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1. PERSONAL DATA AND EMPLOYMENT HISTORY

1.1 Name: Claudio Greco
1.2 Date of birth: 29/05/1980
1.3 Gender: M
1.4 Present position: Full Professor of Physical Chemistry at the Department of Earth and Envi-
ronmental Sciences, University of Milano - Bicocca (Milan, Italy).
1.5 Previous employments:

• 2008 – 2009: Post-doc position and Alexander von Humboldt Research Fellowship in Theoretical
Chemistry at the laboratory of Prof. V. Bonacic-Koutecky (Humboldt-Universität zu Berlin,
Germany);

• 2009 – 2011: Post-doc position at the laboratory of Prof. P. Fantucci and Prof. L. De Gioia,
University of Milano - Bicocca;

• 2011 – 2012: Junior research group leader position, Humboldt-Universität zu Berlin;

• 2012 – 2017: “Ricercatore a tempo determinato” (independent faculty researcher position with
teaching duties) at the Department of Earth and Environmental Sciences of the University of
Milano - Bicocca.

• 2018 – 2021: Associate Professor of Physical Chemistry at the Department of Earth and Environ-
mental Sciences of the University of Milano - Bicocca.

2. DEGREES, ASSESSMENTS AND EVALUATIONS

2.1 Academic degrees:

• November 2004 – M.Sc. in Biotechnology (Italian 5 years degree). Degree obtained at the Uni-
versity of Milano - Bicocca;

• December 2007 – Ph.D. in Chemistry. Degree obtained at the University of Milano - Bicocca;
scientific supervisor: Prof. L. De Gioia.

2.2 Evaluations of own scientific effort: Excellent evaluation attributed to all the scientific ar-
ticles presented by C.G. for the Research Quality Assessments VQR 2011-2014 and VQR 2015-2019
(initiatives promoted by the Italian National Agency for the Evaluation of Universities and Research
Institutes - ANVUR).

3. GRANTED RESEARCH PROPOSALS

3.1 Selection of grants obtained as PI:

• 2011 - 2012 – Research project entitled: “A holistic QM/MM approach for the investigation of
electronic and redox properties of methane oxygenases and hydrogenases”. Granting organization:
“UniCat” Cluster of Excellence for Catalysis, Berlin, Germany;

• 2014 – IMERA project proposal: “The interface between biochemistry, inorganic chemistry and
computing to understand biological hydrogen production and CO2 consumption”. Granting orga-
nization: Institut Méditerranéen de Recherches Avancées (IMERA), Marseille, France;

• 2020 - 2021 – Call for research proposals n. 4922 - Regione Lombardia; project title: “Design,
Sviluppo e Sintesi di Radiofarmaci Innovativi”. Granting organization: Regione Lombardia, Italy;

3.2 Supercomputing resources allocations obtained as PI:

• 2010 - 2011 – ISCRA B HPC CINECA Grant entitled: “Protons and electrons transfer towards
[FeFe]-hydrogenases active site models: fundamental hints for H2 evolution catalysis”. Granting
organization: CINECA Consortium, Bologna, Italy;



• 2014 - 2015 – LISA Prod HPC CINECA Grant entitled: “Systematic ab-initio investigation of
protein-imposed influence in [NiFe]-hydrogenase fragments”. Granting organization: CINECA
Consortium;

• 2016 - 2018 – LISA Prod HPC CINECA Grant entitled: “Molecular simulation of water adsorption
processes on particulate matter models”. Granting organization: CINECA Consortium.

4. INVITED PARTICIPATION TO SCIENTIFIC CONFERENCES (SELECTION)

• Talk at the Multiscale Modeling and Simulation in Science conference (Stockholm; November
2009). Title of the contribution: “Theoretical studies on the structural and catalytic properties of
[FeFe]-hydrogenases and related low weight bioinspired models”;

• Talk at the II Congresso Nazionale di Chimica Teorica e Computazionale (Padua, February 2013).
Title of the contribution: “DFT-based design of molecular functionality: the case of hydrogenases
biomimetic models”;

• Talk at the tutorial session of the Bioinorganic and Theoretical Chemistry in Relation to En-
ergy and Environment symposium (Marseille, April 2014). Title of the contribution: “QM/MM
calculations of energy profile of biological reaction mechanisms”;

• Talk at the XI Molybdenum and Tungsten Enzyme Conference (Potsdam, July 2019). Title
of the contribution: “The dehydrogenase and hydrogenase activities of Mo/Cu-dependent CO-
dehydrogenases: a theoretical perspective”.

5. GRADUATE SUMMER SCHOOLS (ORGANIZED OR LECTURED AT)

• Lecturer at the XVII School of Pure and Applied Biophysics, held in 2013 in Venice, Italy

• Co-Director of the School entitled “Computational Spectroscopy: Bridging Theory and Experi-
ment”, held in 2018 in the context of the Lake Como School of Advanced Studies (Como, Italy).

6. MAIN REVIEWER/EVALUATOR ACTIVITIES

• Reviewer for more than 25 scientific journals of chemistry indexed in WoS and SCOPUS (e.g. Na-
ture Catalysis, Journal of the American Chemical Society, Chemical Science, Journal of Catalysis,
Journal of Computational Chemistry);

• Research projects reviewer for: US-Israel Binational Science Foundation; Croatian Science Founda-
tion; Czech Science Foundation; Executive Agency for Higher Education, Research, Development
and Innovation Funding (Romania); CINECA Consortium (Italy);

• External evaluator/public examiner in Ph.D. Commissions at the following institutes: Technische
Universität Berlin, Germany (2017); Università di Milano - Bicocca, Italy (2020).

7. MAIN ADMINISTRATIVE AND REPRESENTATIVE DUTIES

• Vice Director of the Department of Earth and Environmental Sciences, University of Milano -
Bicocca (November 2019 – present);

• Vice President, Division of Theoretical and Computational Chemistry (“Divisione di Chimica
Teorica e Computazionale”, DCTC) of the Italian Chemical Society (February 2020 – present);

• Member of the Quality Assurance Committee of the University of Milano - Bicocca (April 2021 –
present);

• Member of the Academic Senate of the University of Milano - Bicocca (October 2021 – present).

8. HONORS AND AWARDS

• Alexander von Humboldt Research Fellowship (May 2008 – April 2009);

• Special Mention, Eolo Scrocco Prize 2012 (presented by the DCTC, Italian Chemical Society);

• Carla Roetti Medal 2019 (a prize presented by the DCTC, Italian Chemical Society).



List of publications authored or co-authored by Claudio Greco

Papers published in internationally reputed periodicals, which have been subject to referees’ assessment:
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3) Zampella G.; Greco C.; Fantucci P.; De Gioia L. (2006) “Proton reduction and dihydrogen oxidation
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nucleophilic substrates oxidation by functional models of Vanadium-dependent haloperoxidases: a density
functional theory study”; European Journal of Inorganic Chemistry, 515-523
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investigation”; European Journal of Inorganic Chemistry, 1835-1843
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Inorganic Chemistry, 46:7256-7258
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investigations of reaction paths of metalloenzymes and biomimetic models - The hydrogenase example”;
Topics in Current Chemistry 268:1-46

12) Bruschi M.; Greco C.; Fantucci P.; Ryde U.; De Gioia L. (2008) “A DFT investigation on structural
and redox properties of a synthetic Fe6S6 assembly closely related to the [FeFe]-hydrogenases active site”;
Comptes Rendus Chimie, 11:834-841
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stereoelectronic properties in DFT models of the CO-inhibited [FeFe]-hydrogenase cofactor”; Journal of
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16) Bertini L.; Greco C.; De Gioia L.; Fantucci P. (2009) “DFT/TDDFT exploration of the potential
energy surfaces of the ground state and excited states of Fe2(S2C3H6)(CO)6, a simple functional model of
the [FeFe] hydrogenase active site”; The Journal of Physical Chemistry A, 113:5657-5670
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C.; Mitric R.; Bonacic-Koutecky V. (2009) “Optical and structural properties of copper-oxytocin dications
in the gas phase”; The Journal of Physical Chemistry B, 113:11293-11300

18) Ryde U.; Greco C.; De Gioia L. (2010) “Quantum refinement of [FeFe] hydrogenase indicates a
dithiomethylamine ligand”; Journal of the American Chemical Society, 132:4512-4513

19) Bertini L.; Greco C.; Bruschi M.; Fantucci P.; De Gioia L. (2010) “CO affinity and bonding properties
of [FeFe] hydrogenase active site models. A DFT study”; Organometallics, 29:2013-2025

20) Greco C.*; Fantucci P.; De Gioia L.*; Suarez-Bertoa R.; Bruschi M.; Talarmin J.; Schollhammer P.
(2010) “Electrocatalytic dihydrogen evolution mechanism of [Fe2(CO)4(κ

2-Ph2PCH2CH2PPh2)(µ-S(CH2)3S)]
and related models of the [FeFe]-hydrogenase active site: a DFT investigation”; Dalton Transactions,
39:7320-7329

21) Bruschi M.; Greco C.; Bertini L.; Fantucci P.; Ryde U.; De Gioia L. (2010) “Functionally relevant
interplay between the Fe4S4 cluster and CN− ligands in the active site of [FeFe]-hydrogenases”; Journal of
the American Chemical Society, 132:4992-4993

22) Greco C.*; Fantucci P.; Ryde U.; De Gioia L. (2010) “Fast generation of broken symmetry states in a
large system including multiple iron-sulfur assemblies: investigation of QM/MM energies, clusters charges
and spin populations”; International Journal of Quantum Chemistry, 111:3949-3960

23) Greco C.*; Bruschi M.; Fantucci P.; Ryde U.; De Gioia L. (2011) “Isocyanide in biochemistry? A
theoretical investigation on the electronic effects and on the energetics of cyanide ligand protonation in
[FeFe]-hydrogenases”; Chemistry – A European Journal, 17:1954-1965

24) Greco C.*; Silakov A.*; Bruschi M.; Ryde U.; De Gioia L.; Lubitz W. (2011) “Magnetic properties
of [FeFe]-hydrogenases: a theoretical investigation based on extended QM and QM/MM models of the
H-cluster and its surroundings”; European Journal of Inorganic Chemistry, 7:1043-1049

25) Yu L.; Greco C.; Bruschi M.; Ryde U.; De Gioia L.; Reiher M. (2011) “Targeting intermediates of
[FeFe]-Hydrogenase by CO and CN vibrational signatures”; Inorganic Chemistry, 50:3888-3900
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Biotechnology Advances, 30:154-168
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Journal of the American Chemical Society, 134: 14710-14713
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44) Greco C.; Moro G.; Bertini L.; Biczysko M.; Barone V.; Cosentino U. (2014) “Computational investi-
gation on the spectroscopic properties of thiophene based europium β-diketonate complexes”; Journal of
Chemical Theory and Computation, 10:767-777



45) Bertini L.; Greco C.; Fantucci P.; De Gioia L. (2014) “TDDFT modelling of the CO-photolysis of
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and anaerobic oxidative inactivation of the [NiFe]-hydrogenase active site”; Physical Chemistry Chemical
Physics, 20:1693-1706



59) Del Barrio M.; Sensi M.; Fradale L.; Bruschi M.; Greco C.; de Gioia L.; Bertini L.; Fourmond V.;
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