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Curriculum Vitae  
 
 

  

Personal information  

First name / Surname  Simone Brogi  
Address 17, via Cialdini, 53021, Abbadia San Salvatore (Siena), Italia 

Telephone(s) Home:+390577779568                                      Mobile:+393387982249 

E-mail simone.brogi@unipi.it                
brogi32@unisi.it 

simonebrogi1976@hotmail.com                           simone.brogi@pec.it  

Web http://www.simonebrogi1976.it  
  

Nationality Italian 
  

Date of birth 13/09/1976 
  

Gender male 
  

Work experience  
  

Date 01/02/2019-to date 

Occupation or position 
held 

Senior Researcher (RTD_B L.240/2010 SSD: Pharmacology BIO/14) 

Main activities and 
responsibilities 

Head of in silico Pharmacology and Toxicology Unit.  

Name and address of 
employer 

University of Pisa – Dept. of Pharmacy 
Via Bonanno 6 – 56125 Pisa (Italy) 

Type of business or sector Pharmacology 
  

Date 11/05/2018-31/01/2019 

Occupation or position 
held 

Research Fellow 

Main activities and 
responsibilities 

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.  

Name and address of 
employer 

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

Type of business or sector Medicinal Chemistry 
  

Date 01/06/2012-30/04/2018 

Occupation or position 
held 

Research Fellow 

Main activities and 
responsibilities 

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

Name and address of 
employer 

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

Type of business or sector Medicinal Chemistry 
  

Date 01/04/2011-31/03/2012 

Occupation or position 
held 

Post-Doctoral Research Fellow 

Main activities and 
responsibilities 

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

Name and address of 
employer 

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

Type of business or sector Medicinal Chemistry 
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Date 01/05/2011-31/06/2011 

Occupation or position 
held 

Internship (Drug Design Unit Medicinal Chemistry Department) 

Name and address of 
employer 

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

Type of business or sector Pharmaceutical Industry 
  

 
 
 
 

Date 01/06/2006-01/11/2006  

Occupation or position 
held 

Pharmaceutical Sales Representative 

Name and address of 
employer 

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

Type of business or sector   Pharmaceutical Industry 

Date 01/06/2006-01/11/2006  

Education and 
training 

 

  

Date 01/10/2007-30/09/2010  

Title of qualification 
awarded 

Ph.D. in Pharmaceutical Sciences (XXIII Cycle) 

Title of Ph.D. dissertation Computational Approaches in Drug Discovery    Advisor: Prof. Andrea Tafi 

Principal 
subjects/occupational skills 

covered 

Computational Chemistry, Drug Design, Drug Discovery, Molecular Modeling, Lead Discovery and 
Lead Optimization 

Name and type of 
organisation providing 
education and training 

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

  

  

Date 20/01/2007-20/01/2008 

Title of qualification 
awarded 

M.Sc. (Second Level Master) in Drug Design and Synthesis 

Principal 
subjects/occupational skills 

covered 

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

Name and type of 
organisation providing 
education and training 

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

  

Date 01/07/2006-20/07/2006 

Title of qualification 
awarded 

Professional Qualification in Biology 

Principal 
subjects/occupational skills 

covered 

Biological and Genetic Processes 

Name and type of 
organisation providing 
education and training 

University of Siena 

  

Date 03/10/1996-28/09/2005 

Title of qualification 
awarded 

Master’s Degree (Italian “Laurea”) in Biological Sciences 

Title of Thesis 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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Principal 
subjects/occupational skills 

covered 

 

Genetic, Molecular Genetic, Molecular and Cellular Biology, Evolutionary Biology, Microbiology, Molecular 
Pathology, Biochemistry, Bioinformatics, Developmental Biology. 

Name and type of 
organisation providing 
education and training 

University of Siena 

Level in national or 
international classification 

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

  

Date 13/09/1991-04/07/1995 

Title of qualification 
awarded 

High School Diploma with Specialization in Chemistry 

Principal 
subjects/occupational skills 

covered 

Inorganic and Organic Chemistry, Microbiology, Biochemistry, Physical Chemistry 

Name and type of 
organisation providing 
education and training 

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

Level in national or 
international classification 

42/60 

 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

 

Personal skills and 
competences 

 

Mother tongue Italian  

Other language English, French 

Self-assessment 
 

 

European level (*)  Listening Speaking Writing 
  Listening Reading Spoken interaction Spoken production  

English   C2 Proficient User C2 Proficient User C2 Proficient User C2 Proficient User C2 Proficient User 

French  A1 Basic User A1 Basic User A1 Basic User A1 Basic User A1 Basic User 
 

Social skills and 
competences 

From 2009 to 2014 voluntary clowns for the non-governmental organization onlus V.I.P. “ViviamoInPositivo” 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. I 
also have good abilities in time management and scheduling skills. 

Organisational skills and 
competences 

Good experience in the management and targeting of research projects and layout of scientific publications 
acquired during my works in the laboratories of research 
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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, QM/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 CHIM08) (2017-2023). 
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Computer skills and 
competences 

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 (Schrödinger), 
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 (Schrödinger). 
HADDOCK, Cluspro 2.0, FITTED (Molecular forecaster Inc.) 
-Sites of Metabolism prediction software: P450 SOM (Schrödinger) 
-3D-QSAR/Pharmacophore Modelling software: Cerius2 and Catalyst (Accelrys), Phase (Schrödinger); Ligand 
Scout (inte:ligand)  
-Chemiometric software: Grid (Molecular Discovery), Volsurf (Molecular Discovery), Golpe (Multivariate 
Infometric Analysis S.r.l)  
-Quantomechanical software: Gaussian (Gaussian Inc.), Molden (CMBI), Mopac, Jaguar (Schrödinger) 
-Molecular Dynamics software: Amber (UCSF), Desmond (DESRES), NAMD (TCB), GROMACS, RedMD 
-Homology Modelling software: Modeller, Prime (Schrödinger), 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, PSiFR, Pudge, SCWRL, YASSPP, etc..) 
-Molecular Visualization software: PyMOL (Schrödinger), 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 bioinformatics 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 “ViviamoInPositivo” from 2009 to 2014 
http://www3.unisi.it/did/master-tfi/ Master di II Livello in Tecnologie Farmaceutiche Industriali 
http://www3.unisi.it/did/ssfo/home.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 
 
 
 
 
 

 

Driving licence I 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) 
-Capacità 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 così 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 proprietà 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 l’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 l’analisi e 
la predizione dell’attività 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 GluK3 attraverso l’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 (Italy) 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 CHIM08) (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 nell'ambito 

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 eIF4F 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 
Italian National Scientific Habilitation (ASN 2016) as Associate Professor in Medicinal, Toxicological and 
Nutritional Chemistry and Applied Technologies (03/D1; SSD CHIM08). 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 (IJBS)”. 
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 (VIJ)”. 
From September 2017 Dr Brogi is a member of the Editorial Board of “International Journal of Innovative Studies 
in Medical Sciences (IJISMS)”. 
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’Università e della Ricerca 
Italiano (MUR)” 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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Additional 
information 

Publications 
 

Patents:  
 

11]]  PPRROOKKIINNEETTIICCIINN  11  RREECCEEPPTTOORR  AAGGOONNIISSTTSS  AANNDD  TTHHEEIIRR  UUSSEESS  
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/WO2012084999 
 

Peer-reviewed scientific articles: 
 

22]] RROOLLEE  OOFF  HHYYDDRROOGGEENN  SSUULLFFIIDDEE  IINN  EENNDDOOTTHHEELLIIAALL  DDYYSSFFUUNNCCTTIIOONN::  PPAATTHHOOPPHHYYSSIIOOLLOOGGYY  AANNDD  TTHHEERRAAPPEEUUTTIICC  AAPPPPRROOAACCHHEESS  
Valentina Citi, Alma Martelli, Era Gorica, Simone Brogi, Lara Testai, Vincenzo Calderone  J. Adv. Res. 2021, 27, 
99-113  DOI: 10.1016/j.jare.2020.05.015 
 
33]]  SSTTRRUUCCTTUURREE--AACCTTIIVVIITTYY  RREELLAATTIIOONNSSHHIIPPSS  SSTTUUDDYY  OOFF  IISSOOTTHHIIOOCCYYAANNAATTEESS  FFOORR  HH22SS  RREELLEEAASSIINNGG  PPRROOPPEERRTTIIEESS::  33--PPYYRRIIDDYYLL--
IISSOOTTHHIIOOCCYYAANNAATTEE  AASS  AA  NNEEWW  PPRROOMMIISSIINNGG  CCAARRDDIIOOPPRROOTTEECCTTIIVVEE  AAGGEENNTT  
Valentina Citi, Angela Corvino, Ferdinando Fiorino, Francesco Frecentese, Elisa Magli, Elisa Perissutti, Vincenzo 
Santagada, Simone Brogi, Lorenzo Flori, Era Gorica, Lara Testai, Alma Martelli, Vincenzo Calderone, Giuseppe 
Caliendo, Beatrice Severino  J. Adv. Res. 2021, 27, 41-53  DOI: 10.1016/j.jare.2020.02.017  

  
44]]  NNOOVVEELL  QQUUIINNOOLLOONNEE--BBAASSEEDD  PPOOTTEENNTT  AANNDD  SSEELLEECCTTIIVVEE  HHDDAACC66  IINNHHIIBBIITTOORRSS::  SSYYNNTTHHEESSIISS,,  MMOOLLEECCUULLAARR  MMOODDEELLLLIINNGG  SSTTUUDDIIEESS  

AANNDD  BBIIOOLLOOGGIICCAALL  IINNVVEESSTTIIGGAATTIIOONN  
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 

  
55]]  CCIINNNNAAMMIIDDEESS  TTAARRGGEETT  LLeeiisshhmmaanniiaa  aammaazzoonneennssiiss  AARRGGIINNAASSEE  SSEELLEECCTTIIVVEELLYY  
Edson Roberto da Silva, Júlio Abel Alfredo dos Santos Simone Come, Simone Brogi,* Vincenzo Calderone, Giulia 
Chemi, Giuseppe Campiani, Trícia Maria Ferrreira de Sousa Oliveira, Thanh-Nhat Pham, Marc Pudlo, Corine 
Girard, Claudia do Carmo Maquiaveli  Molecules 2020, 25(22), 5271  DOI: 10.3390/molecules24173061 
*corresponding author 
  
66]]  DDEEVVEELLOOPPMMEENNTT  OOFF  IINN  VVIITTRROO  CCOORRNNEEAALL  MMOODDEELLSS::  OOPPPPOORRTTUUNNIITTYY  FFOORR  PPHHAARRMMAACCOOLLOOGGIICCAALL  TTEESSTTIINNGG  
Valentina Citi, Eugenia Piragine, Simone Brogi,* Sara Ottino, Vincenzo Calderone  Methods Protoc. 2020, 3(4), 74  
DOI: 10.3390/mps3040074 *corresponding author 

  
77]]  SSPPIIRROOIINNDDOOLLIINNEE--CCAAPPPPEEDD  SSEELLEECCTTIIVVEE  HHDDAACC66  IINNHHIIBBIITTOORRSS::  DDEESSIIGGNN,,  SSYYNNTTHHEESSIISS,,  SSTTRRUUCCTTUURRAALL  AANNAALLYYSSIISS  AANNDD  BBIIOOLLOOGGIICCAALL  

EEVVAALLUUAATTIIOONN  
A. Prasanth Saraswati, Nicola Relitti, Margherita Brindisi, Jeremy D. Osko, Giulia Chemi, Stefano Federico, 
Alessandro Grillo, Simone Brogi, Niamh H. McCabe, Richard C. Turkington, Ola Ibrahim, Jeffrey O'Sullivan, 
Stefania Lamponi, Magda Ghanim, Vincent P. Kelly, Daniela Zisterer, Rebecca Amet, Patricia Hannon, Francesca 
Vanni, Cristina Ulivieri, Daniel Herp, Federica Sarno, Antonella Di Costanzo, Fulvio Saccoccia, Giovina Ruberti, 
Manfred Jung, Lucia Altucci, Sandra Gemma, Stefania Butini, David W. Christianson, Giuseppe Campiani  ACS 
Med. Chem. Lett. 2020, 11 (11), 2268-2276  DOI: 10.1021/acsmedchemlett.0c00395 
  
88]]  RROOLLEE  OOFF  HHYYDDRROOGGEENN  SSUULLFFIIDDEE  IINN  CCAARRDDIIOOVVAASSCCUULLAARR  AAGGEEIINNGG  
Lara Testai, Valentina Citi, Alma Martelli, Simone Brogi, Vincenzo Calderone  Pharmacol. Res. 2020, 160, 105125  
DOI: 10.1016/j.phrs.2020.105125 
 
99]] AAMMYYLLOOIIDD  ββ  FFIIBBRRIILLSS  DDIISSRRUUPPTTIIOONN  BBYY  OOLLEEUURROOPPEEIINN  AAGGLLYYCCOONNEE::  LLOONNGG--TTIIMMEE  MMOOLLEECCUULLAARR  DDYYNNAAMMIICCSS  SSIIMMUULLAATTIIOONN  TTOO  GGAAIINN  

IINNSSIIGGHHTT  IINNTTOO  TTHHEE  MMEECCHHAANNIISSMM  OOFF  AACCTTIIOONN  OOFF  TTHHIISS  PPOOLLYYPPHHEENNOOLL  FFRROOMM  EEXXTTRRAA  VVIIRRGGIINN  OOLLIIVVEE  OOIILL  
Simone Brogi,* Hajar Sirous, Vincenzo Calderone, Giulia Chemi  Food Funct. 2020, 11, 8122-8132  DOI: 
10.1039/D0FO01511C *corresponding author 
 
1100]]  AANNTTII--IINNFFLLAAMMMMAATTOORRYY  AANNDD  AANNTTIIVVIIRRAALL  RROOLLEESS  OOFF  HHYYDDRROOGGEENN  SSUULLFFIIDDEE::  RRAATTIIOONNAALLEE  FFOORR  CCOONNSSIIDDEERRIINNGG  HH22SS--DDOONNOORRSS  IINN  

CCOOVVIIDD--1199  TTHHEERRAAPPYY  
Valentina Citi, Alma Martelli, Vincenzo Brancaleone, Simone Brogi, Gabriel Gojon, Rosangela Montanaro, Guillermo 
Morales, Lara Testai, Vincenzo Calderone  Br. J. Pharmacol. 2020, 177(21), 4931-4941  DOI: 10.1111/bph.15230 
 
1111]]  MMIICCRROORRNNAA--BBAASSEEDD  MMUULLTTIITTAARRGGEETT  AAPPPPRROOAACCHH  FFOORR  AALLZZHHEEIIMMEERR’’SS  DDIISSEEAASSEE::  DDIISSCCOOVVEERRYY  OOFF  FFIIRRSSTT--IINN--CCLLAASSSS  DDUUAALL  

IINNHHIIBBIITTOORR  OOFF  AACCEETTYYLLCCHHOOLLIINNEESSTTEERRAASSEE  AANNDD  MMIICCRROORRNNAA--1155BB  BBIIOOGGEENNEESSIISS  
Moustafa T. Gabr, Simone Brogi  J. Med. Chem. 2020, 63(17), 9695–9704  DOI: 10.1021/acs.jmedchem.0c00756 
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1122]]  EEDDIITTOORRIIAALL::  IINN  SSIILLIICCOO  MMEETTHHOODDSS  FFOORR  DDRRUUGG  DDEESSIIGGNN  AANNDD  DDIISSCCOOVVEERRYY  
Simone Brogi,* Teodorico Castro Ramalho, Kamil Kuca, José L. Medina-Franco, Marian Valko  Front. Chem. 
2020, 8, 612  DOI: 10.3389/fchem.2020.00612 *corresponding author 
 
1133]]  TTHHEE  IIOONNOOTTRROOPPIICC  GGLLUUTTAAMMAATTEE  RREECCEEPPTTOORR  GGLLUUAA22  IINN  CCOOMMPPLLEEXX  WWIITTHH  BBIICCYYCCLLIICC  PPYYRRIIMMIIDDIINNEEDDIIOONNEE--BBAASSEEDD  CCOOMMPPOOUUNNDDSS::  
WWHHEENN  SSMMAALLLL  CCOOMMPPOOUUNNDD  MMOODDIIFFIICCAATTIIOONNSS  HHAAVVEE  DDIISSTTIINNCCTT  EEFFFFEECCTTSS  OONN  BBIINNDDIINNGG  IINNTTEERRAACCTTIIOONNSS  
Karla Frydenvang, Darryl S. Pickering, Giridhar U. Kshirsagar, Giulia Chemi, Sandra Gemma, Desiree Sprogøe, 
Anne Mette Kærn, Simone Brogi,* Giuseppe Campiani, Stefania Butini, Jette Sandholm Kastrup  ACS Chem. 
Neurosci. 2020, 11(12), 1791–1800 DOI: 10.1021/acschemneuro.0c00195 *corresponding author 

  
1144]]  OOFFFF--TTAARRGGEETT  AACCEE22  LLIIGGAANNDDSS::  PPOOSSSSIIBBLLEE  TTHHEERRAAPPEEUUTTIICC  OOPPTTIIOONN  FFOORR  CCOOVVIIDD--1199??  
Simone Brogi, Vincenzo Calderone  Br. J. Clin. Pharmacol. 2020, 86(6), 1178-1179 DOI: 10.1111/bcp.14343 

  
1155]]  DDEESSIIGGNN,,  SSYYNNTTHHEESSIISS  AANNDD  BBIIOOLLOOGGIICCAALL  EEVVAALLUUAATTIIOONN  OOFF  77--SSUUBBSSTTIITTUUTTEEDD  44--PPHHEENNYYLL--66HH--IIMMIIDDAAZZOO[[11,,55--AA]]TTHHIIEENNOO[[33,,22--
FF]][[11,,44]]DDIIAAZZEEPPIINNEESS  AASS  SSAAFFEE  AANNXXIIOOLLYYTTIICC  AAGGEENNTTSS  
Angela Di Capua, Annalisa Reale, Marco Paolino, Giulia Chemi, Simone Brogi, Andrea Cappelli, Gianluca Giorgi, 
Fedora Grande, Lorenzo Di Cesare Mannelli, Carla Ghelardini, Rosanna Matucci, Antonio Garofalo, Maurizio Anzini  
Eur. J. Med. Chem. 2020, 200, 112405 DOI: 10.1016/j.ejmech.2020.112405 
 
1166]]  CCOOMMPPUUTTEERR--DDRRIIVVEENN  DDEEVVEELLOOPPMMEENNTT  OOFF  AANN  IINN  SSIILLIICCOO  TTOOOOLL  FFOORR  FFIINNDDIINNGG  SSEELLEECCTTIIVVEE  HHIISSTTOONNEE  DDEEAACCEETTYYLLAASSEE  11  IINNHHIIBBIITTOORRSS  
Hajar Sirous, Giuseppe Campiani, Simone Brogi,* Vincenzo Calderone, Giulia Chemi  Molecules 2020, 25(8), 
1952  DOI:10.3390/molecules25081952 *corresponding author 

 

1177]]  TTHHEE  CCIITTRRUUSS  FFLLAAVVOONNOOIIDD  NNAARRIINNGGEENNIINN  PPRROOTTEECCTTSS  TTHHEE  MMYYOOCCAARRDDIIUUMM  FFRROOMM  AAGGEEIINNGG--DDEEPPEENNDDEENNTT  DDYYSSFFUUNNCCTTIIOONN::  
PPOOTTEENNTTIIAALL  RROOLLEE  OOFF  SSIIRRTT11  
Lara Testai, Eugenia Piragine, Ilaria Piano, Lorenzo Flori, Eleonora Da Pozzo, Vincenzo Miragliotta, Andrea Pirone, 
Valentina Citi, Lorenzo Di Cesare Mannelli, Simone Brogi, Sara Carpi, Alma Martelli, Paola Nieri, Claudia Martini, 
Carla Ghelardini, Claudia Gargini, Vincenzo Calderone  Oxid. Med. Cell. Longev. 2020, 2020, 4650207  DOI: 
10.1155/2020/4650207 

  

1188]]  OORRGGAANNIICC  IISSOOTTHHIIOOCCYYAANNAATTEESS  AASS    HH22SS--DDOONNOORRSS    
Alma Martelli, Valentina Citi, Lara Testai, Simone Brogi, and Vincenzo Calderone  Antioxid. Redox Signal. 2020, 
32(2), 110-144  DOI: 10.1089/ars.2019.7888 
 
1199]]  TTEELLOOMMEERRAASSEE--BBAASSEEDD  CCAANNCCEERR  TTHHEERRAAPPEEUUTTIICCSS::  AA  RREEVVIIEEWW  OONN  TTHHEEIIRR  CCLLIINNIICCAALL  TTRRIIAALLSS  
Nicola Relitti, A Prasanth Saraswati, Stefano Federico, Tuhina Khan, Margherita Brindisi, Daniela Zisterer, Simone 
Brogi, Sandra Gemma, Stefania Butini, Giuseppe Campiani  Curr. Top. Med. Chem. 2020, 20(6), 433-457  DOI: 
10.2174/1568026620666200102104930 
 
2200]]  SSCCRREEEENNIINNGG  AANNDD  PPHHEENNOOTTYYPPIICCAALL  CCHHAARRAACCTTEERRIIZZAATTIIOONN  OOFF  SScchhiissttoossoommaa  mmaannssoonnii  HHIISSTTOONNEE  DDEEAACCEETTYYLLAASSEE  88  

((SSmmHHDDAACC88))  IINNHHIIBBIITTOORRSS  AASS  MMUULLTTII--SSTTAAGGEE  AANNTTIISSCCHHIISSTTOOSSOOMMAALL  AAGGEENNTTSS  
Fulvio Saccoccia, Margherita Brindisi, Roberto Gimmelli, Nicola Relitti, Alessandra Guidi, A Prasanth Saraswati, 
Caterina Cavella, Simone Brogi, Giulia Chemi, Stefania Butini, Giuliana Papoff, Johanna Senger, Daniel Herp, 
Manfred Jung, Giuseppe Campiani, Sandra Gemma, Giovina Ruberti ACS Infect. Dis. 2020, 6(1), 100-113  DOI: 
10.1021/acsinfecdis.9b00224 
 
2211]]  OOLLDD  BBUUTT  GGOOLLDD::  TTRRAACCKKIINNGG  TTHHEE  NNEEWW  GGUUIISSEE  OOFF  HHIISSTTOONNEE  DDEEAACCEETTYYLLAASSEE  66  ((HHDDAACC66))  EENNZZYYMMEE  AASS  AA  BBIIOOMMAARRKKEERR  AANNDD  

TTHHEERRAAPPEEUUTTIICC  TTAARRGGEETT  IINN  RRAARREE  DDIISSEEAASSEESS  
Margherita Brindisi, A. Prasanth Saraswati, Simone Brogi, Sandra Gemma, Stefania Butini, Giuseppe Campiani  J. 
Med. Chem. 2020, 63(1), 23-39  DOI: 10.1021/acs.jmedchem.9b00924 
  
2222]]  AA  RREEPPUURRPPOOSSIINNGG  AAPPPPRROOAACCHH  FFOORR  UUNNCCOOVVEERRIINNGG  TTHHEE  AANNTTII--TTUUBBEERRCCUULLAARR  AACCTTIIVVIITTYY  OOFF  FFDDAA--AAPPPPRROOVVEEDD  DDRRUUGGSS  WWIITTHH  

PPOOTTEENNTTIIAALL  MMUULLTTII--TTAARRGGEETTIINNGG  PPRROOFFIILLEE  
Basem Battah, Giulia Chemi, Stefania Butini, Giuseppe Campiani, Simone Brogi,* Giovanni Delogu, Sandra 
Gemma  Molecules 2019, 24(23), 4373  DOI: 10.3390/molecules24234373 *corresponding author 
  
2233]]  DDEEVVEELLOOPPMMEENNTT  OOFF  NNOOVVEELL  MMUULLTTIIPPOOTTEENNTT  CCOOMMPPOOUUNNDDSS  MMOODDUULLAATTIINNGG  EENNDDOOCCAANNNNAABBIINNOOIIDD  AANNDD  DDOOPPAAMMIINNEERRGGIICC  SSYYSSTTEEMMSS  
Alessandro Grillo, Giulia Chemi, Simone Brogi, Margherita Brindisi, Nicola Relitti, Filomena Fezza, Domenico 
Fazio, Laura Castelletti, Elisabetta Perdona, Andrea Wong, Stefania Lamponi, Alessandra Pecorelli, Mascia 
Benedusi, Manuela Fantacci, Massimo Valoti, Giuseppe Valacchi, Fabrizio Micheli, Ettore Novellino, Giuseppe 
Campiani, Stefania Butini, Mauro Maccarrone, Sandra Gemma  Eur. J. Med. Chem. 2019, 183, 111674  DOI: 
10.1016/j.ejmech.2019.111674  
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2244]]  CCOOMMPPUUTTAATTIIOONNAALL  AAPPPPRROOAACCHHEESS  FFOORR  DDRRUUGG  DDIISSCCOOVVEERRYY  
Simone Brogi*  Molecules 2019, 24(17), 3061  DOI: 10.3390/molecules24173061 *corresponding author 
 
2255]]  AANN  IINNTTEEGGRRAATTEEDD  IINN  SSIILLIICCOO  SSCCRREEEENNIINNGG  SSTTRRAATTEEGGYY  FFOORR  IIDDEENNTTIIFFYYIINNGG  PPRROOMMIISSIINNGG  DDIISSRRUUPPTTOORRSS  OOFF  PP5533--MMDDMM22  

IINNTTEERRAACCTTIIOONN  
Hajar Sirous, Giulia Chemi, Giuseppe Campiani, Simone Brogi  Comput. Biol. Chem. 2019, 83, 107105 DOI: 
10.1016/j.compbiolchem.2019.107105 

  
2266]]  SSYYNNTTHHEESSIISS,,  BBIIOOLLOOGGIICCAALL  EEVVAALLUUAATTIIOONN  AANNDD  MMOOLLEECCUULLAARR  MMOODDEELLIINNGG  OOFF  NNOOVVEELL  SSEELLEECCTTIIVVEE  CCOOXX--22  IINNHHIIBBIITTOORRSS::  SSUULLFFIIDDEE,,  
SSUULLFFOOXXIIDDEE,,  AANNDD  SSUULLFFOONNEE  DDEERRIIVVAATTIIVVEESS  OOFF  11,,55--DDIIAARRYYLLPPYYRRRROOLL--33--SSUUBBSSTTIITTUUTTEEDD  SSCCAAFFFFOOLLDD  
Annalisa Reale, Simone Brogi, Alessia Chelini, Marco Paolino, Angela Di Capua, Germano Giuliani, Andrea 
Cappelli, Gianluca Giorgi, Giulia Chemi, Alessandro Grillo, Massimo Valoti, Lidia Sautebin, Antonietta Rossi, 
Simona Pace, Concettina La Motta, Lorenzo Di Cesare Mannelli, Elena Lucarini, Carla Ghelardini, Maurizio Anzini  
Bioorg. Med. Chem. 2019, 27(19), 115045  DOI: 10.1016/j.bmc.2019.115045 

  
2277]]  IIDDEENNTTIIFFIICCAATTIIOONN  OOFF  NNOOVVEELL  33--HHYYDDRROOXXYY--PPYYRRAANN--44--OONNEE  DDEERRIIVVAATTIIVVEESS  AASS  PPOOTTEENNTT  HHIIVV--11  IINNTTEEGGRRAASSEE  IINNHHIIBBIITTOORRSS  UUSSIINNGG  IINN  

SSIILLIICCOO  SSTTRRUUCCTTUURREE--BBAASSEEDD  CCOOMMBBIINNAATTOORRIIAALL  LLIIBBRRAARRYY  DDEESSIIGGNN  AAPPPPRROOAACCHH  
Hajar Sirous, Giulia Chemi, Sandra Gemma, Stefania Butini, Zeger Debyser, Frauke Christ, Lotfollah Saghaie, 
Simone Brogi,* Afshin Fassihi, Giuseppe Campiani, Margherita Brindisi  Front. Chem. 2019, 7, 574  DOI: 
10.3389/fchem.2019.00574 *corresponding author 

  
2288]]  BBRRIIDDGGEEDD  BBIICCYYCCLLIICC  22,,33--DDIIOOXXAABBIICCYYCCLLOO[[33..33..11]]NNOONNAANNEESS  AASS  AANNTTIIPPLLAASSMMOODDIIAALL  AAGGEENNTTSS::  SSYYNNTTHHEESSIISS,,  SSTTRRUUCCTTUURREE--AACCTTIIVVIITTYY  

RREELLAATTIIOONNSSHHIIPPSS  AANNDD  SSTTUUDDIIEESS  OONN  TTHHEEIIRR  BBIIOOMMIIMMEETTIICC  RREEAACCTTIIOONN  WWIITTHH  FFEE((IIII)) 
Sarah D’Alessandro, Gloria Alfano, Luisa Di Cerbo, Simone Brogi, Giulia Chemi, Nicola Relitti, Margherita Brindisi, 
Stefania Lamponi, Ettore Novellino, Giuseppe Campiani, Sandra Gemma, Nicoletta Basilico, Donatella Taramelli, 
Maria Camilla Baratto, Rebecca Pogni, Stefania Butini  Bioorg. Chem. 2019, 89, 103020  DOI: 
10.1016/j.bioorg.2019.103020 
 
2299]]  DDIIEETTAARRYY  PPOOLLYYPPHHEENNOOLLSS  RRUUTTIINN,,  TTAAXXIIFFOOLLIINN  AANNDD  QQUUEERRCCEETTIINN  RREELLAATTEEDD  CCOOMMPPOOUUNNDDSS  TTAARRGGEETT  Leishmania amazonensis  

AARRGGIINNAASSEE  
EEdson R da Silva, Simone Brogi, João F Lucon-Junior, Giuseppe Campiani, Sandra Gemma, Claudia C 
Maquiaveli   Food Funct. 2019, 10, 3172-3180  DOI: 10.1039/C9FO00265K 

 
3300]]  AALLLLOOSSTTEERRIICC  MMOODDUULLAATTIIOONN  OOFF  IIOONNOOTTRROOPPIICC  GGLLUUTTAAMMAATTEE  RREECCEEPPTTOORRSS::  AANN  OOUUTTLLOOOOKK  OONN  NNEEWW  TTHHEERRAAPPEEUUTTIICC  AAPPPPRROOAACCHHEESS  

TTOO  TTRREEAATT  CCEENNTTRRAALL  NNEERRVVOOUUSS  SSYYSSTTEEMM  DDIISSOORRDDEERRSS  
Simone Brogi,* Giuseppe Campiani, Margherita Brindisi, Stefania Butini  ACS Med. Chem. Lett. 2019, 10(3), 228–
236  DOI: 10.1021/acsmedchemlett.8b00450 *corresponding author   

  
3311]]  SSYYNNTTHHEESSIISS,,  MMOOLLEECCUULLAARR  MMOODDEELLLLIINNGG  AANNDD  BBIIOOLLOOGGIICCAALL  SSTTUUDDIIEESS  OOFF  33--HHYYDDRROOXXYY--PPYYRRAANNEE--44--OONNEE  AANNDD  33--HHYYDDRROOXXYY--
PPYYRRIIDDIINNEE--44--OONNEE  DDEERRIIVVAATTIIVVEESS  AASS  HHIIVV--11  IINNTTEEGGRRAASSEE  IINNHHIIBBIITTOORRSS  
Hajar Sirous, Afshin Fassihi, Simone Brogi,* Giuseppe Campiani, Frauke Christ, Zeger Debyser, Sandra Gemma, 
Stefania Butini, Giulia Chemi, Alessandro Grillo, Rezvan Zabihollahi, Mohammad R. Aghasadeghi, Lotfollah 
Saghaie, Hamid R. Memarian  Med. Chem. 2019, 15(7), 755-770 DOI: 10.2174/1573406415666181219113225 
*corresponding author 
  
3322]]  AA  LLIIGGHHTT  IINN  TTHHEE  DDAARRKK::  SSTTAATTEE  OOFF  TTHHEE  AARRTT  AANNDD  PPEERRSSPPEECCTTIIVVEESS  IINN  OOPPTTOOGGEENNEETTIICCSS  AANNDD  OOPPTTOOPPHHAARRMMAACCOOLLOOGGYY  FFOORR  

RREESSTTOORRIINNGG  VVIISSIIOONN  
Giulia Chemi, Margherita Brindisi, Simone Brogi,* Nicola Relitti, Stefania Butini, Sandra Gemma, Giuseppe 
Campiani  Future Med. Chem. 2019, 11(5), 463-487 DOI: 10.4155/fmc-2018-0315 *corresponding author 
 
3333]] CCIINNNNAAMMIICC  AACCIIDDSS  DDEERRIIVVEEDD  CCOOMMPPOOUUNNDDSS  WWIITTHH  AANNTTIILLEEIISSHHMMAANNIIAALL  AACCTTIIVVIITTYY  TTAARRGGEETT  LLeeiisshhmmaanniiaa  aammaazzoonneennssiiss  
AARRGGIINNAASSEE    
Edson Roberto da Silva, Simone Brogi, Alessandro Grillo, Giuseppe Campiani, Sandra Gemma, Paulo Cezar 
Vieira, Claudia do Carmo Maquiaveli  Chem. Biol. Drug Des. 2019, 93(2), 139-146  DOI: 10.1111/cbdd.13391 
  
3344]]  SSTTRRUUCCTTUURREE--AACCTTIIVVIITTYY  RREELLAATTIIOONNSSHHIIPPSS,,  BBIIOOLLOOGGIICCAALL  EEVVAALLUUAATTIIOONN  AANNDD  SSTTRRUUCCTTUURRAALL  SSTTUUDDIIEESS  OOFF  NNOOVVEELL  

PPYYRRRROOLLOONNAAPPHHTTHHOOXXAAZZEEPPIINNEESS  AASS  AANNTTIITTUUMMOORR  AAGGEENNTTSS  
Margherita Brindisi, Cristina Ulivieri, Gloria Alfano, Sandra Gemma, Francisco de Asís Balaguer, Tuhina Khan, 
Alessandro Grillo, Giulia Chemi, Grégory Menchon, Andrea E. Prota, Natacha Olieric, Daniel Lucena-Agell, Isabel 
Barasoain, J. Fernando Diaz, Angela Nebbioso, Mariarosaria Conte, Ludovica Lopresti, Stefania Magnano, 
Rebecca Amet, Paula Kinsella, Daniela M. Zisterer, Ola Ibrahim, Jeff O'Sullivan, Lucia Morbidelli, Roberta 
Spaccapelo, Cosima Baldari, Stefania Butini, Ettore Novellino, Giuseppe Campiani, Lucia Altucci, Michel O. 
Steinmetz, Simone Brogi  Eur. J. Med. Chem. 2019, 162, 290-320  DOI: 10.1016/j.ejmech.2018.11.004 
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3355]]  AA  JJOOCCIICC--TTYYPPEE  AAPPPPRROOAACCHH  FFOORR  AA  PPRRAACCTTIICCAALL  AANNDD  SSCCAALLAABBLLEE  SSYYNNTTHHEESSIISS  OOFF  PPYYRRRROOLLOONNAAPPHHTTHHOOXXAAZZEEPPIINNEE  ((PPNNOOXX))--BBAASSEEDD  

PPOOTTEENNTT  PPRROOAAPPOOPPTTOOTTIICC  AAGGEENNTTSS  
Stefano Federico, Tuhina Khan, Nicola Relitti, Giulia Chemi, Margherita Brindisi, Simone Brogi, Ettore Novellino, 
Daniela M. Zisterer, Giuseppe Campiani, Sandra Gemma, Stefania Butini  Tetrahedron Lett. 2018, 59(51), 4466-
4470  DOI: 10.1016/j.tetlet.2018.11.005 
  
3366]]  SSYYNNTTHHEETTIICC  SSTTUUDDIIEESS  TTOOWWAARRDD  BBIICCYYCCLLIICC  EENNDDOOPPEERROOXXIIDDEESS  PPRREESSEENNTTIINNGG  PPOOLLAARR  SSIIDDEE  CCHHAAIINNSS 
Sandra Gemma, Luisa di Cerbo, Nicola Relitti, Alessandra Vallone, Margherita Brindisi, Simone Brogi, Giulia 
Chemi, Ettore Novellino, Giuseppe Campiani, Stefania Butini  Tetrahedron Lett. 2018, 59(49), 4330-4333  DOI: 
10.1016/j.tetlet.2018.10.059 
 
3377]]  DDIISSCCOOVVEERRYY  OOFF  IIMMIINNOOBBEENNZZIIMMIIDDAAZZOOLLEE  DDEERRIIVVAATTIIVVEESS  AASS  NNOOVVEELL  CCYYTTOOTTOOXXIICC  AAGGEENNTTSS  
Nora Chouha, Hassan Hammoud, Simone Brogi, Giuseppe Campiani, Caroline Welsch, Caroline Robert, Stéphan 
Vagner, Thierry Cresteil, Embarek Bentouhami, Laurent Désaubry  Open Med. Chem. J. 2018, 12, 74-83  DOI: 
10.2174/1874104501812010074 
 
3388]]  DDEEVVEELLOOPPMMEENNTT  OOFF  PPOOTTEENNTT  IINNHHIIBBIITTOORRSS  OOFF  FFAATTTTYY  AACCIIDD  AAMMIIDDEE  HHYYDDRROOLLAASSEE  UUSSEEFFUULL  FFOORR  TTHHEE  TTRREEAATTMMEENNTT  OOFF  

NNEEUURROOPPAATTHHIICC  PPAAIINN  
Margherita Brindisi, Giuseppe Borrelli,§ Simone Brogi,§ Alessandro Grillo,§ Samuele Maramai,§ Marco Paolino, 
Mascia Benedusi, Alessanda Pecorelli, Giuseppe Valacchi, Lorenzo Di Cesare Mannelli, Carla Ghelardini, Marco 
Allarà, Alessia Ligresti, Patrizia Minetti, Giuseppe Campiani, Vincenzo di Marzo, Stefania Butini, Sandra Gemma  
ChemMedChem 2018, 13(19), 2090-2103  DOI: 10.1002/cmdc.201800397 §equal contribution 
  
3399]]  NNOOVVEELL  SSPPIIRROOIINNDDOOLLIINNEE  HHDDAACC  IINNHHIIBBIITTOORRSS::  SSYYNNTTHHEESSIISS,,  MMOOLLEECCUULLAARR  MMOODDEELLLLIINNGG  AANNDD  BBIIOOLLOOGGIICCAALL  SSTTUUDDIIEESS  
Margherita Brindisi, Johanna Senger, Caterina Cavella, Alessandro Grillo, Giulia Chemi, Sandra Gemma, Dora 
Mariagrazia Cucinella, Stefania Lamponi, Federica Sarno, Concetta Iside, Angela Nebbioso, Ettore Novellino, Tajith 
Baba Shaik, Christophe Romier, Daniel Herp, Manfred Jung, Stefania Butini, Giuseppe Campiani, Lucia Altucci, 
Simone Brogi  Eur. J. Med. Chem. 2018, 157, 127-138  DOI: 10.1016/j.ejmech.2018.07.069  

  
4400]]  iiPPSSCC--DDEERRIIVVEEDD  NNEEUURROONNSS  PPRROOFFIILLIINNGG  RREEVVEEAALLSS  GGAABBAAEERRGGIICC  CCIIRRCCUUIITT  DDIISSRRUUPPTTIIOONN  AANNDD  AACCEETTYYLLAATTEEDD  αα--TTUUBBUULLIINN  DDEEFFEECCTT  

WWHHIICCHH  IIMMPPRROOVVEESS  AAFFTTEERR  iiHHDDAACC66  TTRREEAATTMMEENNTT  IINN  RREETTTT  SSYYNNDDRROOMMEE  
Elisa Landucci, Margherita Brindisi, Laura Bianciardi, Lorenza M. Catania, Sergio Daga, Susanna Croci, Elisa 
Frullanti, Chiara Fallerini, Stefania Butini, Simone Brogi, Simone Furini, Riccardo Melani, Angelo Molinaro, 
Flaminia Clelia Lorenzetti, Valentina Imperatore, Sonia Amabile, Jessica Mariani, Francesca Mari, Francesca Ariani, 
Tommaso Pizzorusso, Anna Maria Pinto, Flora M. Vaccarino, Giuseppe Campiani, Alessandra Renieri, Ilaria Meloni  
Exp. Cell Res. 2018, 368(2), 225-235  DOI: 10.1016/j.yexcr.2018.05.001 
  
4411]]  AANNTTIIMMAALLAARRIIAALL  AAGGEENNTTSS  AAGGAAIINNSSTT  BBOOTTHH  SSEEXXUUAALL  AANNDD  AASSEEXXUUAALL  PPAARRAASSIITTEESS  SSTTAAGGEESS::  SSTTRRUUCCTTUURREE--AACCTTIIVVIITTYY  

RREELLAATTIIOONNSSHHIIPPSS  AANNDD  BBIIOOLLOOGGIICCAALL  SSTTUUDDIIEESS  OOFF  TTHHEE  MMAALLAARRIIAA  BBOOXX  CCOOMMPPOOUUNNDD  11--[[55--((44--BBRROOMMOO--22--CCHHLLOORROOPPHHEENNYYLL))FFUURRAANN--22--
YYLL]]--NN--[[((PPIIPPEERRIIDDIINN--44--YYLL))MMEETTHHYYLL]]MMEETTHHAANNAAMMIINNEE  ((MMMMVV001199991188))  AANNDD  AANNAALLOOGGUUEESS  
Alessandra Vallone, Sarah D’Alessandro, Simone Brogi, Margherita Brindisi, Giulia Chemi, Gloria Alfano, Stefania 
Lamponi, Soon Goo Lee, Joseph M. Jez, Karin J.M. Koolen, Koen J. Dechering, Simona Saponara, Fabio Fusi, 
Beatrice Gorelli, Donatella Taramelli, Silvia Parapini, Reto Caldelari, Giuseppe Campiani, Sandra Gemma, Stefania 
Butini  Eur. J. Med. Chem. 2018, 150, 698-718  DOI: 10.1016/j.ejmech.2018.03.024 
  
4422]]  ((SS))--22--AAMMIINNOO--33--((55--MMEETTHHYYLL--33--HHYYDDRROOXXYYIISSOOXXAAZZOOLL--44--YYLL))PPRROOPPAANNOOIICC  AACCIIDD  ((AAMMPPAA))  AANNDD  KKAAIINNAATTEE  RREECCEEPPTTOORR  LLIIGGAANNDDSS::  
FFUURRTTHHEERR  EEXXPPLLOORRAATTIIOONN  OOFF  BBIIOOIISSOOSSTTEERRIICC  RREEPPLLAACCEEMMEENNTTSS,,  SSTTRRUUCCTTUURRAALL  AANNDD  BBIIOOLLOOGGIICCAALL  IINNVVEESSTTIIGGAATTIIOONN  
Simone Brogi, Margherita Brindisi, Stefania Butini, Giridhar Uttam Kshirsagar, Samuele Maramai, Giulia Chemi, 
Sandra Gemma, Giuseppe Campiani, Ettore Novellino, Paolo Fiorenzani, Jessica Pinassi, Anna Maria Aloisi, Mikko 
Gynther, Raminta Venskutonyte, Liwei Han, Karla Frydenvang, Jette Sandholm Kastrup, Darryl S. Pickering  J. 
Med. Chem. 2018, 61(5), 2124–2130  DOI: 10.1021/acs.jmedchem.8b00099 

  

4433]]  DDEEVVEELLOOPPMMEENNTT  OOFF  PPOOTTEENNTT  IINNHHIIBBIITTOORRSS  OOFF  TTHHEE  MMyyccoobbaacctteerriiuumm  ttuubbeerrccuulloossiiss  VVIIRRUULLEENNCCEE  FFAACCTTOORR  ZZMMPP11  AANNDD  

EEVVAALLUUAATTIIOONN  OOFF  TTHHEEIIRR  EEFFFFEECCTT  OONN  MMYYCCOOBBAACCTTEERRIIAALL  SSUURRVVIIVVAALL  IINNSSIIDDEE  MMAACCRROOPPHHAAGGEESS  
Marco Paolino, Margherita Brindisi, Alessandra Vallone, Stefania Butini, Giuseppe Campiani, Chiara Nannicini, 
Germano Giuliani, Maurizio Anzini, Stefania Lamponi, Gianluca Giorgi, Diego Sbardella, Davide M. Ferraris, 
Stefano Marini, Massimo Coletta, Ivana Palucci, Mariachiara Minerva, Giovanni Delogu, Ilaria Pepponi, Delia 
Goletti, Andrea Cappelli, Sandra Gemma, Simone Brogi  ChemMedChem 2018, 13(5), 422-430  DOI: 
10.1002/cmdc.201700759 
 
4444]]  AACCTTIIVVAATTIIOONN  OOFF  TTHHEE  WWNNTT  PPAATTHHWWAAYY  BBYY  SSMMAALLLL  PPEEPPTTIIDDEESS::  RRAATTIIOONNAALL  DDEESSIIGGNN,,  SSYYNNTTHHEESSIISS  AANNDD  BBIIOOLLOOGGIICCAALL  EEVVAALLUUAATTIIOONN  
Simone Brogi, Samuele Maramai, Margherita Brindisi, Giulia Chemi, Valentina Porcari, Claudio Corallo, Luigi 
Gennari, Ettore Novellino, Anna Ramunno, Stefania Butini, Giuseppe Campiani, Sandra Gemma  ChemMedChem 
2017, 12(24), 2074-2085  DOI: 10.1002/cmdc.201700551 
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4455]]  FFIIRRSSTT  DDUUAALL  AAKK//GGSSKK--33ββ  IINNHHIIBBIITTOORRSS  EENNDDOOWWEEDD  WWIITTHH  AANNTTIIOOXXIIDDAANNTT  PPRROOPPEERRTTIIEESS  AASS  MMUULLTTIIFFUUNNCCTTIIOONNAALL,,  PPOOTTEENNTTIIAALL  

NNEEUURROOPPRROOTTEECCTTIIVVEE  AAGGEENNTTSS  
Simone Brogi,§ Anna Ramunno,§ Lida Savi, Giulia Chemi, Gloria Alfano, Alessandra Pecorelli, Erika Pambianchi, 
Paola Galatello, Giulia Compagnoni, Federico Focher, Giuseppe Biamonti, Giuseppe Valacchi, Stefania Butini, 
Sandra Gemma, Giuseppe Campiani, Margherita Brindisi  Eur. J. Med. Chem. 2017, 138, 438-457  DOI: 
10.1016/j.ejmech.2017.06.017 §equal contribution  
  
4466]]  SSYYNNTTHHEESSIISS  AANNDD  BBIIOOLLOOGGIICCAALL  EEVVAALLUUAATTIIOONN  OOFF  NNOOVVEELL  NNEEUURROOPPRROOTTEECCTTIIVVEE  PPYYRRIIDDAAZZIINNEE  DDEERRIIVVAATTIIVVEESS  AASS  EEXXCCIITTAATTOORRYY  

AAMMIINNOO  AACCIIDD  TTRRAANNSSPPOORRTTEERR  22  ((EEAAAATT22))  AACCTTIIVVAATTOORRSS  
Alessia Chelini, Simone Brogi, Marco Paolino, Angela Di Capua, Andrea Cappelli, Gianluca Giorgi, Mersedeh 
Farzad, Lorenzo Di Cesare Mannelli, Laura Micheli, Carla Ghelardini, Maurizio Anzini            J. Med. Chem. 2017, 
60(12), 5216-5221  DOI: 10.1021/acs.jmedchem.7b00383 
  
4477]]  SSTTRRUUCCTTUURRAALL  CCHHAARRAACCTTEERRIIZZAATTIIOONN  OOFF  GGiiaarrddiiaa  dduuooddeennaalliiss  TTHHIIOORREEDDOOXXIINN  RREEDDUUCCTTAASSEE  ((ggTTRRXXRR))  AANNDD  CCOOMMPPUUTTAATTIIOONNAALL  

AANNAALLYYSSIISS  OOFF  IITTSS  IINNTTEERRAACCTTIIOONN  WWIITTHH  NNBBDDHHEEXX  
Simone Brogi,§ Annarita Fiorillo,§ Giulia Chemi, Stefania Butini, Marco Lalle, Andrea Ilari, Sandra Gemma, 
Giuseppe Campiani  Eur. J. Med. Chem. 2017, 135, 479-490  DOI: 10.1016/j.ejmech.2017.04.057 §equal 
contribution 
  
4488]]  MMUULLTTIITTAARRGGEETT  CCOOMMPPOOUUNNDDSS  BBEEAARRIINNGG  TTAACCRRIINNEE--  AANNDD  DDOONNEEPPEEZZIILL--LLIIKKEE  SSTTRRUUCCTTUURRAALL  AANNDD  FFUUNNCCTTIIOONNAALL  MMOOTTIIFFSS  FFOORR  TTHHEE  

PPOOTTEENNTTIIAALL  TTRREEAATTMMEENNTT  OOFF  AALLZZHHEEIIMMEERR''SS  DDIISSEEAASSEE  
Lhassane Ismaili, Bernard Refouvelet, Mohamed Benchekroun, Simone Brogi, Margherita Brindisi, Sandra 
Gemma, Giuseppe Campiani, Slavica Filipic, Danica Agbaba, Gerard Esteban, Mercedes Unzeta, Katarina Nikolic, 
Stefania Butini, José Marco-Contelles  Prog. Neurobiol. 2017, 151, 4-34  DOI: 10.1016/j.pneurobio.2015.12.003 
 
4499]]  COOMMPPUUTTAATTIIOONNAALL  TTOOOOLL  FFOORR  FFAASSTT  IINN  SSIILLIICCOO  EEVVAALLUUAATTIIOONN  OOFF  hEERRGG  KK++  CCHHAANNNNEELL  AAFFFFIINNIITTYY  
Giulia Chemi, Sandra Gemma, Giuseppe Campiani, Simone Brogi,* Stefania Butini, Margherita Brindisi  Front. 
Chem. 2017, 5:7  DOI: 10.3389/fchem.2017.00007 *corresponding author 
 
5500]]  BBRREEAAKKTTHHRROOUUGGHHSS  IINN  CCOOMMPPUUTTAATTIIOONNAALL  AAPPPPRROOAACCHHEESS  FFOORR  DDRRUUGG  DDIISSCCOOVVEERRYY  
Giulia Chemi, Simone Brogi*  J. Drug. Res. Dev. 2017, 3(1)  DOI: 10.16966/2470-1009.129 *corresponding author 
  
5511]]  IIDDEENNTTIIFFIICCAATTIIOONN  OOFF  NNOOVVEELL  FFLLUUOORREESSCCEENNTT  PPRROOBBEESS  PPRREEVVEENNTTIINNGG  PPRRPPSSCC  RREEPPLLIICCAATTIIOONN  IINN  PPRRIIOONN  DDIISSEEAASSEESS  
Ludovica Zaccagnini,§ Simone Brogi,§ Margherita Brindisi, Sandra Gemma, Giulia Chemi, Giuseppe Legname, 
Giuseppe Campiani, Stefania Butini  Eur. J. Med. Chem. 2017, 127, 859-873  DOI: 10.1016/j.ejmech.2016.10.064 
§equal contribution 
  
5522]]  SYNTHESIS AND BIOLOGICAL EVALUATION OF A NEW CLASS OF BENZOTHIAZINES AS NEUROPROTECTIVE AGENTS 
Alessandra Mancini, Alessia Chelini, Angela Di Capua, Loretta Castelli, Simone Brogi, Marco Paolino, Germano 
Giuliani, Andrea Cappelli, Maria Frosini, Lorenzo Ricci, Erminia Leonelli, Gianluca Giorgi, Antonio Giordani, Jacopo 
Magistretti, Maurizio Anzini  Eur. J. Med. Chem. 2017, 126, 614-630  DOI: 10.1016/j.ejmech.2016.11.053 
  
5533]]  DDOOPPAAMMIINNEE  DD33  RREECCEEPPTTOORR  AANNTTAAGGOONNIISSTTSS  AASS  PPOOTTEENNTTIIAALL  TTHHEERRAAPPEEUUTTIICCSS  FFOORR  TTHHEE  TTRREEAATTMMEENNTT  OOFF  NNEEUURROOLLOOGGIICCAALL  

DDIISSEEAASSEESS  
Samuele Maramai, Sandra Gemma, Simone Brogi, Giuseppe Campiani, Stefania Butini, Holger Stark, Margherita 
Brindisi  Front. Neurosci. 2016, 10:451  DOI: 10.3389/fnins.2016.00451 
 
5544]]  HHAARRNNEESSSSIINNGG  TTHHEE  PPYYRRRROOLLOOQQUUIINNOOXXAALLIINNEE  SSCCAAFFFFOOLLDD  FFOORR  FFAAAAHH  AANNDD  MMAAGGLL  IINNTTEERRAACCTTIIOONN::  DDEEFFIINNIITTIIOONN  OOFF  TTHHEE  

SSTTRRUUCCTTUURRAALL  DDEETTEERRMMIINNAANNTTSS  FFOORR  EENNZZYYMMEE  IINNHHIIBBIITTIIOONN  
Margherita Brindisi, Simone Brogi, Samuele Maramai, Alessandro Grillo, Giuseppe Borrelli, Stefania Butini, Ettore 
Novellino, Marco Allarà, Alessia Ligresti, Giuseppe Campiani, Vincenzo Di Marzo, Sandra Gemma  RSC Adv. 2016, 
6, 64651–64664  DOI: 10.1039/C6RA12524G 
  
5555]]  PPHHEENNYYLLPPYYRRRROOLLEE--BBAASSEEDD  HHDDAACC  IINNHHIIBBIITTOORRSS::  SSYYNNTTHHEESSIISS,,  MMOOLLEECCUULLAARR  MMOODDEELLIINNGG  AANNDD  BBIIOOLLOOGGIICCAALL  SSTTUUDDIIEESS  
Margherita Brindisi, Caterina Cavella, Simone Brogi, Angela Nebbioso, Johanna Senger, Samuele Maramai, 
Alfonso Ciotta, Concetta Iside, Stefania Butini, Stefania Lamponi, Ettore Novellino, Lucia Altucci, Manfred Jung, 
Giuseppe Campiani, Sandra Gemma  Future Med. Chem. 2016, 8(13), 1573-1587  DOI: 10.4155/fmc20160068 
  
5566]]  PPOOLLYYPPHHAARRMMAACCOOLLOOGGYY  OOFF  DDOOPPAAMMIINNEE  RREECCEEPPTTOORR  LLIIGGAANNDDSS  
Stefania Butini, Katarina Nikolic, Stefanie Kassel, Hjördis Brückmann, 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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5577]]  VVEERRBBAASSCCOOSSIIDDEE  IINNHHIIBBIITTSS  PPRROOMMAASSTTIIGGOOTTEESS  GGRROOWWTTHH  AANNDD  AARRGGIINNAASSEE  AACCTTIIVVIITTYY  OOFF  Leishmania amazonensis    
Claudia C. Maquiaveli, João F. Lucon-Júnior, 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 

  
5588]]  DDEEVVEELLOOPPMMEENNTT  OOFF  NNOOVVEELL  CCYYCCLLIICC  PPEEPPTTIIDDEESS  AASS  PPRROO--AAPPOOPPTTOOTTIICC  AAGGEENNTTSS  
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 
  
5599]]  TTAARRGGEETTIINNGG  CCLLIINNIICCAALLLLYY--RREELLEEVVAANNTT  MMEETTAALLLLOO  ββ--LLAACCTTAAMMAASSEESS::  FFRROOMM  HHIIGGHH  TTHHRROOUUGGHHPPUUTT  DDOOCCKKIINNGG  TTOO  BBRROOAADD--
SSPPEECCTTRRUUMM  IINNHHIIBBIITTOORRSS  
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 

  
6600]]  DDEEVVEELLOOPPMMEENNTT  AANNDD  PPHHAARRMMAACCOOLLOOGGIICCAALL  CCHHAARRAACCTTEERRIIZZAATTIIOONN  OOFF  SSEELLEECCTTIIVVEE  BBLLOOCCKKEERRSS  OOFF  22--AARRAACCHHIIDDOONNOOYYLL  GGLLYYCCEERROOLL  

DDEEGGRRAADDAATTIIOONN  WWIITTHH  EEFFFFIICCAACCYY  IINN  RROODDEENNTT  MMOODDEELLSS  OOFF  MMUULLTTIIPPLLEE  SSCCLLEERROOSSIISS  AANNDD  PPAAIINN  
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  DOI: 
10.1021/acs.jmedchem.5b01812 
 
6611]]  IINN  SSIILLIICCOO  SSTTUUDDYY  OOFF  SSUUBBTTIILLIISSIINN--LLIIKKEE  PPRROOTTEEAASSEE  11  ((SSUUBB11))  FFRROOMM  DDIIFFFFEERREENNTT  PPllaassmmooddiiuumm  SSPPEECCIIEESS  IINN  CCOOMMPPLLEEXX  WWIITTHH  

PPEEPPTTIIDDYYLL--DDIIFFLLUUOORROOSSTTAATTOONNEESS  AANNDD  CCHHAARRAACCTTEERRIIZZAATTIIOONN  OOFF  PPOOTTEENNTT  PPAANN--SSUUBB11  IINNHHIIBBIITTOORRSS  
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 
  
6622]]  DDEEVVEELLOOPPMMEENNTT  OOFF  AA  PPRRAACCTTIICCAALL  AANNDD  SSCCAALLAABBLLEE  RROOUUTTEE  FFOORR  TTHHEE  PPRREEPPAARRAATTIIOONN  OOFF  TTHHEE  DDEEAACCEETTOOXXYYTTUUBBUUVVAALLIINNEE  ((DDTTUUVV))  

FFRRAAGGMMEENNTT  OOFF  PPRREETTUUBBUULLYYSSIINN  
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 
  
6633]]  DDOONNEEPPEEZZIILL--LLIIKKEE  MMUULLTTIIFFUUNNCCTTIIOONNAALL  AAGGEENNTTSS::  DDEESSIIGGNN,,  SSYYNNTTHHEESSIISS,,  MMOOLLEECCUULLAARR  MMOODDEELLIINNGG  AANNDD  BBIIOOLLOOGGIICCAALL  

EEVVAALLUUAATTIIOONN  
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 §equal contribution 
 
6644]]  SSYYNNTTHHEESSIISS  AANNDD  BBIIOOLLOOGGIICCAALL  EEVVAALLUUAATTIIOONN  OOFF  FFLLUUOORRIINNAATTEEDD  11,,55--DDIIAARRYYLLPPYYRRRROOLLEE--33--AALLKKOOXXYYEETTHHYYLL  EETTHHEERR  DDEERRIIVVAATTIIVVEESS  

AASS  SSEELLEECCTTIIVVEE  CCOOXX--22  IINNHHIIBBIITTOORRSS  EENNDDOOWWEEDD  WWIITTHH  AANNTTIIIINNFFLLAAMMMMAATTOORRYY  AACCTTIIVVIITTYY  
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 
 
6655]]  EEXXPPLLOORRIINNGG  CCLLOOTTRRIIMMAAZZOOLLEE--BBAASSEEDD  PPHHAARRMMAACCOOPPHHOORREE::  33DD--QQSSAARR  SSTTUUDDIIEESS  AANNDD  SSYYNNTTHHEESSIISS  OOFF  NNOOVVEELL  AANNTTIIPPLLAASSMMOODDIIAALL  

AAGGEENNTTSS  
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 
  
6666]]  DDIISSCCOOVVEERRYY  AANNDD  CCAARRDDIIOOPPRROOTTEECCTTIIVVEE  EEFFFFEECCTTSS  OOFF  TTHHEE  FFIIRRSSTT  NNOONN--PPEEPPTTIIDDEE  AAGGOONNIISSTTSS  OOFF  TTHHEE  GG--PPRROOTTEEIINN--CCOOUUPPLLEEDD  

PPRROOKKIINNEETTIICCIINN  RREECCEEPPTTOORR--11  
Adeline Gasser,§ Simone Brogi,§ Kyoji Urayama, Toshishide Nishi, Hitoshi Kurose, Andrea Tafi, Nigel Ribeiro, 
Laurent Désaubry, Canan G. Nebigil  PLoS ONE 2015, 10(4), e0121027  DOI: 10.1371/journal.pone.0121027 
§equal contribution 
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6677]]  SSTTRRUUCCTTUURREE--BBAASSEEDD  DDIISSCCOOVVEERRYY  OOFF  TTHHEE  FFIIRRSSTT  NNOONN--CCOOVVAALLEENNTT  IINNHHIIBBIITTOORRSS  OOFF  LLeeiisshhmmaanniiaa  mmaajjoorr  TTRRYYPPAARREEDDOOXXIINN  

PPEERROOXXIIDDAASSEE  BBYY  HHIIGGHH  TTHHRROOUUGGHHPPUUTT  DDOOCCKKIINNGG  

Margherita Brindisi,§ Simone Brogi,§ Nicola Relitti, Alessandra Vallone, Stefania Butini, Sandra Gemma, Ettore 
Novellino, Gianni Colotti, Gabriella Angiulli, Francesco Di Chiaro, Annarita Fiorillo, Andrea Ilari, Giuseppe Campiani  
Sci. Rep. 2015, 5, 9705  DOI:10.1038/srep09705 §equal contribution 
  
6688]]  PPllaassmmooddiiuumm  ffaallcciippaarruumm  SSUUBBTTIILLIISSIINN--LLIIKKEE  PPRROOTTEEAASSEE  11::  DDIISSCCOOVVEERRYY  OOFF  PPOOTTEENNTT  DDIIFFLLUUOORROOSSTTAATTOONNEE--BBAASSEEDD  IINNHHIIBBIITTOORRSS    
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 
  
6699]]  DDEEVVEELLOOPPMMEENNTT  OOFF  HHUUPPEERRTTAACCRRIINNEESS  AASS  NNOONN--TTOOXXIICC,,  CCHHOOLLIINNEESSTTEERRAASSEE  IINNHHIIBBIITTOORRSS  FFOORR  TTHHEE  PPOOTTEENNTTIIAALL  TTRREEAATTMMEENNTT  OOFF  

AALLZZHHEEIIMMEERR’’SS  DDIISSEEAASSEE  
Mourad Chioua, Marta Pérez, Oscar M. Bautista-Aguilera, Matilde Yañez, Manuela G. López, Alejandro Romero, 
Ramón 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  
  
7700]]  SSYYNNTTHHEETTIICC  SSPPIIRROOCCYYCCLLIICC  EENNDDOOPPEERROOXXIIDDEESS::  NNEEWW  AANNTTIIMMAALLAARRIIAALL  SSCCAAFFFFOOLLDDSS    
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 
  
7711]]  DDIISSCCOOVVEERRYY  OOFF  GGPPCCRR  LLIIGGAANNDDSS  FFOORR  PPRROOBBIINNGG  SSIIGGNNAALL  TTRRAANNSSDDUUCCTTIIOONN  PPAATTHHWWAAYYSS  
Simone Brogi, Andrea Tafi, Laurent Désaubry, Canan G. Nebigil  Front. Pharmacol. 2014, 5:255  DOI: 
10.3389/fphar.2014.00255 
 
7722]]  TTAARRGGEETTIINNGG  DDOOPPAAMMIINNEE  DD33  AANNDD  SSEERROOTTOONNIINN  55--HHTT11AA  AANNDD  55--HHTT22AA  RREECCEEPPTTOORRSS  FFOORR  DDEEVVEELLOOPPIINNGG  EEFFFFEECCTTIIVVEE  

AANNTTIIPPSSYYCCHHOOTTIICCSS::  SSYYNNTTHHEESSIISS,,  BBIIOOLLOOGGIICCAALL  CCHHAARRAACCTTEERRIIZZAATTIIOONN,,  AANNDD  BBEEHHAAVVIIOORRAALL  SSTTUUDDIIEESS  
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  
  
7733]]  DDIISSEEAASSEE  MMOODDIIFFYYIINNGG  AANNTTII--AALLZZHHEEIIMMEERR’’SS  DDRRUUGGSS::  IINNHHIIBBIITTOORRSS  OOFF  HHUUMMAANN  CCHHOOLLIINNEESSTTEERRAASSEESS  IINNTTEERRFFEERRIINNGG  WWIITTHH  ββ--
AAMMYYLLOOIIDD  AAGGGGRREEGGAATTIIOONN  
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  DOI: 
10.1111/cns.12290 
  
7744]]  RRAATTIIOONNAALL  DDEESSIIGGNN  OOFF  TTHHEE  FFIIRRSSTT  DDIIFFLLUUOORROOSSTTAATTOONNEE--BBAASSEEDD  PPffSSUUBB11  IINNHHIIBBIITTOORRSS  
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/j.bmcl.2014.05.044 
  
7755]]  HHCCVV--TTAARRGGEETTEEDD  AANNTTIIVVIIRRAALLSS::  CCUURRRREENNTT  SSTTAATTUUSS  AANNDD  FFUUTTUURREE  CCHHAALLLLEENNGGEESS  
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  
  
7766]]  FFRROOMM  ((++))--EEPPIIGGAALLLLOOCCAATTEECCHHIINN  GGAALLLLAATTEE  TTOO  AA  SSIIMMPPLLIIFFIIEEDD  SSYYNNTTHHEETTIICC  AANNAALLOOGGUUEE  AASS  AA  CCYYTTOOAADDHHEERREENNCCEE  IINNHHIIBBIITTOORR  FFOORR  

PP..  ffaallcciippaarruumm  
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 
 
7777]]  MMUULLTTIIFFUUNNCCTTIIOONNAALL  CCHHOOLLIINNEESSTTEERRAASSEE  AANNDD  AAMMYYLLOOIIDD  BBEETTAA  FFIIBBRRIILLLLIIZZAATTIIOONN  MMOODDUULLAATTOORRSS..  SSYYNNTTHHEESSIISS  AANNDD  BBIIOOLLOOGGIICCAALL  

IINNVVEESSTTIIGGAATTIIOONN 
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  DOI: 
10.1021/ml4002908 
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7788]]  AA  SSTTEERREEOOSSEELLEECCTTIIVVEE  AAPPPPRROOAACCHH  TTOO  PPEEPPTTIIDDOOMMIIMMEETTIICC  BBAACCEE11  IINNHHIIBBIITTOORRSS  
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  DOI: 
10.1016/j.ejmech.2013.09.056 
  
7799]]  TTHHEE  SSTTRRUUCCTTUURRAALL  EEVVOOLLUUTTIIOONN  OOFF  ββ--SSEECCRREETTAASSEE  IINNHHIIBBIITTOORRSS::  AA  FFOOCCUUSS  OONN  TTHHEE  DDEEVVEELLOOPPMMEENNTT  OOFF  SSMMAALLLL--MMOOLLEECCUULLEE  

IINNHHIIBBIITTOORRSS  
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 
 
8800]]  33DD--QQSSAARR  UUSSIINNGG  PPHHAARRMMAACCOOPPHHOORREE--BBAASSEEDD  AALLIIGGNNMMEENNTT  AANNDD  VVIIRRTTUUAALL  SSCCRREEEENNIINNGG  FFOORR  DDIISSCCOOVVEERRYY  OOFF  NNOOVVEELL  MMCCFF--77  

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

 
8811]]  NNOOVVEELL  AANNAALLGGEESSIICC//AANNTTII--IINNFFLLAAMMMMAATTOORRYY  AAGGEENNTTSS::  11,,55--DDIIAARRYYLLPPYYRRRROOLLEE  NNIITTRROO--OOXXYYAALLKKYYLL  EETTHHEERRSS  AANNDD  RREELLAATTEEDD  

CCOOMMPPOOUUNNDDSS  AASS  CCYYCCLLOOOOXXYYGGEENNAASSEE--22  IINNHHIIBBIITTIINNGG  NNIITTRRIICC  OOXXIIDDEE  DDOONNOORRSS  
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, Alma 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/jm301370e 

  
8822]]  SSYYNNTTHHEESSIISS  AANNDD  SSTTRRUUCCTTUURREE--AACCTTIIVVIITTYY  RREELLAATTIIOONNSSHHIIPP  SSTTUUDDIIEESS  IINN  SSEERROOTTOONNIINN  55--HHTT11AA  RREECCEEPPTTOORR  AAGGOONNIISSTTSS  BBAASSEEDD  OONN  

FFUUSSEEDD  PPYYRRRROOLLIIDDOONNEE  SSCCAAFFFFOOLLDDSS  
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  DOI: 
10.1016/j.ejmech.2013.01.044 
  
8833]]  MMIIMMIICCKKIINNGG  TTHHEE  IINNTTRRAAMMOOLLEECCUULLAARR  HHYYDDRROOGGEENN  BBOONNDD::  SSYYNNTTHHEESSIISS,,  BBIIOOLLOOGGIICCAALL  EEVVAALLUUAATTIIOONN,,  AANNDD  MMOOLLEECCUULLAARR  

MMOODDEELLIINNGG  OOFF  BBEENNZZOOXXAAZZIINNEESS  AANNDD  QQUUIINNAAZZOOLLIINNEESS  AASS  PPOOTTEENNTTIIAALL  AANNTTIIMMAALLAARRIIAALL  AAGGEENNTTSS  
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 
  
8844]]  QQUUIINNOOLLYYLLHHYYDDRRAAZZOONNEESS  AASS  NNOOVVEELL  IINNHHIIBBIITTOORRSS  OOFF  PPllaassmmooddiiuumm  ffaallcciippaarruumm  SSEERRIINNEE  PPRROOTTEEAASSEE  PPffSSUUBB11 
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 

  
8855]]  OOPPTTIIMMIIZZAATTIIOONN  OOFF  44--AAMMIINNOOQQUUIINNOOLLIINNEE//CCLLOOTTRRIIMMAAZZOOLLEE--BBAASSEEDD  HHYYBBRRIIDD  AANNTTIIMMAALLAARRIIAALLSS::  FFUURRTTHHEERR  SSTTRRUUCCTTUURREE--AACCTTIIVVIITTYY  

RREELLAATTIIOONNSSHHIIPPSS,,  IINN  VVIIVVOO  SSTTUUDDIIEESS,,  AANNDD  PPRREELLIIMMIINNAARRYY  TTOOXXIICCIITTYY  PPRROOFFIILLIINNGG  
Sandra Gemma, Caterina Camodeca, Salvatore Sanna Coccone, Bhupendra P Joshi, Matteo Bernetti, Vittoria 
Moretti, Simone Brogi, María-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  
  
8866]]  DDEESSIIGGNN,,  SSYYNNTTHHEESSIISS,,  AANNDD  PPHHAARRMMAACCOOLLOOGGIICCAALL  CCHHAARRAACCTTEERRIIZZAATTIIOONN  OOFF  IINNDDOOLL--33--YYLLAACCEETTAAMMIIDDEESS,,  IINNDDOOLL--33--
YYLLOOXXOOAACCEETTAAMMIIDDEESS,,  AANNDD  IINNDDOOLL--33--YYLLCCAARRBBOOXXAAMMIIDDEESS::  PPOOTTEENNTT  AANNDD  SSEELLEECCTTIIVVEE  CCBB22  CCAANNNNAABBIINNOOIIDD  RREECCEEPPTTOORR  IINNVVEERRSSEE  

AAGGOONNIISSTTSS  
Serena Pasquini, Claudia Mugnaini, Alessia Ligresti, Andrea Tafi, Simone Brogi, Chiara Falciani, Valentina Pedani, 
Nicolò 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/jm3003334 
  
8877]]  CCHHAARRAACCTTEERRIIZZAATTIIOONN  OOFF  CCOORR662277  AANNDD  CCOORR662288,,  TTWWOO  NNOOVVEELL  PPOOSSIITTIIVVEE  AALLLLOOSSTTEERRIICC  MMOODDUULLAATTOORRSS  OOFF  TTHHEE  GGAABBAABB  

RREECCEEPPTTOORR  
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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8888]]  SSYYNNTTHHEESSIISS  AANNDD  AANNTTIIPPLLAASSMMOODDIIAALL  AACCTTIIVVIITTYY  OOFF  BBIICCYYCCLLIICC  DDIIOOXXAANNEESS  AASS  SSIIMMPPLLIIFFIIEEDD  DDIIHHYYDDRROOPPLLAAKKOORRTTIINN  AANNAALLOOGGUUEESS  
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 
  
8899]]  TTHHRREEEE--DDIIMMEENNSSIIOONNAALL  QQUUAANNTTIITTAATTIIVVEE  SSTTRRUUCCTTUURREE––  SSEELLEECCTTIIVVIITTYY  RREELLAATTIIOONNSSHHIIPPSS  AANNAALLYYSSIISS  GGUUIIDDEEDD  RRAATTIIOONNAALL  DDEESSIIGGNN  

OOFF  AA  HHIIGGHHLLYY  SSEELLEECCTTIIVVEE  LLIIGGAANNDD  FFOORR  TTHHEE  CCAANNNNAABBIINNOOIIDD  RREECCEEPPTTOORR  22    
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 
  
9900]]  PPHHAARRMMAACCOOPPHHOORREE  MMOODDEELLIINNGG  FFOORR  QQUUAALLIITTAATTIIVVEE  PPRREEDDIICCTTIIOONN  OOFF  AANNTTIIEESSTTRROOGGEENNIICC  AACCTTIIVVIITTYY    
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  
 
9911]]  TTEETTRRAAHHYYDDRROOFFUURRAANN  AACCEETTOOGGEENNIINNSS  FFRROOMM LLaauurreenncciiaa  ggllaanndduulliiffeerraa  
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:  
 

9922]]  New Perspectives in Medicinal Chemistry, 2009, Vol.1: 13-23  
PPHHAARRMMAACCOOPPHHOORREE  MMOODDEELLIINNGG::  AA  CCOONNTTIINNUUOOUUSSLLYY  EEVVOOLLVVIINNGG  TTOOOOLL  FFOORR  CCOOMMPPUUTTAATTIIOONNAALL  DDRRUUGG DDEESSIIGGNN    
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 
 
9933]]  DDEEAALLIINNGG  WWIITTHH  SSCCHHIISSTTOOSSOOMMIIAASSIISS::  CCUURRRREENNTT  DDRRUUGG  DDIISSCCOOVVEERRYY  SSTTRRAATTEEGGIIEESS  
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 
 
9944]]  IINN  SSIILLIICCOO  MMEETTHHOODDSS  FFOORR  DDRRUUGG  DDEESSIIGGNN  AANNDD  DDIISSCCOOVVEERRYY    
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 
5th 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” 
27th 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 β FIBRILS DISRUPTOR 
Simone Brogi, Vincenzo Calderone 
16th 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 Βeta Fibrils: 
Investigation of the Mechanism of Action of this Polyphenol from Extra Virgin Olive Oil 
Simone Brogi 
22nd International 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  
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Oleuropein aglycone as amyloid β fibrils disruptor: Insight into the mechanism of action of this polyphenol from extra 
virgin olive oil 
Simone Brogi 
2nd 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 
39th meeting of the Italian Society of Pharmacology (SIF - SOCIETÀ ITALIANA DI FARMACOLOGIA) 
20th-23th 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 PrPSc Replication in Prion Diseases 
31st Molecular Modeling Workshop 2017, March 27th-29th 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 
VIII meeting “Nuove Prospettive in Chimica Farmaceutica” NPCF8  9th-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 3rd April 2013 Prestwick Chemicals, Strasbourg, France 
 
Computational Approaches in Drug Discovery  
V giornata della Scuola di Dottorato in Scienze farmaceutiche-Sez. Scienze Farmaceutiche  
6th October 2010 Certosa di Pontignano, Siena, Italy  
 
Scientific Posters:  
 

Identification of Schistosoma mansoni Histone Histone Deacetylase 8 (SmHDAC8) 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 Ilari, Sandra Gemma, Giuseppe 
Campiani 
OPENING OF THE EMORY@UNISI SUMMER SCHOOL + Department Biotechnology Chemistry  
& Pharmacy Research Day; May 30th 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 30th 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 
Cinquième 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 Università 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 Ilari, Sandra Gemma, Giuseppe 
Campiani 
31st Molecular Modeling Workshop 2017, March 27th-29th 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 & 10th 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.; Ilari, 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, A.M.; Frullanti, E.; Brindisi, M.; Butini, S.; Imperatore, V.; Ariani, F.; 
Brogi, S.; Campiani, G.; Renieri, A.; Meloni, I. 
American Society of Human Genetics (ASHG) 66th Annual Meeting, October 18–22, 2016 Vancouver (Canada) 
https://ep70.eventpilot.us/web/page.php?page=IntHtml&project=ASHG16&id=160122449  
http://www.ashg.org/2016meeting/pdf/ASHG2016_Program-at-a-glance.pdf  

 



Page 21/23 - Curriculum vitae of  
Brogi Simone  

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

 

                               
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

 
             

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 
13th Convention of Investigators in Cystic Fibrosis, Garda, Verona, Italy 26-28 November 2015 
http://www.fibrosicisticaricerca.it/wp-content/uploads/2015/11/Brochure-XIII-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 (Italy) 
 
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 (Italy) 
 
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 (Italy) 
 
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 (Italy) 
 
MMV Malaria Box: Development of Novel Heterocyclic Compounds to Treat Parasitic Diseases Alessandra Vallone, 
Margherita Brindisi, Stefania Butini, Simone Brogi, Donatella Taramelli, Sandra Gemma; XXIII NMMC & 9th NPCF 
- September 6-9 2015, Salerno (Italy) 
 
Design and synthesis of novel HDAC6 inhibitors  
Caterina Cavella, Stefania Butini, Sandra Gemma, Simone Brogi, Lucia Altucci, Margherita Brindisi; XXIII NMMC & 
9th NPCF - September 6-9 2015, Salerno (Italy) 

 
Development of novel inhibitors of Leishmania major tryparedoxin peroxidase; XXIII NMMC & 9th NPCF 
Nicola Relitti, Margherita Brindisi, Simone Brogi, Stefania Butini, Ettore Novellino, Andrea Ilari, Sandr a Gemma; 
XXIII 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  
4th 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-6th 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, 24th-25th 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 Università 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  
III 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  
III giornata della Scuola di Dottorato in Scienze Farmaceutiche-Sez. Sci enze Farmaceutiche  
22nd October 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.) 
Società Italiana di Farmacologia 
Via Giovanni Pascoli, 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, Nägelsbachstraße 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 
 

 
I 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. 
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