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PPRROOFF..  MMAARRIIAA  LLEETTIIZZIIAA  BBAARRRREECCAA  

((CCVV  uuppddaatteedd  oonn  2277//1100//22002211)) 
 
 

CURRENT ACADEMIC POSITION  
 
Associate Professor in Medicinal Chemistry 
Address: In Silico Drug Discovery Laboratory (I2D Lab), Department of Pharmaceutical Sciences, University of 
Perugia, Via Fabretti 48, 06123, Perugia, Italy 
Phone: +39-075-5855157 
Fax: +39-075-5855115 
E-mail: maria.barreca@unipg.it 
Webite: https://www.unipg.it/personale/maria.barreca; https://d2medchem.wixsite.com/unipg; 
https://www.sibyllabiotech.it/ 
 
 
In possession of national qualification (round 2016) for the competition sector 03/D1 - CHIMICA E TECNOLOGIE 
FARMACEUTICHE, TOSSICOLOGICHE E NUTRACEUTICO-ALIMENTARI. Eligibility as Full Professor obtained on 04 
April 2018  
 
 
EDUCATION 
 
1996: Title of PhD in Pharmaceutical Sciences (IX Cycle) at the University of Messina. 
1996: Qualified to practice as a Pharmacist. 
1992: MSc cum laude in Pharmaceutical Chemistry and Technology (CTF) at the University of Messina 
 
 
PROFESSIONAL EXPERIENCES 
 
01/12/2016-present Associate Professor (SSD CHIM-08), Department of Pharmaceutical Sciences, University of 
Perugia 
1/11/2007-30/11/2016: Assistant Professor (SSD CHIM-08), Faculty of Pharmacy and then from 2014 
Department of Pharmaceutical Sciences, University of Perugia 
7/4-31/ 10/2007: Visiting scientist at the Laboratory of Chemometry and Chemoinformatics, Department of 
Chemistry, University of Perugia 
30/3/2000-28/8/2001: Fellowship for research activities (30/03 / 2000-14 / 05/2000) within the "International 
exchange program for short-term mobility (CNR Short - Term Mobility)” carried out at the Department of 
Biology and Biochemistry, University of Houston, Texas, USA. (At the end of the fellowship, Prof. Barreca 
extended her stay at the University of Houston as a visiting scientist until August 2001) 
4/3/1999-31/10/2007: Assistant Professor (SSD CHIM-08), Pharmaco-Chemical Department, Faculty of 
Pharmacy, University of Messina 
1997-98: Post-doc in Pharmaceutical Sciences at the Pharmaco-Chemical Department of the University of 
Messina 
1993: "Fondazione Bonino-Pulejo" Scholarship at the research laboratories of the Pharmaco-Chemical 
Department - Faculty of Pharmacy of the University of Bari. Later, part of the activities of the research 
doctorate were carried out in the same laboratories. 
 
 
OTHER ACADEMIC POSITIONS 
 

mailto:maria.barreca@unipg.it
https://www.unipg.it/personale/maria.barreca
https://d2medchem.wixsite.com/unipg
https://www.sibyllabiotech.it/
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2019-present: Delegate for the "Third Mission" sector of the Department of Pharmaceutical Sciences, 
University of Perugia (DSF-UNIPG) 
2013-present: Head of AQ (Quality Assurance) of the Degree Course in Pharmaceutical Biotechnology (DSF-
UNIPG) 
2016-present: Member of the Steering Committee of the Degree Course in Pharmaceutical Biotechnologies 
(DSF-UNIPG). 
2019-present: Member of the Didactic Commission of the DSF-UNIPG. 
2017-present: Member of the Commission for the distribution of funds for the functioning of the didactic 
laboratories of the DSF-UNIPG 
2004-2005: Secretary of the Master Course in CTF, University of Messina. 
 

 

SCIENTIFIC RESEARCH ACTIVITIES 
 
03/1999 - 10/2007: research activities at the Pharmaco-Chemical Department of the University of Messina, 
where Prof. Barreca has started a laboratory in the field of computational chemistry applied to drug discovery. 
 
10/2007-present: research activities at the Department of Pharmaceutical Sciences of the University of Perugia, 
where she was responsible for creating and directing the In silico Drug Discovery laboratory (I2D Lab). 
 
Prof. Barreca has significant expertise in the field of medicinal chemistry and drug discovery. In particular, the 
research activities mainly concern the application/development of advanced methodologies of molecular 
modeling, computational chemistry, chemoinformatics and library design in order to: 1) study the structure-
function relationships of macromolecules of biological interest; 2) identify and optimize new bioactive 
compounds through rational ligand- and target-based design, characterization of structure-activity relationships 
as well as virtual screening; 3) understand the factors determining the binding of a ligand to the biological 
target, 5) predict the physico-chemical properties and pharmacokinetics of compounds of pharmaceutical 
interest, and more recently 6) develop predictive models of machine learning. 
 
She is/was member of several national and international multidisciplinary research projects and has linked 
successful collaborations with international groups. 
 

BIBLIOMETRIC INDICATORS RELATED TO PUBLICATIONS AND CITATIONS  

Up to October, 26th 2021 
 
Total number of papers: 96 
Author h-index: 34 (Scopus Database); 37 (Google Scholar) 
Total Citations: 3288 (Scopus Database) 
 
NATIONAL AND INTERNATIONAL AWARDS AND RECOGNITIONS FOR RESEARCH ACTIVITIES 

 

9/01/2018-present: Prof. Barreca is included in the list of Top Italian Scientists (TIS) of the VIA-Academy (Area: 
chemistry-medicine; Macroarea: Chemistry) 

07/12/2016: 1st Prize at "BioSolveIT's scientific challenge winter 2015" (duration of the 3-step challenge: 
December 2015-December 2016), organized by BioSolveIT GmbH (Germany). Awarded project: "Identification 
of pharmacological chaperones for cellular prion protein " 

21/1/2015: ChemMedChem’s praise for the full paper "Pharmacophore-based discovery of small-molecule 
inhibitors of protein-protein interactions between HIV-1 integrase and cellular cofactor LEDGF / p75" to be 
among the top 10 most cited articles published in 2009. 

14/9/2008: 'Italian Chemical Society-Farmindustria' Award for the best young researcher in Pharmaceutical 
research 
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5/10/2007: “James Kaminsky Award” for the best oral presentation at the “10th EU Catalyst User Group 
Meeting 2007 and Advanced Seminars in Catalyst”, Messina. Award-winning presentation: Pharmacophore 
modeling approaches to the discovery of novel HIV-1 integrase inhibitors 

5/4/2002: First prize for the best poster at the MGMS Annual International Meeting 2002-Biomolecular 
Interactions, Bristol (UK). Award-winning poster: Computational approaches in discovering novel anti-AIDS 
agents 

 
2021-present: mentor (by invitation) of PhDs /Postdocs within the "EFMC-YSN Mentoring Program - 2021". 
2019 – present: member of the ACS Medicinal Chemistry Letters Editorial Advisory Board (EAB) 
2017-present: consultant for the international law firm "Herbert Smith Freehills LLP" 
(https://www.herbertsmithfreehills.com/) on topics related to medicinal chemistry and drug discovery (this 
consultation is confidential) 

 

SCIENTIFIC RESPONSIBILITY/ PARTICIPATION IN NATIONAL AND INTERNATIONAL RESEARCH PROJECTS 
 
Principal Investigator/Co-Investigator 

1. 2021-2022: Dr. Andrea Astolfi (applicant), formerly a postdoc in the I2D Lab, is one of the winners of the 
“Post-doctoral fellowship 2021” of the Umberto Veronesi Foundation. Prof. Barreca is officially the 
principal investigator of the submitted project: “Tuning the Precision Oncology on the PI3K / AKT / mTOR 
pathway”. 01-04-2021-present (principal investigator) 

2. 2018-2019: University funds for basic research “A multidisciplinary approach to the discovery of p38α 
MAPK inhibitors” 24-07-2018 a 24-06-2019 (principal investigator) 

3. 2016-2017: Pilot Grant 2016, National Multiple Sclerosis Society, New York (USA): "Targeting cellular prion 
protein in multiple sclerosis". 01-09-2016 al 30-08-2017 (co-investigator) 
 

Scientific Head of UNIPG Unit 

4. 2013-2016: Young Investigator Award (Ricerca Finalizzata 2010, GR-2010-2312769) from Italian Ministry of 
Health: Designing molecular chaperones for proteins: a new strategy for drug discovery in 
neurodegenerative diseases. 12-06-2013 al 11-06-2016 

5. 2011-2013: Italian Program for AIDS research 2009-2010: Discovery of innovative Tat-mimic compounds to 
be used in HIV-1 eradication strategies. 06-04-2011 al 30-06-2013. 

6. 2008-2012: FP7-HEALTH-2007 - EU Project THINC (Targeting HIV integration co-factors, targeting cellular 
proteins during nuclear import or integration of HIV). 01-03-2008 al 29-02-2012.  

 
Member of research unit 

7. 2021-present: EU-OPENSCREEN-DRIVE Chemoproteomics and Mass Spectrometry Imaging (MSI) Call 2021 
- Identification of the Pharmacological Target of Compounds Modulating the Activity of the Cellular Prion 
Protein (CHEMPRION). 1/10/2021-present 

8. 2021-2024: Grant Telethon 2020: “Development of drugs capable of promoting cellular degradation of the 
prion protein”. 1/10/2021-30/09/2024 

9. 2020-2023. FISM 2019 - Research Project - Single Centre 2019: “Targeting cellular prion protein in multiple 
sclerosis” 1/03/2020-28/02/2023 

10. 2018-2022: AIRC Investigator Grant - IG 2017: Tackling Interleukin 4 Induced 1, IL4i1, as a novel target 
enzyme for tumor immunotherapy. 1-01-2018 a 31-12-2022 

11. 2017-2018: Pilot Project Cystic Fibrosis Research Foundation 2017: “Identification of new efflux pumps 
inhibitors able to contrast nontuberculous mycobacterial infections in cystic fibrosis patients” 
(FFC#17/2017). 01-09-2017 a 31-08-2018 

12. 2017-2018: Fondazione Cassa di Risparmio di Perugia: "Reduction of neurotoxicity induced by the prion 
protein with molecules with a heterocyclic structure: implications in Alzheimer's disease. 01-06-2017 al 31-
05-2018 
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13. 2016-2017: University Funds for basic research 2015: "Development of PA / PB1 interaction inhibitors of 
influenza polymerase as new antiviral agents" 12-05-2016 to 12-05-2017 

14. 2013-2016: PRIN (“Relevant projects of National Interest”) 2010-11: Blocking HIV-1 replication through an 
approach aimed at different molecular targets. 01-02-2013 to 01-02-2016 

15. 2012-2014: “Discovery of influenza A virus non-structural protein 1 (NS1) inhibitors” funded by the 
Ministry of Health. 01-06-2012 to 31-05-2014 

16. 2011-2013: "Discovery of Tat-mimicking compounds to fight HIV latency" funded by the Bill & Melinda 
Gates Foundation. from 01-09-2011 to 01-03-2013 

17. 2010-2012: PRIN-2008: Inhibitors of HIV transcriptional regulation. 22-03-2010 to 22-09-2012 
18. 20010-2011: "How to fight the flu pandemic: identification of new effective drugs" funded by the Ministry 

of Health. 02/02/2010 to 01-08-2012 
19. 2009-2011: Fondazione Roma 2009: Intracellular protein-protein interactions regulating viral replication as 

targets for novel antiviral strategies. 01-06-2009 to 31-05-2011 
20. 2006: University Research Program-2005: Design, synthesis and SAR of neuroprotective agents. Duration: 

12 months 01-01-2006 to 31-12-2006 
21. 2006: University Research Program-2005: Design, synthesis and SAR of new HIV-1 reverse transcriptase 

and integrase inhibitors. 01-01-2006 to 31-12-2006 
22. 2004-2007: FP6-HEALTH-2003 - EU project TRIoH (Targeting Replication and Integration of HIV). 01-01-

2004 to 30-06-2007 
23. 2004-2006: PRIN-2004: Molecular modeling, design and synthesis of potential anti-AIDS agents. 30-11-

2004 to 29-11-2006 
24. 2005-2006: University Research Program-2004: Design, synthesis and biological evaluation of new 

inhibitors of HIV-1 reverse transcriptase (RT) and integrase (IN). 01-01-2005 to 31-12-2006 
25. 2004: University Research Program-2003: AMPA receptor antagonists: Rational design, synthesis and SAR. 

01-01-2004 to 31-12-2004 
26. 2004: University Research Program-2003: Design, synthesis and biological evaluation of new HIV-1 reverse 

transcriptase and integrase inhibitors. from 01-01-2004 to 31-12-2004 
27. 2002-2004: PRIN-2002: Molecular modeling, design and synthesis of potential anti-AIDS agents. 16-12-

2002 to 15-12-2004 
28. 2003: University Research Program-2002: Synthesis and Molecular Modeling of AMPA-antagonists. 01-01-

2003 to 31-12-2003 
29. 2003: University Research Program-2002: Design, synthesis and biological evaluation of new inhibitors of 

reverse transcriptase and HIV-1 integrase. 01-01-2003 to 31-12-2003 
30. 2000-2002: PRIN-2000: Molecular modeling, design and synthesis of potential anti-AIDS agents. 20-12-

2000 to 19-12-2002 

 
 
ACADEMIC ENTREPRENEURSHIP AND PATENTS 
 
05/10/2017-present. Co-founder and member of the Scientific Board of the innovative Start-up Sibylla Biotech 
SRL (SB), (https://www.sibyllabiotech.it/), currently spin off of the University of Perugia, the University of 
Trento and the National Institute of Nuclear Physics. Sibylla Biotech enters the pharmaceutical research market 
at a preclinical level, having developed an innovative approach for the discovery of potential drugs (PPI-FIT - 
Pharmacological Protein inactivation by Targeting Folding Intermediates). 
Sibylla Biotech currently has 9 employees and has recently achieved the following milestones: 
- in November 2019, SB collected a 2.4M euro seed round, subscribed by the Vertis Venture 3 Technology 

Transfer fund. 
- in May 2021, SB announced a research collaboration with Takeda Pharmaceutical Company Limited to identify 

innovative small molecules capable of modulating the activity of selected drug targets. 
- in June 2021, SB was one of the eight finalists for Nature's prestigious "The Spinoff Prize 2021" 

(https://www.nature.com/articles/d41586-021-01668-7) 
- in October 2021, SB has been selected as a finalist of the SDG accelerator for female founders. 

https://www.nature.com/articles/d41586-021-01668-7
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1. 2014-present. International patent WO/2014/025785, “Prion protein ligands as therapeutic agents for 
neurodegenerative disorders”. Autori: Biasini, E., Harris, D.A., Beeler, A., Fluharty, B.R., Barreca M.L., Iraci. 
N. Ingham, O. Co-owners: UNIPG: 30%, Boston University: 70% 

2. 27/03/2020: Patent application ITA N 102020000006517, “Small molecules inducing the degradation of 
the cellular prion protein”. Autori: E. Biasini, ML Barreca, P. Faccioli. Co-owners: Università degli Studi di 
Perugia: 30%, Fondazione Telethon: 20%, Università degli Sudi di Trento: 20%, INFN: 30% 

3. 29/05/2020: Patent application ITA N. 102020000012814, “Repurposing of 102020000012814 for diseases 
requiring the lowering of ACE2 expression”. Autori: Astolfi A, Boldrin L, Massignan T, Terruzzi L, Pieri L. 
Owner: Sibylla Biotech 

4. 8/06/2020: Patent application ITA N. 102020000013564, “Repurposing of Artefenomel for diseases 
requiring the lowering of ACE2 expression”. Autori: Astolfi, Boldrin, Massignan, Terruzzi, Pieri. Owner: 
Sibylla Biotech 

5. 18/12/2020: Patent application ITA N. 102020000031403, “Composti attivi su K-Ras”. Autori: Astolfi, 
Boldrin, Massignan, Terruzzi, Pieri. Owner: Sibylla Biotech 

6. 21/05/2021: Patent application ITA N 102021000013244, “Modulators of PrP and uses thereof”. Autori: 
Barreca ML, Biasini E, Fallarino F, Manfroni G. Co-owners: Università degli Studi di Perugia - 75%, Università 
degli Studi di Trento - 12,5%, Fondazione Telethon - 12,5% 
 

 
ACTIVITIES AS REVIEWER 
 
Journal of Medicinal Chemistry, Journal of Chemical Information and Modelling, European Journal of Medicinal 
Chemistry, ACS Medicinal Chemistry Letters, Bioorganic & Medicinal Chemistry, Bioorganic & Medicinal 
Chemistry Letters, Journal of Computer-Aided Molecular Design, Drug Discovery Today, Expert Opinion on Drug 
Discovery, Computational Biology and Chemistry: Advances and Applications, Theoretical Chemistry Accounts, 
Tetrahedron, Epilepsia, Acta Pharmacologica Sinica, Molecules, Future Medicinal Chemistry, Scientific Reports, 
Antiviral Research, Journal of Molecular Graphics and Modelling, ChemMedChem, Current Medicinal Chemistry 

 

In the past, Research Grant Reviewer for the Research Foundation Flanders and Scientific Reviewer for 
LinkSCEEM/Cy-Tera. 
 
 
PUBLICATIONS 
 
* Corresponding/co-corresponding author 
 
(1)  Spagnolli, G.; Massignan, T.; Astolfi, A.; Biggi, S.; Rigoli, M.; Brunelli, P.; Libergoli, M.; Ianeselli, A.; Orioli, 

S.; Boldrini, A.; Terruzzi, L.; Bonaldo, V.; Maietta, G.; Lorenzo, N. L.; Fernandez, L. C.; Codeseira, Y. B.; 
Tosatto, L.; Linsenmeier, L.; Vignoli, B.; Petris, G.; Gasparotto, D.; Pennuto, M.; Guella, G.; Canossa, M.; 
Altmeppen, H. C.; Lolli, G.; Biressi, S.; Pastor, M. M.; Requena, J. R.; Mancini, I.; Barreca, M. L.*; Faccioli, 
P.; Biasini, E. Pharmacological Inactivation of the Prion Protein by Targeting a Folding Intermediate. 
Commun. Biol. 2021, 4 (1). https://doi.org/10.1038/s42003-020-01585-x. 

(2)  Pismataro, M. C.; Felicetti, T.; Bertagnin, C.; Nizi, M. G.; Bonomini, A.; Barreca, M. L.; Cecchetti, V.; 
Jochmans, D.; De Jonghe, S.; Neyts, J.; Tabarrini, O.; Massari, S. 1,2,4-Triazolo[1,5-a]Pyrimidines: Efficient 
One-Step Synthesis and Functionalization as Influenza Polymerase PA-PB1 Interaction Disruptors. Eur. J. 
Med. Chem. 2021, 221. https://doi.org/10.1016/j.ejmech.2021.113494. 

(3)  Felicetti, T.; Burali, M. S.; Gwee, C. P.; Ki Chan, K. W.; Alonso, S.; Massari, S.; Sabatini, S.; Tabarrini, O.; 
Barreca, M. L.; Cecchetti, V.; Vasudevan, S. G.; Manfroni, G. Sustainable, Three-Component, One-Pot 
Procedure to Obtain Active Anti-Flavivirus Agents. Eur. J. Med. Chem. 2021, 210. 
https://doi.org/10.1016/j.ejmech.2020.112992. 

(4)  Cedraro, N.; Cannalire, R.; Astolfi, A.; Mangiaterra, G.; Felicetti, T.; Vaiasicca, S.; Cernicchi, G.; Massari, S.; 
Manfroni, G.; Tabarrini, O.; Cecchetti, V.; Barreca, M. L.; Biavasco, F.; Sabatini, S. From Quinoline to 
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Quinazoline‐Based S. Aureus NorA Efflux Pump Inhibitors by Coupling a Focused Scaffold Hopping 
Approach and a Pharmacophore Search. ChemMedChem 2021. 
https://doi.org/10.1002/cmdc.202100282. 

(5)  Manfroni, G.; Ragonese, F.; Monarca, L.; Astolfi, A.; Mancinelli, L.; Iannitti, R. G.; Bastioli, F.; Barreca, M. 
L.; Cecchetti, V.; Fioretti, B. New Insights on KCa3.1 Channel Modulation. Curr. Pharm. Des. 2020, 26 
(18), 2096–2101. https://doi.org/10.2174/1381612826666200316152645. 

(6)  Felicetti, T.; Mangiaterra, G.; Cannalire, R.; Cedraro, N.; Pietrella, D.; Astolfi, A.; Massari, S.; Tabarrini, O.; 
Manfroni, G.; Barreca, M. L.; Cecchetti, V.; Biavasco, F.; Sabatini, S. C-2 Phenyl Replacements to Obtain 
Potent Quinoline-Based Staphylococcus Aureus NorA Inhibitors. J. Enzyme Inhib. Med. Chem. 2020, 35 
(1), 584–597. https://doi.org/10.1080/14756366.2020.1719083. 

(7)  Biggi, S.; Pancher, M.; Stincardini, C.; Luotti, S.; Massignan, T.; Dalle Vedove, A.; Astolfi, A.; Gatto, P.; 
Lolli, G.; Barreca, M. L.; Bonetto, V.; Adami, V.; Biasini, E. Identification of Compounds Inhibiting Prion 
Replication and Toxicity by Removing PrPC from the Cell Surface. J. Neurochem. 2020, 152 (1), 136–150. 
https://doi.org/10.1111/jnc.14805. 

(8)  Nizi, M. G.; Desantis, J.; Nakatani, Y.; Massari, S.; Mazzarella, M. A.; Shetye, G.; Sabatini, S.; Barreca, M. 
L.; Manfroni, G.; Felicetti, T.; Rushton-Green, R.; Hards, K.; Latacz, G.; Satała, G.; Bojarski, A. J.; Cecchetti, 
V.; Kolář, M. H.; Handzlik, J.; Cook, G. M.; Franzblau, S. G.; Tabarrini, O. Antitubercular Polyhalogenated 
Phenothiazines and Phenoselenazine with Reduced Binding to CNS Receptors. Eur. J. Med. Chem. 2020, 
201. https://doi.org/10.1016/j.ejmech.2020.112420. 

(9)  Cannalire, R.; Ki Chan, K. W.; Burali, M. S.; Gwee, C. P.; Wang, S.; Astolfi, A.; Massari, S.; Sabatini, S.; 
Tabarrini, O.; Mastrangelo, E.; Barreca, M. L.; Cecchetti, V.; Vasudevan, S. G.; Manfroni, G. 
Pyridobenzothiazolones Exert Potent Anti-Dengue Activity by Hampering Multiple Functions of NS5 
Polymerase. ACS Med. Chem. Lett. 2020, 11 (5), 773–782. 
https://doi.org/10.1021/acsmedchemlett.9b00619. 

(10)  Cannalire, R.; Mangiaterra, G.; Felicetti, T.; Astolfi, A.; Cedraro, N.; Massari, S.; Manfroni, G.; Tabarrini, 
O.; Vaiasicca, S.; Barreca, M. L.; Cecchetti, V.; Biavasco, F.; Sabatini, S. Structural Modifications of the 
Quinolin-4-Yloxy Core to Obtain New Staphylococcus Aureus NorA Inhibitors. Int. J. Mol. Sci. 2020, 21 
(19), 1–18. https://doi.org/10.3390/ijms21197037. 

(11)  Astolfi, A.; Spagnolli, G.; Biasini, E.; Barreca, M. L.* The Compelling Demand for an Effective PrPC-
Directed Therapy against Prion Diseases. ACS Med. Chem. Lett. 2020, 11 (11), 2063–2067. 
https://doi.org/10.1021/acsmedchemlett.0c00528. 

(12)  Bartolini, D.; Bührmann, M.; Barreca, M. L.; Manfroni, G.; Cecchetti, V.; Rauh, D.; Galli, F. Co-Crystal 
Structure Determination and Cellular Evaluation of 1,4-Dihydropyrazolo[4,3-c] [1,2] Benzothiazine 5,5-
Dioxide P38α MAPK Inhibitors. Biochem. Biophys. Res. Commun. 2019, 511 (3), 579–586. 
https://doi.org/10.1016/j.bbrc.2019.02.063. 

(13)  Cannalire, R.; Tarantino, D.; Piorkowski, G.; Carletti, T.; Massari, S.; Felicetti, T.; Barreca, M. L.; Sabatini, 
S.; Tabarrini, O.; Marcello, A.; Milani, M.; Cecchetti, V.; Mastrangelo, E.; Manfroni, G.; Querat, G. Broad 
Spectrum Anti-Flavivirus Pyridobenzothiazolones Leading to Less Infective Virions. Antiviral Res. 2019, 
167, 6–12. https://doi.org/10.1016/j.antiviral.2019.03.004. 

(14)  Felicetti, T.; Machado, D.; Cannalire, R.; Astolfi, A.; Massari, S.; Tabarrini, O.; Manfroni, G.; Barreca, M. 
L.; Cecchetti, V.; Viveiros, M.; Sabatini, S. Modifications on C6 and C7 Positions of 3-Phenylquinolone 
Efflux Pump Inhibitors Led to Potent and Safe Antimycobacterial Treatment Adjuvants. ACS Infect. Dis. 
2019, 5 (6), 982–1000. https://doi.org/10.1021/acsinfecdis.9b00041. 

(15)  Palazzotti, D.; Bissaro, M.; Bolcato, G.; Astolfi, A.; Felicetti, T.; Sabatini, S.; Sturlese, M.; Cecchetti, V.; 
Barreca, M. L.*; Moro, S. Deciphering the Molecular Recognition Mechanism of Multidrug Resistance 
Staphylococcus Aureus Nora Efflux Pump Using a Supervised Molecular Dynamics Approach. Int. J. Mol. 
Sci. 2019, 20 (16). https://doi.org/10.3390/ijms20164041. 

(16)  Astolfi, A.; Kudolo, M.; Brea, J.; Manni, G.; Manfroni, G.; Palazzotti, D.; Sabatini, S.; Cecchetti, F.; Felicetti, 
T.; Cannalire, R.; Massari, S.; Tabarrini, O.; Loza, M. I.; Fallarino, F.; Cecchetti, V.; Laufer, S. A.; Barreca, 
M. L.* Discovery of Potent P38α MAPK Inhibitors through a Funnel like Workflow Combining in Silico 
Screening and in Vitro Validation. Eur. J. Med. Chem. 2019, 182. 
https://doi.org/10.1016/j.ejmech.2019.111624. 

(17)  Acchioni, C.; Remoli, A. L.; Marsili, G.; Acchioni, M.; Nardolillo, I.; Orsatti, R.; Farcomeni, S.; Palermo, E.; 
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Perrotti, E.; Barreca, M. L.; Sabatini, S.; Sandini, S.; Parolin, C.; Lin, R.; Borsetti, A.; Hiscott, J.; Sgarbanti, 
M. Alternate NF-ΚB-Independent Signaling Reactivation of Latent HIV-1 Provirus. J. Virol. 2019, 93 (18). 
https://doi.org/10.1128/jvi.00495-19. 

(18)  Cannalire, R.; Tarantino, D.; Astolfi, A.; Barreca, M. L.; Sabatini, S.; Massari, S.; Tabarrini, O.; Milani, M.; 
Querat, G.; Mastrangelo, E.; Manfroni, G.; Cecchetti, V. Functionalized 2,1-Benzothiazine 2,2-Dioxides as 
New Inhibitors of Dengue NS5 RNA-Dependent RNA Polymerase. Eur. J. Med. Chem. 2018, 143, 1667–
1676. https://doi.org/10.1016/j.ejmech.2017.10.064. 

(19)  Felicetti, T.; Cannalire, R.; Pietrella, D.; Latacz, G.; Lubelska, A.; Manfroni, G.; Barreca, M. L.; Massari, S.; 
Tabarrini, O.; Kieć-Kononowicz, K.; Schindler, B. D.; Kaatz, G. W.; Cecchetti, V.; Sabatini, S. 2-
Phenylquinoline S. Aureus NorA Efflux Pump Inhibitors: Evaluation of the Importance of Methoxy Group 
Introduction. J. Med. Chem. 2018, 61 (17), 7827–7848. https://doi.org/10.1021/acs.jmedchem.8b00791. 

(20)  Felicetti, T.; Cannalire, R.; Nizi, M. G.; Tabarrini, O.; Massari, S.; Barreca, M. L.; Manfroni, G.; Schindler, B. 
D.; Cecchetti, V.; Kaatz, G. W.; Sabatini, S. Studies on 2-Phenylquinoline Staphylococcus Aureus NorA 
Efflux Pump Inhibitors: New Insights on the C-6 Position. Eur. J. Med. Chem. 2018, 155, 428–433. 
https://doi.org/10.1016/j.ejmech.2018.06.013. 

(21)  Barreca, M. L.*; Iraci, N.; Biggi, S.; Cecchetti, V.; Biasini, E. Pharmacological Agents Targeting the Cellular 
Prion Protein. Pathogens 2018, 7 (1). https://doi.org/10.3390/pathogens7010027. 

(22)  Astolfi, A.; Manfroni, G.; Cecchetti, V.; Barreca, M. L.* A Comprehensive Structural Overview of P38α 
Mitogen-Activated Protein Kinase in Complex with ATP-Site and Non-ATP-Site Binders. ChemMedChem 
2018, 13 (1), 7–14. https://doi.org/10.1002/cmdc.201700636. 

(23)  Madia, V. N.; Benedetti, R.; Barreca, M. L.; Ngo, L.; Pescatori, L.; Messore, A.; Pupo, G.; Saccoliti, F.; 
Valente, S.; Mai, A.; Scipione, L.; Zheng, Y. G.; Tintori, C.; Botta, M.; Cecchetti, V.; Altucci, L.; Di Santo, R.; 
Costi, R. Structure–Activity Relationships on Cinnamoyl Derivatives as Inhibitors of P300 Histone 
Acetyltransferase. ChemMedChem 2017, 12 (16), 1359–1368. 
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