziali inibitori
dell'enzima acetilcolinesterasi umana” Relator: Prof. Giuseppe Campiani. Area of Expertise: Drug Discovery,
Molecular Modeling. Candidate: Cesare Turchi.

December 2015

Thesis correlator in the thesis entitled: “Progettazione razionale in silico di ligandi selettivi per il recettore
serotoninergico 5-HT7" Relator: Prof. Giuseppe Campiani. Area of Expertise: Drug Discovery, Molecular
Modeling. Candidate: Filippo Minnella.

October 2015-June 2016

Advisor for the computational studies of PhD student Hajar Sirous-Najafabadi from Isfahan University (Iran)
during her part of research at University of Siena. Research Project: “Design, synthesis and biological evaluation
of novel chemical agents against HIV-1 integrase acting as metal chelating agents”. Area of Expertise: Drug
discovery, Computer-aided drug discovery, Molecular Modeling

April 2015

Thesis correlator in the thesis entitled: “Sviluppo ed applicazione di un protocollo computazionale per I'analisi e
la predizione dell'attivita antiprionica” Relator: Prof. Giuseppe Campiani. Area of Expertise: Drug Discovery,
Molecular Modeling. Candidate: Giulia Chemi.

April 2015

Thesis correlator in the thesis entitled: “Identificazione di ligandi selettivi per il recettore ionotropico
glutammatergico GIuK3 attraverso I'utilizzo di metodologie computazionali innovative” Relator: Prof. Giuseppe
Campiani. Area of Expertise: Medicinal Chemistry, Molecular Modeling. Candidate: Michele D’Elia.

December 2014-September 2016
Administrator of the official Facebook page of the Department of Biotechnology, Chemistry and Pharmacy
(University of Siena) https://www.facebook.com/DptBCP

June 2014-July 2016
Elected representative of Research Fellows (Assegnisti di Ricerca) at Department of Biotechnology, Chemistry
and Pharmacy Committee, University of Siena.
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Awards

Bibliometric
Parameters (BP)

Fund Raising on
Competitive Basis
and Research
Cooperation

April 2018

Outstanding reviewer

Computational Biology and Chemistry (Elsevier)
Reviewer recognition page

October 2017

Outstanding reviewer

European Journal of Medicinal Chemistry (Elsevier)
Reviewer recognition page

September 2015

The scientific poster “Design and synthesis of novel PfSUB1 inhibitors”

Gloria Alfano, Simone Brogi, Margherita Brindisi, Michael J. Blackman, Stefania Butini, Sandra
Gemma; XXIII NMMC & 9th NPCF - September 6-9 2015, Salerno (ltaly) has been awarded as best
poster from StepBio srl

April 2015

Outstanding reviewer

Journal of Molecular Graphics and Modelling (Elsevier)
Reviewer recognition page

July 2014

The article “Rational design of the first difluorostatone-based PfSUB1 inhibitors, Bioorg. Med. Chem.
Lett. 2014, 24(15), 3582-3586" has been highlighted as a Feature Article on the Malaria Nexus website
(http://www.malarianexus.com/). Malaria Nexus is Elsevier's Global Malaria Resource: A major hub for
scientists working in all aspects of malaria research

BP of the total number of publications

Number of publications: 94 (90 peer-reviewed articles, one patent, two book chapters and one eBook)
90 papers h index (Scopus/Google Scholar) 23/25

Number of citations (Scopus/Google Scholar) 1404/1683

First author: 19; Senior author: 7; Corresponding author: 14

National Scientific Habilitation (ASN 2016) as Associate Professor in Medicinal, Toxicological and
Nutritional Chemistry and Applied Technologies (03/D1) — Medicinal Chemistry (SSD CHIMO08) (2017-
2023)

Funded Project

2016 Multi-target inhibitors against metalloproteases for developing effective anti-
Mycobacterium drugs

GA2016_087R

Role Principal Investigator (PI) (£ 21,000)

Funder BSAC - British Society for Antimicrobial Chemotherapy

2020 Agenti innovativi e nanosistemi per target molecolari nellambito
dell'oncologia di precisione
PRA_2020_58

Role Research Unit Coordinator (75.460,33 Euros)

Funder University of Pisa “PRA: bando progetti di ricerca di Ateneo 2020-2021"

Contract of Collaboration

2016 — 2020 - Targeting elF4F complex for developing innovative anticancer agents -

The contract was established among:

- University of Strasbourg “Laboratoire d'Innovation Thérapeutique UMR7200” (Dr Laurent Desaubry)
- Gustave Roussy cancer center (Dr Stephan Vagner and Dr Caroline Robert)

- University of Siena “Department of Biotechnology, Chemistry and Pharmacy” (Dr Simone Brogi)
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Research Activity

Dr Brogi is a Senior Researcher at the Department of Pharmacy at University of Pisa, Italy. Dr Brogi is the head of
in silico Pharmacology and Toxicology Unit in the research group directed by Prof. Vincenzo Calderone. The
scientific production of Dr Brogi consists of 90 papers published on international journals (first publication year
2009), one patent, two book chapters and one eBook. Dr Brogi research activity has been mainly focused on
computational approaches in drug discovery with particular attention to lead optimization in terms of
pharmacokinetics properties and metabolic stability. Research activities focusing on the discovery and
optimization of small-molecules as potential antalgic agents, antitumor compounds, and also with therapeutic
potential for the treatment of neurodegenerative, cardiovascular, and parasitic diseases. These interests include
target selection and the rational design of innovative drugs, the application and validation of novel computational
strategies, and the study of important structure-function relationships. On 31 July 2017 Dr Brogi obtained the
ltalian National Scientific Habilitation (ASN 2016) as Associate Professor in Medicinal, Toxicological and
Nutritional Chemistry and Applied Technologies (03/D1; SSD CHIMO8). Dr Brogi operates as reviewer for the
Journal of Medicinal Chemistry, European Journal of Medicinal Chemistry, British Journal of Pharmacology, Drug
Discovery Today, Scientific Reports, Journal of Enzyme Inhibition and Medicinal Chemistry, Antibiotics,
Biomolecules, Journal of Cheminformatics, ChemMedChem, Journal of Advanced Research, Pharmacological
Reports, Journal of Agricultural and Food Chemistry, Bioorganic & Medicinal Chemistry Letters, Computers in
Biology and Medicine, Fundamental & Clinical Pharmacology, Future Medicinal Chemistry, Nanomaterials, PLoS
One, Journal of Computer-Aided Molecular Design, Expert Opinion on Drug Discovery, International Journal of
Environmental Research and Public Health, Journal of Molecular Graphics and Modelling, Molecules, International
Journal of Molecular Sciences, Nutrients, Diagnostics, Mathematics, Applied Sciences, Frontiers in
Pharmacology, Frontiers in Chemistry, Frontiers in Genetics, Frontiers in Microbiology, Frontiers in Immunology,
Frontiers in Neuroscience, Frontiers in Medicine, Frontiers in Molecular Biosciences, Frontiers in Physiology,
Frontiers in Plant Science, Frontiers Cell and Developmental Biology, Journal of Natural Products, Journal of
Theoretical Biology, Computational Biology and Chemistry, Chemical Biology & Drug Design, Food Chemistry,
BMC Pharmacology & Toxicology, European Journal of Plant Pathology, Mini-review in Medicinal Chemistry,
Current Medicinal Chemistry, Current Drug Targets, Current Topics in Medicinal Chemistry, Current
Pharmaceutical Design, Medicinal Chemistry, Medicinal Chemistry Research, RSC Advances, Journal of
Chemistry, ChemistrySelect, Journal of Drug Research and Development, Journal of Systems Biology Research,
Informatics in Medicine Unlocked (IMU), Scientia Pharmaceutica, Journal of Forensic Research and Analysis,
International Journal of Biopharmaceutical Sciences, Modern Approaches in Drug Designing, Virology &
Immunology Journal, and Interdisciplinary Sciences: Computational Life Sciences.

From November 2015 Dr Brogi is Associate Editor of “BMC Pharmacology & Toxicology” (IF 2.103).

From June 2016 Dr Brogi is a member of the Editorial Board of “Journal of Drug Research and Development”.
From September 2016 Dr Brogi is Associate Editor of “Frontiers in Chemistry” (IF 3.782).

From October 2016 Dr Brogi is a member of the Editorial Board of “Pharmacology, Drug Development &
Therapeutics (PDDT)".

From March 2017 Dr Brogi is a member of the Editorial Board of “NESSA Journal of Pharmacy and Pharmacology
(NJPP)".

From May 2017 Dr Brogi is a member of the Editorial Board of “Journal of Addiction Therapy”.

From July 2017 Dr Brogi is a member of the Editorial Board of “International Journal of Biopharmaceutical
Sciences (1JBS)".

From September 2017 Dr Brogi is a member of the Editorial Board of “EC Microbiology”.

From September 2017 Dr Brogi is Associate Editor of “Modern Approaches in Drug Designing (MADD)".

From October 2017 Dr Brogi is Associate Editor of “Virology & Immunology Journal (V13)".

From September 2017 Dr Brogi is a member of the Editorial Board of “International Journal of Innovative Studies
in Medical Sciences (1JISMS)".

On June 2018 Dr Brogi has been selected as Guest Editor of Molecules (IF 3.060) to edit the Special Issue
“Computational Approaches for Drug Discovery”.

On October 2018 Dr Brogi has been selected as Referee for the Ministry of Education, University and Research
(MIUR) PRIN 2017 (Projects of National Interest) program.

From November 2018 Dr Brogi is a member of the Editorial Board of “The Open Medicinal Chemistry Journal”.

On February 2019 Dr Brogi has been selected as Topic Editor of Frontiers in Chemistry (IF 3.782) to edit the
Research Topic “In Silico Methods for Drug Design and Discovery”.

From July 2019 Dr Brogi is a member of the Editorial Board of Computation.

On April 2020 Dr Brogi has been selected as Guest Editor of Computation to edit the Special Issue “Computation
to Fight SARS-CoV-2 (CoVid-19)".

On May 2020 Dr Brogi has been selected as Referee for the Academy of Finland for the call “Special funding for
research into COVID-19 vaccines and pharmaceutical development Academy of Finland, Helsinki (Finland).

On September 2020 Dr Brogi has been selected as Referee from the “Ministero dell'Universita e della Ricerca
Italiano (MURY)” for the evaluation of the projects “Fondo Integrativo Speciale per la Ricerca (FISR) Covid-19".

On September 2020 Dr Brogi has been selected as European commission expert for the evaluation of the 2020
Marie Sklodowska-Curie Individual Fellowships (IF).
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Publications
Patents:

1] PROKINETICIN 1 RECEPTOR AGONISTS AND THEIR USES
Laurent Désaubry, Gunsel Canan Desaubry, Mounia Boulberdaa, Michel Kindo, Andrea Tafi, Simone Brogi, Kyoji
Urayama, Nigel Riberio Pub. No.: WO/2012/084999 International Application No.: PCT/EP2011/073474
http://patentscope.wipo.int/search/en/W02012084999

Peer-reviewed scientific articles:

2] ROLE OF HYDROGEN SULFIDE IN ENDOTHELIAL DYSFUNCTION: PATHOPHYSIOLOGY AND THERAPEUTIC APPROACHES
Valentina Citi, Aima Martelli, Era Gorica, Simone Brogi, Lara Testai, Vincenzo Calderone J. Adv. Res. 2021, 27,
99-113 DOI: 10.1016/j.jare.2020.05.015

3] STRUCTURE-ACTIVITY RELATIONSHIPS STUDY OF ISOTHIOCYANATES FOR H2S RELEASING PROPERTIES: 3-PYRIDYL-
ISOTHIOCYANATE AS A NEW PROMISING CARDIOPROTECTIVE AGENT

Valentina Citi, Angela Corvino, Ferdinando Fiorino, Francesco Frecentese, Elisa Magli, Elisa Perissutti, Vincenzo
Santagada, Simone Brogi, Lorenzo Flori, Era Gorica, Lara Testai, Aima Martelli, Vincenzo Calderone, Giuseppe
Caliendo, Beatrice Severino J. Adv. Res. 2021, 27, 41-53 DOI: 10.1016/j.jare.2020.02.017

4] NOVEL QUINOLONE-BASED POTENT AND SELECTIVE HDACG INHIBITORS: SYNTHESIS, MOLECULAR MODELLING STUDIES
AND BIOLOGICAL INVESTIGATION

Nicola Relitti, A. Prasanth Saraswati, Giulia Chemi, Margherita Brindisi, Simone Brogi, Daniel Herp, Karin
Schmidtkunz, Fulvio Saccoccia, Giovina Ruberti, Cristina Ulivieri, Francesca Vanni, Federica Sarno, Lucia Altucci,
Stefania Lamponi, Manfred Jung, Sandra Gemma, Stefania Butini, Giuseppe Campiani Eur. J. Med. Chem. 2020,
Accepted DOI: 10.1016/j.ejmech.2020.112998
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Stefania Butini, Katarina Nikolic, Stefanie Kassel, Hjordis Briickmann, Slavica Filipic, Danica Agbaba, Sandra
Gemma, Simone Brogi, Margherita Brindisi, Giuseppe Campiani, Holger Stark Prog. Neurobiol. 2016, 142, 68-103
DOI: 10.1016/j.pneurobio.2016.03.011
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57] VERBASCOSIDE INHIBITS PROMASTIGOTES GROWTH AND ARGINASE ACTIVITY OF Leishmania amazonensis
Claudia C. Maquiaveli, Jodo F. Lucon-Junior, Simone Brogi, Giuseppe Campiani, Sandra Gemma, Paulo C. Vieira,
Edson R. Silva J. Nat. Prod. 2016, 79(5), 1459-1463 DOI: 10.1021/acs.jnatprod.5b00875

58] DEVELOPMENT OF NOVEL CYCLIC PEPTIDES AS PRO-APOPTOTIC AGENTS

Margherita Brindisi, Samuele Maramai, Simone Brogi, Emanuela Fanigliulo, Stefania Butini, Egeria Guarino, Alice
Casagni, Stefania Lamponi, Claudia Bonechi, Seema M Nathwani, Federica Finetti, Francesco Ragonese, Paola
Arcidiacono, Pietro Campiglia, Salvatore Valenti, Ettore Novellino, Roberta Spaccapelo, Lucia Morbidelli, Daniela M
Zisterer, Clive D Williams, Alessandro Donati, Cosima Baldari, Giuseppe Campiani, Cristina Ulivieri, Sandra Gemma
Eur. J. Med. Chem. 2016, 117, 301-320 DOI: 10.1016/j.ejmech.2016.04.001

59] TARGETING CLINICALLY-RELEVANT METALLO B-LACTAMASES: FROM HIGH THROUGHPUT DOCKING TO BROAD-
SPECTRUM INHIBITORS

Margherita Brindisi, Simone Brogi, Simone Giovani, Sandra Gemma, Stefania Lamponi, Filomena De Luca, Ettore
Novellino, Jean-Denis Docquier, Giuseppe Campiani, Stefania Butini J. Enzyme Inhib. Med. Chem. 2016, 31(sup1),
98-109 DOI: 10.3109/14756366.2016.1172575

60] DEVELOPMENT AND PHARMACOLOGICAL CHARACTERIZATION OF SELECTIVE BLOCKERS OF 2-ARACHIDONOYL GLYCEROL
DEGRADATION WITH EFFICACY IN RODENT MODELS OF MULTIPLE SCLEROSIS AND PAIN

Margherita Brindisi, Samuele Maramai, Sandra Gemma, Simone Brogi, Alessandro Grillo, Lorenzo Di Cesare
Mannelli, Emanuele Gabellieri, Stefania Lamponi, Simona Saponara, Beatrice Gorelli, Daniele Tedesco, Tommaso
Bonfiglio, Christophe Landry, Kwang-Mook Jung, Andrea Armirotti, Livio Luongo, Alessia Ligresti, Fabiana Piscitelli,
Carlo Bertucci, Marie-Pierre Dehouck, Giuseppe Campiani, Sabatino Maione, Carla Ghelardini, Anna Pittaluga,
Daniele Piomelli, Vincenzo Di Marzo, Stefania Butini J. Med. Chem. 2016, 59(6), 2612-2632 DOl
10.1021/acs.jmedchem.5b01812

61] IN SiLIcO STUDY OF SUBTILISIN-LIKE PROTEASE 1 (SUB1) FROM DIFFERENT Plasmodium SPECIES IN COMPLEX WITH
PEPTIDYL-DIFLUOROSTATONES AND CHARACTERIZATION OF POTENT PAN-SUB1 INHIBITORS

Simone Brogi, Simone Giovani, Margherita Brindisi, Sandra Gemma, Ettore Novellino, Giuseppe Campiani,
Michael J. Blackman, Stefania Butini J. Mol. Graph. Model. 2016, 64, 121-130 DOI: 10.1016/j.jmgm.2016.01.005

62] DEVELOPMENT OF A PRACTICAL AND SCALABLE ROUTE FOR THE PREPARATION OF THE DEACETOXYTUBUVALINE (DTUV)
FRAGMENT OF PRETUBULYSIN

Margherita Brindisi, Samuele Maramai, Alessandro Grillo, Simone Brogi, Stefania Butini, Ettore Novellino,
Giuseppe Campiani, Sandra Gemma Tetrahedron Lett. 2016, 57(8), 920-923 DOI: 10.1016/j.tetlet.2016.01.051

63] DONEPEZIL-LIKE MULTIFUNCTIONAL AGENTS: DESIGN, SYNTHESIS, MOLECULAR MODELING AND BIOLOGICAL
EVALUATION

Ming-Yu Wu,$ Gerard Esteban,$ Simone Brogi,$ Masahi Shionoya, Li Wang, Giuseppe Campiani, Mercedes
Unzeta, Tsutomu Inokuchi, Stefania Butini, Jose Marco-Contelles Eur. J. Med. Chem. 2016, 121, 864-879 DOI:
10.1016/j.ejmech.2015.10.001 Sequal contribution

64] SYNTHESIS AND BIOLOGICAL EVALUATION OF FLUORINATED 1,5-DIARYLPYRROLE-3-ALKOXYETHYL ETHER DERIVATIVES
AS SELECTIVE COX-2 INHIBITORS ENDOWED WITH ANTIINFLAMMATORY ACTIVITY

Angela Di Capua, Claudia Sticozzi, Simone Brogi, Margherita Brindisi, Andrea Cappelli, Lidia Sautebin, Antonietta
Rossi, Simona Pace, Carla Ghelardini, Lorenzo Di Cesare Mannelli, Giuseppe Valacchi, Gianluca Giorgi, Antonio
Giordani, Giovanna Poce, Mariangela Biava, Maurizio Anzini Eur. J. Med. Chem. 2016, 109, 99-106 DOI:
10.1016/j.ejmech.2015.12.044

65] EXPLORING CLOTRIMAZOLE-BASED PHARMACOPHORE: 3D-QSAR STUDIES AND SYNTHESIS OF NOVEL ANTIPLASMODIAL
AGENTS

Simone Brogi, Margherita Brindisi, Bhupendra P Joshi, Salvatore Sanna Coccone, Silvia Parapini, Nicoletta
Basilico, Ettore Novellino, Giuseppe Campiani, Sandra Gemma, Stefania Butini Bioorg. Med. Chem. Lett. 2015,
25(22), 5412-5418 DOI: 10.1016/j.bmcl.2015.09.007

66] DISCOVERY AND CARDIOPROTECTIVE EFFECTS OF THE FIRST NON-PEPTIDE AGONISTS OF THE G-PROTEIN-COUPLED
PROKINETICIN RECEPTOR-1

Adeline Gasser,$ Simone Brogi,$ Kyoji Urayama, Toshishide Nishi, Hitoshi Kurose, Andrea Tafi, Nigel Ribeiro,
Laurent Désaubry, Canan G. Nebigil PLoS ONE 2015, 10(4), €0121027 DOI: 10.1371/journal.pone.0121027
Sequal contribution
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67] STRUCTURE-BASED DISCOVERY OF THE FIRST NON-COVALENT INHIBITORS OF Leishmania major TRYPAREDOXIN
PEROXIDASE BY HIGH THROUGHPUT DOCKING

Margherita Brindisi,$ Simone Brogi,$ Nicola Relitti, Alessandra Vallone, Stefania Butini, Sandra Gemma, Ettore
Novellino, Gianni Colotti, Gabriella Angiulli, Francesco Di Chiaro, Annarita Fiorillo, Andrea llari, Giuseppe Campiani
Sci. Rep. 2015, 5, 9705 DOI:10.1038/srep09705 Sequal contribution

68] Plasmodium falciparum SUBTILISIN-LIKE PROTEASE 1: DISCOVERY OF POTENT DIFLUOROSTATONE-BASED INHIBITORS
Simone Giovani, Maria Penzo, Stefania Butini, Margherita Brindisi, Sandra Gemma, Ettore Novellino, Giuseppe
Campiani, Michael J. Blackman, Simone Brogi RSC Adv. 2015, 5(29), 22431-22448 DOI: 10.1039/C5RA01170A

69] DEVELOPMENT OF HUPERTACRINES AS NON-TOXIC, CHOLINESTERASE INHIBITORS FOR THE POTENTIAL TREATMENT OF
ALZHEIMER'S DISEASE

Mourad Chioua, Marta Pérez, Oscar M. Bautista-Aguilera, Matilde Yafiez, Manuela G. Lopez, Alejandro Romero,
Ramén Cacabelos, Raimon Puig de la Bellacasa, Simone Brogi, Stefania Butini, José I. Borrell, Jose Marco-
Contelles Mini Rev. Med. Chem. 2015, 15(8), 648-658 DOI: 10.2174/1389557515666150219130156

70] SYNTHETIC SPIROCYCLIC ENDOPEROXIDES: NEW ANTIMALARIAL SCAFFOLDS

Margherita Brindisi, Sandra Gemma, Sanil Kunjir, Luisa Di Cerbo, Simone Brogi, Silvia Parapini, Sarah
D'Alessandro, Donatella Taramelli, Annette Habluetzel, Sofia Tapanelli, Stefania Lamponi, Ettore Novellino,
Giuseppe Campiani, Stefania Butini Med. Chem. Commun. 2015, 6, 357-362 DOI: 10.1039/C4MD00454J

71] DisCOVERY OF GPCR LIGANDS FOR PROBING SIGNAL TRANSDUCTION PATHWAYS
Simone Brogi, Andrea Tafi, Laurent Désaubry, Canan G. Nebigil Front. Pharmacol. 2014, 5255 DOI:
10.3389/fphar.2014.00255

72] TARGETING DOPAMINE D3 AND SEROTONIN 5-HTta AND 5-HT2a RECEPTORS FOR DEVELOPING EFFECTIVE
ANTIPSYCHOTICS: SYNTHESIS, BIOLOGICAL CHARACTERIZATION, AND BEHAVIORAL STUDIES

Margherita Brindisi, Stefania Butini, Silvia Franceschini, Simone Brogi, Francesco Trotta, Sindu Ros, Alfredo
Cagnotto, Mario Salmona, Alice Casagni, Marco Andreassi, Simona Saponara, Beatrice Gorelli, Pia Weikop, Jens
D. Mikkelsen, Jorgen Scheel-Kruger, Karin Sandager-Nielsen, Ettore Novellino, Giuseppe Campiani, Sandra
Gemma J. Med. Chem. 2014, 57(22), 9578-9597 DOI: 10.1021/jm501119j

73] DISEASE MODIFYING ANTI-ALZHEIMER'S DRUGS: INHIBITORS OF HUMAN CHOLINESTERASES INTERFERING WITH (3-
AMYLOID AGGREGATION

Simone Brogi, Stefania Butini, Samuele Maramai, Raffaella Colombo, Laura Verga, Cristina Lanni, Ersilia De
Lorenzi, Stefania Lamponi, Marco Andreassi, Manuela Bartolini, Vincenza Andrisano, Ettore Novellino, Giuseppe
Campiani, Margherita Brindisi, Sandra Gemma  CNS Neurosci. Ther. 2014, 20(7), 624-632 DOl
10.1111/cns.12290

74] RATIONAL DESIGN OF THE FIRST DIFLUOROSTATONE-BASED PfSUB1 INHIBITORS

Simone Giovani, Maria Penzo, Simone Brogi, Margherita Brindisi, Sandra Gemma, Ettore Novellino, Luisa Savini,
Michael J. Blackman, Giuseppe Campiani, Stefania Butini Bioorg. Med. Chem. Lett. 2014, 24(15), 3582-3586 DOI:
10.1016/.bmcl.2014.05.044

75) HCV-TARGETED ANTIVIRALS: CURRENT STATUS AND FUTURE CHALLENGES
Sandra Gemma, Simone Brogi, Ettore Novellino, Giuseppe Campiani, Giovanni Maga, Margherita Brindisi,
Stefania Butini Curr. Pharm. Des. 2014, 20(21), 3445-3464 DOI: 10.2174/13816128113199990630

76] FROM (+)-EPIGALLOCATECHIN GALLATE TO A SIMPLIFIED SYNTHETIC ANALOGUE AS A CYTOADHERENCE INHIBITOR FOR
P. falciparum

Sandra Gemma, Simone Brogi, Pradeep R. Patil, Simone Giovani, Stefania Lamponi, Andrea Cappelli, Ettore
Novellino, Alan Brown, Matthew Higgins, Khairul Mustafa, Tadge Szestak, Alister G. Craig, Giuseppe Campiani,
Stefania Butini, Margherita Brindisi RSC Adv. 2014, 4, 4769-4781 DOI: 10.1039/C3RA45933K

77] MULTIFUNCTIONAL CHOLINESTERASE AND AMYLOID BETA FIBRILLIZATION MODULATORS. SYNTHESIS AND BIOLOGICAL
INVESTIGATION

Stefania Butini, Margherita Brindisi, Simone Brogi, Samuele Maramai, Egeria Guarino, Alessandro Panico, Ashima
Saxena, Ved Chauhan, Raffaella Colombo, Laura Verga, Ersilia De Lorenzi, Manuela Bartolini, Vincenza Andrisano,
Ettore Novellino, Giuseppe Campiani, Sandra Gemma ACS Med. Chem. Lett. 2013, 4(12), 1178-1182 DOl
10.1021/ml4002908
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78] A STEREOSELECTIVE APPROACH TO PEPTIDOMIMETIC BACE1 INHIBITORS

Stefania Butini, Emanuele Gabellieri, Margherita Brindisi, Simone Giovani, Samuele Maramai, Giridhar Kshirsagar,
Egeria Guarino, Simone Brogi, Valeria La Pietra, Mariateresa Giustiniano, Luciana Marinelli, Ettore Novellino,
Giuseppe Campiani, Andrea Cappelli, Sandra Gemma Eur. J. Med. Chem. 2013, 70, 233-247 DOl
10.1016/j.ejimech.2013.09.056

79] THE STRUCTURAL EVOLUTION OF B-SECRETASE INHIBITORS: A FOCUS ON THE DEVELOPMENT OF SMALL-MOLECULE
INHIBITORS

Stefania Butini, Simone Brogi, Ettore Novellino, Giuseppe Campiani, Arun K. Ghosh, Margherita Brindisi,
Sandra Gemma Curr. Top. Med. Chem. 2013, 13(15), 1787-1807 DOI: 10.2174/15680266113139990137

80] 3D-QSAR USING PHARMACOPHORE-BASED ALIGNMENT AND VIRTUAL SCREENING FOR DISCOVERY OF NOVEL MCF-7
CELL LINE INHIBITORS

Simone Brogi, Panagiota Papazafiri, Vassilios Roussis, Andrea Tafi Eur. J. Med. Chem. 2013, 67, 344-351 DOI:
10.1016/j.ejmech.2013.06.048

81] NOVEL ANALGESIC/ANTI-INFLAMMATORY AGENTS: 1,5-DIARYLPYRROLE NITRO-OXYALKYL ETHERS AND RELATED
COMPOUNDS AS CYCLOOXYGENASE-2 INHIBITING NITRIC OXIDE DONORS

Maurizio Anzini, Angela Di Capua, Salvatore Valenti, Simone Brogi, Michele Rovini, Germano Giuliani, Andrea
Cappelli, Salvatore Vomero, Luisa Chiasserini, Alessandro Sega, Giovanna Poce, Gianluca Giorgi, Vincenzo
Calderone, Aima Martelli, Lara Testai, Lidia Sautebin, Antonietta Rossi, Simona Pace, Carla Ghelardini, Lorenzo Di
Cesare Mannelli, Veronica Benetti, Antonio Giordani, Paola Anzellotti, Melania Dovizio, Paola Patrignani,
Mariangela Biava J. Med. Chem. 2013, 56(8), 3191-3206 DOI: 10.1021/im301370e

82] SYNTHESIS AND STRUCTURE-ACTIVITY RELATIONSHIP STUDIES IN SEROTONIN 5-HT1a RECEPTOR AGONISTS BASED ON
FUSED PYRROLIDONE SCAFFOLDS

Andrea Cappelli, Monica Manini, Salvatore Valenti, Federica Castriconi, Germano Giuliani, Maurizio Anzini, Simone
Brogi, Stefania Butini, Sandra Gemma, Giuseppe Campiani, Gianluca Giorgi, Laura Mennuni, Marco Lanza, Antonio
Giordani, Gianfranco Caselli, Francesco Makovec  Eur. J. Med. Chem. 2013, 63, 85-94 DOl
10.1016/j.ejmech.2013.01.044

83] MIMICKING THE INTRAMOLECULAR HYDROGEN BOND: SYNTHESIS, BIOLOGICAL EVALUATION, AND MOLECULAR
MODELING OF BENZOXAZINES AND QUINAZOLINES AS POTENTIAL ANTIMALARIAL AGENTS

Sandra Gemma, Caterina Camodeca, Margherita Brindisi, Simone Brogi, Gagan Kukreja, Sanil Kunjir, Emanuele
Gabellieri, Leonardo Lucantoni, Annette Habluetzel, Donatella Taramelli, Nicoletta Basilico, Roberta Gualdani,
Francesco Tadini-Buoninsegni, Gianluca Bartolommei, Maria Rosa Moncelli, Rowena E Martin, Robert L Summers,
Stefania Lamponi, Luisa Savini, Isabella Fiorini, Massimo Valoti, Ettore Novellino, Giuseppe Campiani, Stefania
Butini J. Med. Chem. 2012, 55(23),10387-10404 DOI: 10.1021/jm300831b

84] QUINOLYLHYDRAZONES AS NOVEL INHIBITORS OF Plasmodium falciparum SERINE PROTEASE PfSUB1

Sandra Gemma, Simone Giovani, Margherita Brindisi, Pierangela Tripaldi, Simone Brogi, Luisa Savini, Isabella
Fiorini, Ettore Novellino, Stefania Butini, Giuseppe Campiani, Maria Penzo, Michael J. Blackman Bioorg. Med.
Chem. Lett. 2012, 22(16), 5317-5321 DOI: 10.1016/j.bmcl.2012.06.023

85] OPTIMIZATION OF 4-AMINOQUINOLINE/CLOTRIMAZOLE-BASED HYBRID ANTIMALARIALS: FURTHER STRUCTURE-ACTIVITY
RELATIONSHIPS, IN VIVO STUDIES, AND PRELIMINARY TOXICITY PROFILING

Sandra Gemma, Caterina Camodeca, Salvatore Sanna Coccone, Bhupendra P Joshi, Matteo Bernetti, Vittoria
Moretti, Simone Brogi, Maria-Cruz Bonache, Luisa Savini, Donatella Taramelli, Nicoletta Basilico, Silvia Parapini,
Matthias Rottmann, Reto Brun, Stefania Lamponi, Silvio Caccia, Giovanna Guiso, Robert L. Summer, Rowena E.
Martin, Simona Saponara, Beatrice Gorelli, Ettore Novellino, Giuseppe Campiani, Stefania Butini J. Med. Chem.
2012, 55(15), 6948-6967 DOI: 10.1021/jm300802s

86] DESIGN, SYNTHESIS, AND PHARMACOLOGICAL CHARACTERIZATION OF INDOL-3-YLACETAMIDES, INDOL-3-
YLOXOACETAMIDES, AND INDOL-3-YLCARBOXAMIDES: POTENT AND SELECTIVE CB2 CANNABINOID RECEPTOR INVERSE
AGONISTS

Serena Pasquini, Claudia Mugnaini, Alessia Ligresti, Andrea Tafi, Simone Brogi, Chiara Falciani, Valentina Pedani,
Nicold Pesco, Francesca Guida, Livio Luongo, Katia Varani, Pier Andrea Borea, Sabatino Maione, Vincenzo Di
Marzo, Federico Corelli J. Med. Chem. 2012, 55(11), 5391-5402 DOI: 10.1021/im3003334

87] CHARACTERIZATION OF COR627 AND COR628, Two NOVEL POSITIVE ALLOSTERIC MODULATORS OF THE GABAs
RECEPTOR

M. Paola Castelli, Angelo Casu, Paola Casti, Carla Lobina, Mauro A.M. Carai, Giancarlo Colombo, Maurizio Solinas,
Daniela Giunta, Claudia Mugnaini, Serena Pasquini, Andrea Tafi, Simone Brogi, Gian Luigi Gessa, Federico Corelli
J. Pharmacol. Exp. Ther. 2012, 340(3), 529-538 DOI: 10.1124/jpet.111.186460
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88] SYNTHESIS AND ANTIPLASMODIAL ACTIVITY OF BICYCLIC DIOXANES AS SIMPLIFIED DIHYDROPLAKORTIN ANALOGUES
Sandra Gemma, Sanil Kunjir, Salvatore Sanna Coccone, Margherita Brindisi, Vittoria Moretti, Simone Brogi, Ettore
Novellino, Nicoletta Basilico, Silvia Parapini, Donatella Taramelli, Giuseppe Campiani, Stefania Butini J. Med.
Chem. 2011, 54(16), 5949-5953 DOI: 10.1021/jm200686d

89] THREE-DIMENSIONAL QUANTITATIVE STRUCTURE— SELECTIVITY RELATIONSHIPS ANALYSIS GUIDED RATIONAL DESIGN
OF A HIGHLY SELECTIVE LIGAND FOR THE CANNABINOID RECEPTOR 2

Simone Brogi, Federico Corelli, Vincenzo Di Marzo, Alessia Ligresti, Claudia Mugnaini, Serena Pasquini, Andrea
Tafi Eur. J. Med. Chem. 2011, 46(2), 547-555 DOI: 10.1016/j.ejmech.2010.11.034

90] PHARMACOPHORE MODELING FOR QUALITATIVE PREDICTION OF ANTIESTROGENIC ACTIVITY
Simone Brogi, Maria Kladi, Constantinos Vagias, Panagiota Papazafiri, Vassilios Roussis, Andrea Tafi J. Chem.
Inf. Model. 2009, 49(11), 2489-2497 DOI: 10.1021/ci900254b

91] TETRAHYDROFURAN ACETOGENINS FROM Laurencia glandulifera
Maria Kladi, Constantinos Vagias, Panagiota Papazafiri, Simone Brogi, Andrea Tafi, Vassilios Roussis J. Nat.
Prod. 2009, 72(2), 190-193 DOI: 10.1021/np800481w

Books/eBooks/Book chapters:

92] New Perspectives in Medicinal Chemistry, 2009, Vol.1: 13-23

PHARMACOPHORE MODELING: A CONTINUOUSLY EVOLVING TOOL FOR COMPUTATIONAL DRUG DESIGN
Andrea Tafi, Luca Bellucci, Simone Brogi, Fabiana Caporuscio and Stefania Olla

Research Signpost 37/661(2),FortP.O., Trivandrum-695023, Kerala, India
http://www.ressign.com/UserArticleDetails.aspx?arid=7861

93] DEALING WITH SCHISTOSOMIASIS: CURRENT DRUG DISCOVERY STRATEGIES
Sandra Gemma, Stefano Federico, Simone Brogi, Margherita Brindisi, Stefania Butini, Giuseppe Campiani Annual
Reports in Medicinal Chemistry 2019, 53, 107-138 DOI: 10.1016/bs.armc.2019.06.002

94] IN SiLico METHODS FOR DRUG DESIGN AND DISCOVERY
Brogi, S., Ramalho, T. C., Medina-Franco, J. L., Kuca, K., Valko, M., eds. (2020). Lausanne: Frontiers Media SA.
DOI: 10.3389/978-2-88966-057-5; ISSN 1664-8714; ISBN 978-2-88966-057-5

Abstracts at Scientific Conferences (Posters and Oral Presentations)
Oral presentations:

Oleuropein aglycone as a potent anti-amyloidogenic drug: a computational analysis

Simone Brogi

5t International Conference on Central Nervous System Disorders and Therapeutics

10-11 December 2020, Amsterdam, Netherland, virtual conference due to COVID-19 lockdown worldwide

Invited Lecture “Natural Products as Source of Potential Anti-Alzheimer Drugs: the Case of Oleuropein Aglycone”
27t November 2020, Department of Chemistry of the University of Santo Tomas, Manila (Philippines)

MICROSECOND MOLECULAR DYNAMICS SIMULATION FOR INVESTIGATING THE MECHANISM OF ACTION
OF OLEUROPEIN AGLYCONE AS AMYLOID § FIBRILS DISRUPTOR

Simone Brogi, Vincenzo Calderone

16t German Conference on Cheminformatics and SAMPL Satellite Workshop

2-4 November, 2020, Mainz, Germany, virtual conference due to COVID-19 lockdown worldwide

Oleuropein Aglycone Counteracts the Oxidative Stress in Alzheimer's Disease by Disrupting Amyloid Beta Fibrils:
Investigation of the Mechanism of Action of this Polyphenol from Extra Virgin Olive Oil

Simone Brogi

22 |nternational Conference on Oxidative Stress Reduction, Redox Homeostasis and Antioxidants (Paris Redox
2020) 8-9 October 2020, Paris, France, virtual conference due to COVID-19 lockdown worldwide
https://www.isanh.net/images/2020/agenda/Paris_Redox-2020_Agenda_V14.pdf

Amyloid Beta Fibrils Disruption by Oleuropein Aglycone: Investigation of the Mechanism of Action of this Polyphenol
from Extra Virgin Olive Oil

Simone Brogi

SciTech BioTech-Food Sciences 2020, International Congress on Biotechnology and Food Sciences

September 23-24, 2020, Walnut, California, U.S.A, virtual conference due to COVID-19 lockdown worldwide
https://www.scitcentralconferences.com/sprogram/international-congress-on-biotechnology-and-food-sciences
https://www.scitcentralconferences.com/accepteddetails/international-congress-on-biotechnology-and-food-
sciences/998

ulum vitae of ~ For more information go to http://www.simonebrogi1976.it

Brogi Simone



Oleuropein aglycone as amyloid B fibrils disruptor: Insight into the mechanism of action of this polyphenol from extra
virgin olive oil

Simone Brogi

2 Edition of International Nutrition Research meeting

September 10-11, 2020, Orlando, Florida, U.S.A., virtual conference due to COVID-19 lockdown worldwide
https://www.magnuswebinars.com/nutrition-research-virtual/speakers/september-2020
https://www.magnuswebinars.com/uploads/pdfs/nutrition-research-virtual-final-program.pdf

Computational tool for predicting drug-induced liver toxicity (DILT)

Simone Brogi, Valentina Citi, Vincenzo Calderone

39 meeting of the Italian Society of Pharmacology (SIF - SOCIETA ITALIANA DI FARMACOLOGIA)
20t-23t November 2019, Florence, Italy

https://congresso.sifweb.org/docs/sif cong39 programma_congresso_completo.pdf

Combination of in silico Approaches to Identify Fluorescent Probes Preventing PrPSe Replication in Prion Diseases
31st Molecular Modeling Workshop 2017, March 27t-29t 2017, Erlangen, Germany https://mmws2017.mgms-
ds.de/docs/MMWS2017_final2-www_100dpi_complete.pdf
https://mmws2017.mgms-ds.de/docs/lecture/Brogi_talk.pdf

Molecular Modeling in Regenerative Medicine
VIl meeting “Nuove Prospettive in Chimica Farmaceutica” NPCF8 9t-11th June 2014 Parma, Italy

Human Prokineticin Receptor 1: Homology Modeling and High Throughput Docking approach to select first non-
peptidic ligands
Meeting at Prestwick Chemicals 31 April 2013 Prestwick Chemicals, Strasbourg, France

Computational Approaches in Drug Discovery
V giornata della Scuola di Dottorato in Scienze farmaceutiche-Sez. Scienze Farmaceutiche
6t October 2010 Certosa di Pontignano, Siena, Italy

Scientific Posters:

Identification of Schistosoma mansoni Histone Histone Deacetylase 8 (SmMHDACS) Inhibitors Through Virtual
Screening

Giulia Chemi, Simone Brogi, Margherita Brindisi, Stefania Butini, Sandra Gemma, Giuseppe Campiani
“European School of Medicinal Chemistry ESMEC, XXXIX Advanced Course of Medicinal Chemistry and Seminar
for PhD students”, June 30-July 4 2019, Urbino, Italy

P-2.48 Discovery of iminobenzimidazole derivatives as novel cytotoxic agents

Nora Chouha, Hassan Hammoud, Simone Brogi, Giuseppe Campiani, Caroline Welsch, Caroline Robert, Stéphan
Vagner, Thierry Cresteil, Embarek Bentouhami, Laurent Désaubry

19th Tetrahedron Symposium 26-29 June 2018 | Riva del Garda, Lake Garda, Italy —link-

Mcl-1 Inhibitors in the Treatment of Oral Squamous Cell Carcinoma

Akella Prasanth Saraswati, Simone Brogi, Giulia Chemi, Margherita Brindisi, Sandra Gemma, Daniela Zisterer,
Stefania Butini, Giuseppe Campiani

“European School of Medicinal Chemistry ESMEC, XXXVIII Advanced Course of Medicinal Chemistry and Seminar
for PhD students”, 1-5 July 2018, Urbino, Italy

Development of Novel Compounds for Improving the Sensitivity of Oral Squamous Cell Carcinoma to Chemotherapy
Tuhina Khan, Margherita Brindisi, Stefano Federico, Gloria Alfano, Giulia Chemi, Simone Brogi, Daniela M.
Zisterer, Cristina Ulivieri, Sandra Gemma, Stefania Butini, Giuseppe Campiani

“European School of Medicinal Chemistry ESMEC, XXXVIII Advanced Course of Medicinal Chemistry and Seminar
for PhD students”, 1-5 July 2018, Urbino, Italy

P-39. Reverse Virtual Screening Procedure for Identifying the Target of an Antiplasmodial Hit Compound

Simone Brogi, Giulia Chemi, Stefania Butini, Margherita Brindisi, Giuseppe Campiani, Sandra Gemma, Soon Goo
Lee, Joseph Jez

11th International Conference on Chemical Structures May 27-31 2018, Noordwijkerhout, The Netherlands DOI:
10.13140/RG.2.2.18825.54887

http://www.int-conf-chem-structures.org/fileadmin/user_upload/ICCS 2018/ICCS2018-BookOfAbstracts.pdf
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P-13. Application of 3D-QSAR Methods in Drug Design & Discovery: Two Case Studies

Giulia Chemi, Simone Brogi, Margherita Brindisi, Stefania Butini, Sandra Gemma, Giuseppe Campiani

11th International Conference on Chemical Structures May 27-31 2018, Noordwijkerhout, The Netherlands DOI:
10.13140/RG.2.2.24697.57448

http://www.int-conf-chem-structures.org/fileadmin/user_upload/ICCS 2018/ICCS2018-BookOfAbstracts.pdf

Computational studies of NBDHEX as Giardia duodenalis thioredoxin reductase (gTrxR) inhibitor

Giulia Chemi, Simone Brogi, Annarita Fiorillo, Stefania Butini, Marco Lalle, Andrea llari, Sandra Gemma, Giuseppe
Campiani

OPENING OF THE EMORY@UNISI SUMMER SCHOOL + Department Biotechnology Chemistry

& Pharmacy Research Day; May 30t 2018; Aula 14 — Polo Scientifico S. Miniato, Siena, Italy
https://www.dbcf.unisi.it/en/research/cooperation/emoryunisi-2018

3D-QSAR methods in Drug Design & Discovery

Giulia Chemi, Simone Brogi, Margherita Brindisi, Stefania Butini, Sandra Gemma, Giuseppe Campiani
OPENING OF THE EMORY@UNISI SUMMER SCHOOL + Department Biotechnology Chemistry

& Pharmacy Research Day; May 30t 2018; Aula 14 — Polo Scientifico S. Miniato, Siena, Italy
https://www.dbcf.unisi.it/en/research/cooperation/emoryunisi-2018

Synthése et caractérisation de nouveaux dérivésd’iminobenzimidazoles pour leur cytotoxicité sur des cellules
cancéreuses

Nora Chouha, Hassan Hammoud, Simone Brogi, Giuseppe Campiani, Caroline Welsch, Caroline Robert, Stéphan
Vagner, Thierry Cresteil, Embarek Bentouhami, Laurent Désaubry

Cinquiéme Colloque International De Chimie, CIC-5; Batna (Algeria), 04-06 December 2018.

Virtual Screening and Biological Characterization of New Multi-Stage HDAC Inhibitors with Activity Against
Schistosoma mansoni

Margherita Brindisi, Fulvio Saccoccia, Roberto Gimmelli, Simone Brogi, Alessandra Guidi, Sandra Gemma,
Giuseppe Campiani, Giovina Ruberti

Malaria and Neglected Parasitic Diseases: Core Science and Perspectives

LeishPlaSch Consortium — PRIN 2015 BOLOGNA March, 2-3 2018

3D-QSAR methods in Drug Design & Discovery

Giulia Chemi, Simone Brogi, Margherita Brindisi, Stefania Butini, Sandra Gemma, Giuseppe Campiani
Giornata della Scuola di Dottorato in Scienze chimiche e farmaceutiche 2017

1st December 2017 Universita degli Studi di Siena, Siena, Italy

Computational studies of NBDHEX as Giardia duodenalis thioredoxin reductase (gTrxR) inhibitor

Giulia Chemi, Simone Brogi, Annarita Fiorillo, Stefania Butini, Marco Lalle, Andrea llari, Sandra Gemma, Giuseppe
Campiani

31st Molecular Modeling Workshop 2017, March 27t-29t 2017, Erlangen, Germany

DOI: 10.13140/RG.2.2.26375.29606
https://mmws2017.mgms-ds.de/docs/MMWS2017_final2-www_100dpi_complete.pdf
https://mmws2017.mgms-ds.de/docs/poster/Chemi_poster.pdf

1,5-Diarylpyrrol-3-substituted Derivatives: Synthesis and Biological Evaluation of Novel Sulphur-derivatives as
Selective COX-2 Inhibitors

Chelini, A.; Di Capua, A.; Paolino, M.; Brogi, S.; Cappelli, A.; Rossi, A.; Sautebin, L.; Di Cesare Mannelli, L.;
Ghelardini, C.; Sardella, R.; Carotti, A.; Natalini, B. and Anzini, M.; XXIV NMMC & 10t NPCF - September 11-14
2016, Perugia (Italy)

Anti-Giardial Activity of NBDHEX: Targets Identification and Mechanisms of Action

Camerini, S.; Bocedi, A.; Cecchetti, S.; Casella, M.; Carbo, M.; Morea, V.; Brogi, S.; Fiorillo, A.; Ricci, G.; Gemma,
S.; llari, A.; Lalle, M.

VI International Giardia & Cryptosporidium Conference, April 26-28, 2017, Havana City, Cuba
http://giardiacrypto2017.sld.cu/index.php/giardiacrypto/index/manager/files/VIIGCCScientificProgram.pdf

PgmNr 182; Shared therapeutic approaches are justified by common morphological and transcriptome changes in
Rett spectrum disorders

Landucci, E.; L. Bianciardi, L.; Daga, S.; Pinto, AM.; Frullanti, E.; Brindisi, M.; Butini, S.; Imperatore, V.; Ariani, F.;
Brogi, S.; Campiani, G.; Renieri, A.; Meloni, |.

American Society of Human Genetics (ASHG) 66t Annual Meeting, October 18-22, 2016 Vancouver (Canada)
https://ep70.eventpilot.us/web/page.php?page=IntHtmI&project=ASHG16&id=160122449
http://www.ashg.org/2016meeting/pdffASHG2016_Program-at-a-glance.pdf
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C19.4. Common morphological and transcriptome changes in Rett spectrum disorders justify a shared therapeutic
approach

A. Pinto, E. Landucci, L. Bianciardi, S. Daga, E. Frullanti, M. Brindisi, S. Butini, V. Imperatore, F. Ariani, S. Brogi, G.
Campiani, A. Renieri, I. Meloni

European Human Genetics Conference May 21-24 2016, Barcelona, Spain
https://www.eshg.org/fileadmin/www.eshg.org/conferences/2016/downloads/ESHG2016_Abstracts_final.pdf

57. Development of metallo-enzyme inhibitors to overcome Pseudomonas aeruginosa antibiotic-resistance in cystic
fibrosis patients

Sandra Gemma, Filomena De Luca, Margherita Brindisi, Simone Brogi, Jean-Denis Docquier

13t Convention of Investigators in Cystic Fibrosis, Garda, Verona, Italy 26-28 November 2015
http://www_fibrosicisticaricerca.it/wp-content/uploads/2015/11/Brochure-XllI-convention-dautunno-FFC.pdf

Abstract 411: Discovery and Cardioprotective Effects of the First Non-peptide Agonists of Prokineticin Receptor-1
Canan G Nebigil, Adeline Gasser, Simone Brogi, Andrea Tafi, Hitoshi Kurose, and Laurent Désaubry

Circ. Res. 2015;117:A411

Abstracts from the American Heart Association's Basic Cardiovascular Sciences 2015 Scientific Sessions:
Pathways to Cardiovascular Therapeutics

http://circres.ahajournals.org/content/117/Suppl_1/A411.short

Development of novel cyclic peptides as pro-apoptotic agents
Samuele Maramai, Simone Brogi, Margherita Brindisi, Sandra Gemma, Cristina Ulivieri, Stefania Butini; XXIII
NMMC & 9th NPCF - September 6-9 2015, Salerno (ltaly)

Design and synthesis of novel PfSUB1 inhibitors
Gloria Alfano, Simone Brogi, Margherita Brindisi, Michael J. Blackman, Stefania Butini, Sandra Gemma; XXIlI
NMMC & 9th NPCF - September 6-9 2015, Salerno (ltaly)

Synthesis of novel fatty acid amide hydrolase inhibitors as potential therapeutic agents for epileptic disorders
Alessandro Grillo, Simone Brogi, Margherita Brindisi, Sandra Gemma, Mauro Maccarrone, Stefania Butini; XXIII
NMMC & 9th NPCF - September 6-9 2015, Salerno (ltaly)

Development of novel potential antimalarial agents characterized by an endoperoxide system
Luisa Di Cerbo, Margherita Brindisi, Simone Brogi, Stefania Butini, Donatella Taramelli, Sandra Gemma; XXIII
NMMC & 9th NPCF - September 6-9 2015, Salerno (ltaly)

MMV Malaria Box: Development of Novel Heterocyclic Compounds to Treat Parasitic Diseases Alessandra Vallone,
Margherita Brindisi, Stefania Butini, Simone Brogi, Donatella Taramelli, Sandra Gemma; XXIIl NMMC & 9th NPCF
- September 6-9 2015, Salerno (ltaly)

Design and synthesis of novel HDACG inhibitors
Caterina Cavella, Stefania Butini, Sandra Gemma, Simone Brogi, Lucia Altucci, Margherita Brindisi; XXIIl NMMC &
9th NPCF - September 6-9 2015, Salerno (ltaly)

Development of novel inhibitors of Leishmania major tryparedoxin peroxidase; XXIIl NMMC & 9th NPCF
Nicola Relitti, Margherita Brindisi, Simone Brogi, Stefania Butini, Ettore Novellino, Andrea llari, Sandr a Gemma;
XXII'NMMC & 9th NPCF - September 6-9 2015, Salerno (Italy)

Pharmacophore Identification and Virtual Screening for MCF-7 cell line inhibitors
IV giornata della Scuola di Dottorato in Scienze Farmaceutiche-Sez. Scienze Farmaceutiche
4t November 2009 Certosa di Pontignano, Siena, Italy

CO-01-004: Discovery and Cardioprotective Effects of the First Non-Peptide Agonists of the G-Protein-Coupled
Prokineticin Receptor-1

Adeline Gasser, Simone Brogi, Kyoji Urayama, Toshishide Nishi, Hitoshi Kurose, Andrea Tafi, Laurent Désaubry,
Canan G. Nebigil Acta Physiol. Issue supplements S700 2015, 214, 5 DOI:10.1111/apha.12522

Special Issue: Abstracts of the 1st Congress of Physiology and Integrative Biology (CPBI) and 84th Congress of
French Physiological Society (SFP), 4th-6t May 2015, Strasbourg, France

0365: Non-Peptidic Prokineticin Receptor 1 Agonist as a Novel Cardioprotective Therapeutic

Adeline Gasser, Toshihide Nishi, Thu Lan Nguyen, Kyoji Urayama, Hitoshi Kurose, Marine Charavin, Simone
Brogi, Andrea Tafi, Laurent Desaubry, Canan Nebigil Arch. Cardiovasc. Dis. Supplements 2014, 6, Supp. 1, 21-22
DOI: 10.1016/S1878-6480(14)71323-0

Printemps de la Cardiologie, 24t-25t April 2014 Strasbourg, France
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Targeting the P. falciparum erythrocyte life cycle for the development of novel antimalarials
CIRM (Consorzio Interuniversitario di Ricerche sulla Malaria) meeting 2013 Perugia, Italy

Targeting Heme Detoxification Process for the Development of Structurally Diverse Antimalarials: Focus on Novel
Peroxides and Chloroquine/Clotrimazole Hybrids

COST annual meeting “New Drugs for Neglected Diseases” 2011 Universita degli Studi di Modena e Reggio Emilia,
Modena, Italy http://www.cost-cm0801-2011.unimore.it/BOA.pdf

Program PHASE in ligand-based pharmacophore model generation and 3D- database searching for MCF-7 cell line
inhibitors

[l meeting “Nuove Prospettive in Chimica Farmaceutica” February 2009 il Ciocco Castelvecchio Pascoli, Lucca,
Italy http://www.npcf3.farm.unipi.it/atti-del-meeting pg.71

http://www.farm.unipi.it/npcf3/poster/BrogiSimone.pdf

Computational Approach to detect novel MCF-7 cell line inhibitors
1l giornata della Scuola di Dottorato in Scienze Farmaceutiche-Sez. Sci enze Farmaceutiche
22nd Qctober 2008 Certosa di Pontignano, Siena, Italy http://publicationlist.org/simonebrogi1976

Associate Editor of BMC Pharmacology & Toxicology (IF 2.103) (2015 - to date)
Editorial Board Member of “BMC Pharmacology & Toxicology” Drug design, discovery and delivery section
http://bmcpharmacoltoxicol.biomedcentral.com/about/editorial-board

Associate Editor of Frontiers in Chemistry (IF 3.782) (2016 - to date)
Editorial Board Member of “Frontiers in Chemistry” Medicinal and Pharmaceutical Chemistry section
http://journal frontiersin.org/journal/chemistry#editorial-board

Associate Editor of Modern Approaches in Drug Designing (MADD) (2017-to date)
Editorial Board Member of “Modern Approaches in Drug Designing (MADD)”
http://crimsonpublishers.com/madd/editorial-board.php

Associate Editor of Virology & Immunology Journal (VIJ) (2017-to date)
Editorial Board Member of “Virology & Immunology Journal (VIJ)” https://medwinpublishers.com/VIJ/editorial-
board.php#

Guest Editor of Molecules (IF 3.060) (June 2018)
Special Issue “Computational Approaches in Drug Discovery”
http://www.mdpi.com/journal/molecules/special_issues/Computational_Approaches_for_Drug_Discovery

Topic Editor of Frontiers in Chemistry (IF 3.782) (February 2019)
Research Topic “In Silico Methods for Drug Design and Discovery”
https://www frontiersin.org/research-topics/10032/in-silico-methods-for-drug-design-and-discovery

Guest Editor of Computation (April 2020)
Special Issue “Computation to Fight SARS-CoV-2 (CoVid-19)”
https://www.mdpi.com/journal/computation/special_issues/computation_CoVid_19

Editorial Board Member of “Journal of Drug Research and Development “(2016 - to datei)
https://sciforschenonline.org/journals/drug/editorial-board.php

Editorial Board Member of “Pharmacology, Drug Development & Therapeutics (PDDT)” (2016 - to date)
http://oatext.com/Pharmacology-Drug-Development-Therapeutics-PDDT.php#Editorial_Board

Editorial Board Member of “NESSA Journal of Pharmacy and Pharmacology (NJPP)” (2017 - to date)
http://nessapublishers.com/view-board-member.php?id=248/Simone-Brogi#axzz4ebl9tS4h

Editorial Board Member of “Journal of Addiction Therapy” (2017-to date)
http://scifed.com/journal-of-addiction-theraphy/editorial-board.php

Editorial Board Member of “International Journal of Innovative Studies in Medical Sciences (IJISMS)” (2017-to date)
http://ijisms.com/editorial-board/

Editorial Board Member of “International Journal of Biopharmaceutical Sciences (IJBS)” (2017-to date)
http://www.boffinaccess.com/journals/biopharmaceutical-sciences/editorial-board.php
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Editorial Board Member of “EC Microbiology” (2017-to date)
https://www.ecronicon.com/microbiology-editorial-panel.php

Editorial Board Member of “The Open Medicinal Chemistry Journal” (2018-to date)
https://openmedicinalchemistryjournal.com/editorial-board.php

Editorial Board Member of Computation (2019-to date)
https://www.mdpi.com/journal/computation/editors

Review Editor of Frontiers in Chemistry (2014 - 2016)
Editorial Board Member of “Frontiers in Chemistry” Medicinal and Pharmaceutical Chemistry section
http://journal.frontiersin.org/journal/chemistry#editorial-board

Italian Society of Pharmacology (S.I.F.)
Societa Italiana di Farmacologia
Via Giovanni Pascaoli, 3, 20129 Milan, Italy

IASP (International Association for the Study of Pain)
IASP Secretariat 1510 H Street NW, Suite 600
Washington, DC 20005-1020 USA

Beta-tester of FORECASTER Suite 2014 Beta version
Molecular Forecaster Inc.
Marc-Aurele Fortin Laval, Quebec H7L6H9 Canada

Molecular Graphics and Modeling Society (MGMG-DS)
Computer-Chemie-Centrum, Négelsbachstralie 25
91052 Erlangen, Germany

ESCMID (European Society of Clinical Microbiology and Infectious Diseases)
ESCMID Executive Office

P.O. Box 214

4010 Basel, SWITZERLAND

4010 Basel, SWITZERLAND

| authorize the use of my personal data according to Italian Legislative Decree 196/2003 and subsequent modifications. For this reason, my
personal details can be processed into your data system. This curriculum vitae is in accordance with the artt. 46 and 47 of 28th December 2000, n.
445, in which falsification of documents and untrue declarations are punished by the penal code and by the special laws regarding the matter,
according to the provisions referred to in the artt. 76 of D.P.R: of December 28th 2000, n. 445.

Pisa 03/02/2020 Signature

Page 23/23 - Curriculum vitae of ~ For more information go to http://www.simonebrogi1976.it
Brogi Simone



