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 Professional Experience 

 
 University of Pavia, Italy Research Fellow (Biomolecular Simulation; group of Prof. Giorgio Colombo) 
 May 2019 – present - In silico studies on chaperone proteins Hsp90 and Trap1, and several oncogenes 
   * Identification of allosteric binding sites and virtual design of allosteric modulators 
   * Determination of such modulators’ effects on reactivity (semiempirical QM/MM MD, 

DFT cluster models) 
  - Investigations on key SARS-CoV-2 proteins to identify potential immunogenic regions 
 
 University of Bristol, UK Research Associate (Computational Enzymology; group of Dr. Marc W. van der Kamp) 
 Sep. 2017 – May 2019 - Studies on enzymatic stereoselectivity (e.g. actinorhodin ketoreductase and mutants) 
  - Approaches employed include: classical and QM/MM MD; free energy methods 

(umbrella sampling, WaterSwap, MM/PBSA); protein- and ligand-protein docking 
 
 Mind the Byte S. L. Business Developer 
 Barcelona, Spain - Start-up company providing software as a service and consultancy for drug design 
 Nov. 2016 – Mar. 2017 - Responsible for finding and managing new customers in Germany, UK, Italy, Austria 
 
 Catalan Institute of Marie Curie (COFUND) Research Fellow (group of Prof. Carles Bo) 
Chemical Research (ICIQ) - Application of my expertise in computational chemistry to six distinct experimental 
 Tarragona, Spain  collaborations, in the fields of homogeneous catalysis (polyoxometalates) and supra- 
 Sep. 2014 – Oct. 2016  molecular chemistry (encapsulated IrI complexes and fullerenes) 
  - Methods applied include: DFT (reaction profile maps, structural optimisation); TD-DFT 

(spectral properties); QM/MM (ONIOM); large-scale all-atom MM MD simulations 
 
 Italfarmaco S.p.A. Computational Medicinal Chemist (industrial R&D) 
 Cinisello Balsamo, Italy - Virtual design of effective HDAC inhibitors.  Techniques employed include: molecular 
 Jan. – Oct. 2008  modelling; virtual screening, QSAR, pharmacophore models, and docking; de  
   novo design; MD simulations of enzyme/substrate; semiempirical QM methods. 

 
 Education 

 
 Imperial College London Ph.D. (Computational Chemistry): Simulating Self-Assembly of Organosulfur Species 
 Apr. 2010 – Feb. 2014 on Gold Nanoparticles (Supervisors: Prof. Michael J. Bearpark, Prof. Fernando Bresme) 
 
 Oct. 2008 – Apr. 2010 Partly Completed Ph.D. (Computational Biochemistry): Investigating the Proteomic 

Code (Supervisor: Prof. Andrew D. Miller) 
 [Forcibly interrupted due to unexpected resignation of supervisor] 

 
 Sep. 2003 – Aug. 2007 MSci in Chemistry (First Class Honours): 

 - Literature Report: Is it a Small RNA World After All? (Supervisor Prof. A. D. Miller) 
 

 Swiss Federal Institute of Erasmus Project (part of MSci) – Faculty of Chemistry and Applied Biosciences: 
 Technology (ETH), Zürich - MSci Dissertation (Experimental): The Mechanism of Tyrosyl Radical Repair by 
 May – Dec. 2006  Glutathione and Selenocysteine (Supervisor: Dr. Thomas Nauser) 

- Humanities Project (in German): Föderalismus und Mehrsprachigkeit in der Schweiz 
(Federalism and Multilingualism in Switzerland; Supervisor: Prof. Charmian Brinson) 

 
 Sir James Henderson - A-level examinations in Chemistry, Biology, Mathematics, and Music (all grade A) 
 British School of Milan - AS-Level examination in French (grade A) 

 Sep. 2002 – Jun. 2003 - Italian Maturità: integrative examination in History and Literature (passed; no grade) 
 

 Strengths and Skills 
 

 Chemistry - Expertise with several in silico approaches in chemistry and biochemistry including: 
 and Biochemistry  * Standard methods in computer-aided drug design and cheminformatics 

  * All aspects of molecular modelling (materials and biomolecules) 
  * QM simulations (DFT, TD-DFT, MP2, CCSD(T), HF, and semiempirical) 
  * Classical MD simulations and forcefield handling 
  * QM/MM simulations (both additive and ONIOM) 



  * Free energy methods (umbrella sampling, MM/PBSA, free energy perturbation) 
 - Expertise with relevant software, including: GROMACS; AMBER; Biovia Discovery 

Studio; Schrödinger Maestro; PyMOL; VMD; BUDE Docking Engine; Gaussian; ADF. 
 - Working knowledge of the software packages AutoDock VINA; SireMol; ClustalW; 

Accord; MOPAC; GAMESS-US 
 - Familiarity with online databases such as ChEMBL, PDB, UniProtKB, Pfam 

 
 IT and Programming - Excellent knowledge of the programming languages PHP and bash 
  - Hands-on experience with Python and relevant biosimulation libraries 

- Extensive experience with the Windows, MAC and Linux operating systems 
- Working knowledge of the programming languages C, and Fortran77 
 

 Personal Strengths - Positive attitude to teamwork, consolidated whilst working at Italfarmaco in a 
multidisciplinary group of theoreticians and experimentalists; through collaborations at 
ICIQ; and at Mind the Byte, as part of a 3-member Business Development team 

- Determination and adaptability to any kind of situation: these were vital in mustering 
the motivation to start a new Ph.D. project upon my supervisor’s resignation; to dare 
explore a different aspect of chemistry as a business developer; and to return to 
academia with the firm intention of broadening my skills in biomolecular simulation 

  - Leadership and didactic skills, consolidated through full-time supervision of 
undergraduates during my doctorate, in Bristol, and particularly in Pavia; and 
demonstrating in undergraduate laboratories at Imperial College 

- Advanced communication skills, developed over many years of speaking at 
scientific conferences; cold-calling and managing customers at Mind the Byte; as well 
as partaking in musical performances, and acting in the high school years 

- Global mindset, facilitated by linguistic skills, innate curiosity, 13-year attendance at 
an international school, and life in six locations across four different countries 

 
 Languages Italian (mother tongue), English (bilingual proficiency), Spanish (excellent proficiency), 

French (good proficiency), German (good working knowledge), Western Armenian 
(limited working knowledge), Catalan (basic proficiency) 

 
 External Courses National Training School in Theoretical Chemistry (Univ. of Oxford); Advanced Open MP 
 2011 – 2012 (Univ. of Edinburgh); Methods in Molecular Simulation (CCP5 Summer school, Queen’s 

Univ., Belfast); Fortran95 (King’s College London) 
 
 2019 New Approaches in Molecular Modelling (Schrödinger Workshop, Univ. of Milan) 
 

  Prizes and - Thomas Young Centre Postgraduate Students Day 2012: 1st prize (best talk) 
 Achievements - Imperial College Postgraduate Symposium 2012 (physical chemistry talks): 2nd prize  

  - Imperial College London 2006: GlaxoSmithKline Pharmaceuticals Prize for 
excellence in practical physical chemistry 

 
 Overview of 37 peer-reviewed publications since 2012 (3 more in preparation), including: 
 Publications - in Nature Structural & Molecular Biology; Trends in Pharmacological Sciences; 

Journal of the American Chemical Society; Angewandte Chemie; ACS Catalysis 
  - 10 as first author, comprising 3 as corresponding author 

  - An up-to-date list is available at https://orcid.org/0000-0003-0122-8499 
 

 Recent Conferences 31 interventions since 2010: 10 distinct oral presentations and 7 distinct posters 
 

 2023 - 14th European Conference on Computational and Theoretical Chemistry, 
Thessaloniki, GR 

 
 2022 - National Conference of the Organic Chemistry Division of the Italian Chemical 

Society (40th CDCO), Palermo, IT 
  - CECAM Workshop – Present and Future of Hybrid QM/MM Simulations, Lecco, IT 
  - Invited Talk – Prof. Adrian J. Mulholland’s Group, Univ. of Bristol, UK (online) 
  - Invited Talk – Prof. Iñaki Tuñón’s Group, Univ. of Valencia, ES 
 
 2021 - ISQBP – President’s Meeting, Strasbourg, FR (online) 

  - Invited Workshop – Institut Català d’Investigació Química, Tarragona, ES (online) 
    
 Additional Skills - Piano (ABRSM Grade 8); Choral Singing (since age 11); Amateur acting 
 and Interests - Politics; Travelling, Languages and Geography; Gastronomy; Hiking and Skiing 
  - Italian driving licence (cat. B, private vehicles) 


