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MODIFICATO/INTEGRATO DAL CANDIDATO ADATTANDOLO ALLE PECULIARITA DELLA
PROPRIA ATTIVITA SCIENTIFICO-PROFESSIONALE
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21 Agosto 2025

Part I — General Information

Full Name Simone Meloni

Spoken Languages Italian, English, French

Part II — Education

Type Year Institution Notes (Degree, Experience,...)

‘University graduation ‘ ‘1997 | |Sapienza University of Rome ‘ Degree in Chemistry, Summa Cum
Laude

‘PhD ‘ ‘2000 | |Sapienza University of Rome ‘ Degree in Chemical Sciences

Part IIl — Appointments

IIIA — Academic Appointments

Start End Institution Position
2022 - University of Ferrara (IT) Associate Professor
2019 2022 University of Ferrara (IT) Assistant Professor
2016 2016 Sapienza University of Rome (IT) Research Professor
2013 2015 EPFL - Ecole Polytechnique Fédérale de| |Senior Researcher
Lausanne (CH)
2011 | [2012 | |University College Dublin (IE) MSCA Fellow at the UCD School of
Physics
|2009 | ‘2011 ‘ IUniversity College Dublin (IE) Postdoctoral researcher at the UCD
School of Physics
‘2001 ‘ ‘2013 ‘ CASPUR/CINECA Supercomputing | |[Permanent staff member Materials’
centre (IT) Science Group — 2009-2012 on leave of
Absence
‘2001 ‘ ‘2001 ‘ ‘Princeton University (USA) Visiting postodoctoral researcher of the
group of Prof. Car
‘ 1999 ‘ ‘2000 ‘ Max-Planck Institut fiir| |Visiting PhD student of the group of Prof.
Festkorperforschung (GE) Parrinello

1B — Other Appointments

Start End Institution Position
‘2019 ‘ ‘— ‘ ‘Daresbury Lab, SFTC (UK) ‘ |Visiting professor




‘2012 ‘ ‘2013 ‘ CINECA/Sapienza University of Rome| |On secondment at the Dept. of Physics,
T) Sapienza University of Rome
‘2012 ‘ ‘2013 ‘ University College Dublin (IE) Visiting researcher

Part IV — Teaching experience

Year Institution Lecture/Course
2022 - | |University of Ferrara (IT) 8 credits/56h. “Chemistry” for BSc in Phy.sics
2022 - | |University of Ferrara (IT) 8 credits/48h. “Chemistry of Materials” for MScs in
Chemistry and Physics
|202O - l ‘University of Ferrara (IT) ‘ “General and Inorganic Chemistry” 8 credits/48h.
BSc in Agricultural Technologies and Po River
Aquaculture
‘2019 - ‘ ‘University of Ferrara (IT) ‘ “General and Inorganic Chemistry” 1 credits/8h.
BSc Biotechnology for Medicine (2019-2020
~1800 students; 2020 — 600 Students).
2019 - ‘University of Ferrara (IT) ‘ “General and Inorganic Chemistry” 8 credits/48h.
2020 BSc Biotechnology
2016- ‘Sapienza University of Rome ‘ “Laboratory of atomistic and microfluidic
2019 simulations” 4  credits/24h  for MSc in
Nanotechnologies
‘2012 ‘ ‘University College Dublin ‘ “Theory and computational techniques to study rare
events in atomistic and molecular simulations.”
PhD schools in Physics and Chemistry
’2012 ‘ ‘University College Dublin ‘ “Theory and computational techniques to study rare
events in atomistic and molecular simulations.”
PhD schools in Physics and Chemistry
2007- | |Erasmus Mundus Atosim, partnership| |“Molecular Simulations”, 1 credit/6h+lab
2009 among ENS Lyon, FR, “La Sapienza”

Rome and Universiteit van Amsterdam and
Vrije Universiteit Amsterdam, NL

Part V - Society memberships, Awards and Honors

Year Title
From ‘Member of the “Excellence” calls panel of the EU EuroHPC joint undertaken
2024

ST (2025 Cover: "Crystallite Size Effects on the Heat of Water e

HYSICAL CHEMISTRY

] Intrusion/Extrusion into/from Metal-organic Frameworks", J.
Phys. Chem. Lett. 16, 2089 (2025)

{12024 Cover: “Counterintuitive trend of intrusion pressure with
1 temperature in hydrophobic MOF”, Small 2024, 20, 2402173
(Inspired by the Centenary of Surrealism).

Cover: “Partial intrusion and extrusion in hydrophobic nanopores for
mechanical energy dissipation”, J. Phys. Chem. C 2024, 128, 12036

production”.

Winner of the prize awarded by the H2020 European Innovation Council
112C0O2 “Opportunities for integrating methane decomposition with other
processes”  (https://www.112co02.eu/open-calls/monetary-prize/) with the| &
proposal “PROCEED - upstream integration of 112CO2 with green methane | 4 >

From
2022

Member of the Physics and Materials panel of the EuroHPC joint undertaken




From Member of the Internation Experts Panel in Physics and Materials of the Polish National Science
2020 Foundation NCN for calls of several classes (Master, OPUS, ...)

2019 Reviewer of the French Science Foundation ANR
2024 ESI “Highly Cited Papers”, articles within the top 1% in a given field in the publication year:

““Highly efficient and stable perovskite solar cells via a multifunctional hole transporting
material”, Joule 8, 1691 (2024)

2017 “Highlights 2017” della rivista the Journal of Physics: Condensed Matter: “Intrusion and
extrusion of a liquid on nanostructured surfaces”, http://iopscience.iop.org/journal/0953-
8984/page/Highlights-2017

2016 ESI “Highly Cited Papers”, articles within the top 1% in a given field in the publication year:
“Entropic Stabilization of Mixed A-Cation ABX3 Metal Halide Perovskites for High formance
Perovskite Solar Cells”, Ener Environ Sci 9, 656 (2016), """)RX%ENR?AELD
2016 ESI “Highly Cited Papers”, articles within the top 1% in a given field in the INJEREALES
publication year: “lonic polarization-induced current-voltage hysteresis in| &
CH3NH3PbX3 perovskite solar cells”, Nat. Commun. 7, 10334 (2016)

2016 ESI “Highly Cited Papers”, articles within the top 1% in a given field in the
publication year: “Origin of unusual bandgap shift and dual emission in organic-
inorganic lead halide perovskites”, Science Adv. 2, e1601156 (2016)

2015 Cover: “Superhydrophobicity: Unraveling the Salvinia Paradox: Design
Principles for Submerged Superhydrophobicity”, Adv. Mater. Interf. 2,

CHEEE

1500248 (2015)
R 2012 Prize “Ireland’s ChampionS of EU research”, aSSigned by the President
b e of the Republic of Ireland.

Part VI - Funding Information [grants as PI-principal investigator or I-investigator]

Year Title Program Grant value

2025 Horizon Europe European Research Council Advanced Grant (~2500000€ in 5 years)
submitted as PI on August 28" 2025: COOL-SCW - Engineering Nanoconfined Mild-Condition
Supercritical Water for Fundamental Insights and Next-Generation Technologies.

2025 5 Horizon Europe Pathfinder Open submitted for the May 21* 2025 deadline, one as PI and four
as Col (unit leader), each with a budget of ~4000000€ in 4 years:

- (PI) NoLongerPFAS: complete degradation of “forever chemicals” PFAS by confined
supercritical water oxidation.

- (Col) Nauca - Metal organic frameworks as nanoscale non-linear ultrasound contrast agents
for biomolecular imaging

- (Col) ANUBI: Active Nanoheterojunctions for Ultralight Biomedical Infection-Control

- (Col) Unveiling the Power of Carbon Molecular Sieve Membranes: A Game-Changing
Approach for New and Relevant Gas Separations

- (Col) EcoTES: ENABLING COMPOSITE THERMAL ENERGY STORAGE VIA NANO-

o E

WETTABILITY CONTROL

2022 “Perovskite-Inspired =~ materials-based| |[PRIN-PNRR Total ~240000€ in
iNdoor PhotovOltaics for powering the 36 months;
Internet of Things — PINPOINT” UNIFE unit led by

me ~74000 € in 3
years.

2022 “MEDUSA - therModynamic| [Supervisor of Bernadeta Maria| [Budget ~210000
anomaliEs in liquiDsUsing computer| |Jasiok, PRELUDIUM call of the | |[PLN (~45000€) in
simulAtions” Polish  Science  Foundation| |3 years.

(Narodowe Centrum Nauki).




2020

’

“Electro-Intrusion -  Simultaneous
transformation of ambient heat and
undesired vibrations into electricity via
nanotriboelectrification during non-
wetting liquid intrusion-extrusion into-
from nanopores”

H2020-
QGrant

H2020, call
FETPROACT-2020-2.
No. 101017858.

Total €
3651381.25 for 48
months; UNIFE

unit led by me €
558000 in 30
months.

2017 “Porous Lyophobic Crystalline | |“Sapienza” Univesrity of Rome| |~ € 39000 in 1
Materials for Mechanical Energy| |(IT), progetti “Grandi”’, n.| |year.
Storage”. RG11715C81D4F43C.

2015 Col (PI Prof. U. Roethlisberger) of the| |Swiss Science National | |270000 CHF
R’Equip project for renewing the| |Foundation R’Equip call (~250000€)

equipment of the lab.

2010

“Clathrates hydrates and non-Hydrates:
functional materuals for energy
applications”.

MIUR Fondo per gli
Investimenti della Ricerca di
Base — FIRB.

~324000€ in 5
years.

2009

|

“Advanced Molecular Simulations”

PI-GRANT Science Foundation

~850000€ in 4

Ireland. Grant 08-IN.1-11869. years.

Part VII — Research Activities

Keywords

Brief Description

Energy materials

Investigation of materials of interest for energy applications

Perovskites
perovskite-inspired
materials

3" generation PV materials: defect-tollerant materials combining high-
performance and facile deposition methods. Recently I started investigating
materials for indoor PV, for powering the internet of things. These materials have
more stringent requisite on zero toxicity, easy and safe disposal, and low costs,
especially concerning hole/electron extracting layers and back contacts.

confined fluids

Porous materials and

Porous materials and fluids confined within them. These materials can be used for
energy recovery, energy storage storage and energy dissipation. These materials
are at the base of the H2020 Electro-Intrusion project. Within this research we
discovered interesting novel applications, such as technologies for mild conditions
confined supercritical water (in 2025 we have shown that we can achieve confined
supercritical water at 380K) and contrast agents for ultrasound imaging.

Molecular
Membranes

Sieve

Developing porous materials for gas separation, avoiding the expensive processes.
Such as Cryogenic Distillation, or absorption and chemical methods, and
improving over present ineffective membrane separation approaches.

Part VIII — Summary of Scientific Achievements

Product type Number Data Base Start End

|Papers [international] | [118 | [scopus | [1998 Aug. 21®
2025

Total Impact factor 792.423

Average Impact factor 6.951

Total Citations 5721

Average Citations per Product 48.5

Hirsch (H) index 35

Normalized H index* 1.84, excluding years when I worked out of academia; 1.25 from

graduation




Part IX — Organization, coordination and participation to National and/or international research
groups.

2019 - | |Leader of the Laboratory of Advanced Modelings and Materials simulations of the Uinversity of

Ferrara. The group runs several Italian and EU projects, leading the corresponding research units:
1) “Electro-Intrusion - Simultaneous transformation of ambient heat and undesired vibrations into
electricity via nanotriboelectrification during non-wetting liquid intrusion-extrusion into-from
nanopores”’; ii) “Perovskite-Inspired materials-based iNdoor PhotovOltaics for powering the
Internet of Things — PINPOINT?; iii) “MEDUSA — therModynamic anomaliEs in liquiDsUsing
computer simulAtions”; iv) “112CO2 - Low temperature catalytic methane decomposition for
COx-free hydrogen production”
2016- | [Member of the FLUMACS research group within the Department of Mechanical and Aerospace
2019 Engineering of the Sapienza University of Rome. During his staying, Prof. Meloni was involved
in the ERC Advanced grant “BIC — Bubble Cavitaion from Inception to Collapse” led by Prof.
Casciola. Prof. Meloni was responsible of the unit focusing on cavitation at the atomistic scale.

2014 Member of the LCBC group led by Prof. Roethlisberger at the EPFL. Prof. Meloni contributed to
the National Centres for Competence in Research (NCCR) MARVEL (nccr-marvel.ch/) and
MUST (https://www.nccr-must.ch/).

2009- | [Member of the group of Advanced Simulations of the School of Physics of the University College
2013 Dublin, led by Prof. Ciccotti. Prof. Meloni led the unit of Nanomaterials. Additionally, Prof. led
its own Maria-Sklodowska Curie Intraeuropean Fellowing SimDePro.

Part X — Patents

2024 Together with Prof/Dr Yaroslav Grosu and Dr. of the CIC Energigune of the European Patent
Application No. EP23382516.5 for “LOW-BIAS VOLTAGE INTRUSION-EXTRUSION
ELECTRIC GENERATOR”

Part XI- Organization of Conferences and other Scientific International Events

2025 — “Multiscale Molecular Dynamics with MiMiC: Optimizing the Performance on Modern
Supercomputers”, Juelich (GE), June 2, 2025 — June 6, 2025
2024 — “From methods to applications: challenges and opportunities in contemporary simulations”,

Celebration of Giovanni Ciccotti’s 80™ birtday, Paris (FR), 13-15 June 2024

2023 — “Fluids in Porous Materials: from Fundamental Physics to Engineering Applications”, Lausanne (CH),
19-21 June 2023

2022 - €MRS Fall Meeting Symposium “Breakthrough zero-emissions energy storage and conversion
technologies for carbon-neutrality”, 19-22 September 2022, Varsavia (PL)

2022 — Scuola CECAM su “Multiscale Modeling with MiMiC, Lausanna, 18-22 July 2022, Lausanne (CH)
2018 - “NanoGe Fall Meeting”, simposio “Halide perovskites: when theory meets experiment from
fundamentals to devices”, Berlin (GE), 4-8 November 2019

2017 - “Addressing metastability in interfacial phenomena across multiple time and length scales”, Lausanna
(CH), 28 Agosto — 1 September 2017

2014 - “Binding free energy and kinetics: computation meets experiments”, Genova (IT), 10-12 June 2014
2014 - “Superhydrophobicity, bubble stability, and heterogeneous nucleation”, Rome (IT), 25-27 June 2014
2013 - “Five pieces and a do in computational physics, chemistry, biology, mathematics and engineering”,
Roma (IT), 18-20 December 2013

2013 - “Simulations and experiments on Materials for Hydrogen Storage”, Dublino (IE), 11-13 October 2010
2008 - “standardization and databasing of classical and ab-initio atomistic simulations”, ETH, Zurigo (CH),
18-19 September 2008

2008 - Scuola “Progress in simulating activated processes”, Valle Capore (Roma, IT), 26-30 May 2008

Part XII — Talk to conference and other international scientific events
50 invited talk/lectures
76 — (Invited lectures) “Multiple timesteps IN molecular dynamics”, “Introduction to Rare Events

9 <e

(Techniques)”, “(Modern) Sampling Methods in Configuration and Trajectory space” — “Multiscale



Molecular Dynamics with MiMiC: Optimizing the Performance on Modern Supercomputers”, Juelich (GE),
June 2, 2025 — June 6, 2025

73 — (Invited) “Peculiar properties of water squeezed within nanoglasses”, lecture at Alma Mater Studiorum,
Bologna (IT), 13 May 2025

72 — (Invited) “Peculiar properties of water squeezed within nanoglasses”, AQTIVATE Workshop, Jiilich
(GE), 3-5 February 2025

71 — (Invited) “Wetting and drying of nanocavities: stretching physics beyond the laws of classical
(continuum) fluids”, AQTIVATE Workshop, Jiilich (GE), 3-5 February 2025

70 — (Invited) Round-table panellist, Symposium on sustainable energy vectors, 29th-30th October 2024,
Valencia (ES).

69 — (Invited) “Theoretical insight into catalytic carbon nanostructure growth”, Symposium on sustainable
energy vectors, 29th-30th October 2024, Valencia (ES).

68 — (Invited) “Challenges in thermocatalytic degradation of methane: how simulations can help developing
better processes and producing high added value byproducts”, “Simulation assisted steps in research and
technology in the hydrogen ecosystem” Webminar series, 17 October 2024

67 — (Invited Key Lecture) “Does nanoconfined water looks like bulk water?”, CECAM Workshop
“Computational chemistry across scales and disciplines”, 1-3 October 2024, Lausanne (CH).

66 — (Invited Key Lecture) “Does nanoconfined water looks like bulk water?””, Nanoinnovation, 9-13
September 2024, Rome (IT).

65 — (Invited) “Materials and processes for the future challenges in the field of renewable energies”,
University of Porto, Oporto (PT), 1 February 2023

64 — “Intrusion mechanism of water in ZIF-8 hydrophobic MOF: capillary condensation or subnanoscopic
front advancement?”, 12th International Colloids Conference, Palma de Majorca (ES), 11-14 June 2023

63 — (Invited) siMol meeting, Oxfordshire (UK), 31 October-1 November 2023
62 — (Invited) Conference on Artificial Photosynthesis and Green Catalysis, Lausanne (CH), July 17-19 2023

63 — (Invited) “Wetting and drying of nanoporous systems: From theoretical modeling to design principles of
novel energy materials”, Seminar at the Valencia Polytechnique University (ES), 18 May 2023

60 — (Invited) “Intrusion of water in hydrophobic crystalline porous materials”, Metastability and multiscale
effects in interfacial phenomena, Lausanne (CH), 13-15 March 2023

59 — (Invited) “Getting liquids in and out porous materials: a theoretical point of view”, Symposium on
Materials for Emerging Energy Technologies, Madrid (ES), 19-20 May 2022

58 — (Invited) “Ab initio simulation to improve the resistance to inactivation and enhance recovery of nickel-
based catalysts for methane dehydrogenation.”, International Hydrogen Summer School, Porto (PT), 5-8
September 2022.

57 — (invited) “Mobile ionic species in halide perovskites: Thermodynamics, dynamics, energetics and
unexpected consequences on the properties of the material from atomistic simulation”, SImOEP’22,
International Conference on Simulation of Organic Electronics and Photovoltaics, Winthertun (CH), 7-9
September 2022

56 — “Wetting and drying of nanoporous systems: From theoretical modeling to design principles of novel
energy materials”,ACS Fall meeting 2022, Chicago (USA), 21-25 August 2022.

55 — (Invited) Teaching to the School “Multiscale Molecular Dynamics with MiMiC”, Lausanne (CH), July
18-22,2022

53 — “What does Determines the Stability of Surface Nanobubbles?”, Transnational Access Meeting (TAM)
of HPC Europa 3, 3-4 November 2021, online

52 — (Invited) “ The peculiar physics of liquids confined within complex porous solids”, Phase transition at
the nanoscale, S. Anna di Camprena, Pienza (IT) 23-26 June 2021.

51 — (Invited) “Phase stability and defects dynamics in halide perovskites: fundamental processes affecting
the efficiency and stability of hybrid perovskites for solar cells applications”, FIM-S3 seminar series, online
21 April 2021.

50 — “Interaction between Ionic Defects and Grain Boundaries in Metal Halide Perovskites”, Atomic-level
Characterization of Hybrid Perovskites (HPATOM), online 26-28 January 2021



49 — (Invited) “Liquid intrusion (and extrusion) in porous and textured materials™, Frontiers in ion channels
and nanopores-theory, experiments, and simulation, online 2-5 February 2021

48 — (Invited) “From first principles to the simulations of complex systems”, series of 4 lectures, "Multiscale
simulations and biological channels", Rome (IT) 14-16 September 2020

47 — “Scientific challenge for next generation photovoltaics”, Campus Party, Digital Edition, 2020

46 — (Invited) “Spatial and temporal multiscale simulations of nanofluidic systems: from physics and
chemistry to engineering”, CECAM 50° - Italian celebration day, Bologna (IT) 9/7/2019

45 — “Dynamical Effects in Confined Nucleation”, Roma Tre Congress on Water under Extreme Conditions,
Rome (IT), 12-14 June 2019

44 — (Invited) ”Lead-Halide Perovskites: theory and experiments to unveil a promising candidate for 3rd
generation solar cells”, Daresbury Laboratory, Warringhton (UK), 29 June 2019

43 — (Invited) “Intrusion/Extrusion of Liquids in/from Porous Lyophobic Materials Beyond the Classical
Picture”, Daresbury Laboratory, Warringhton (UK), 29 June 2019

42 — “Intrusion/Extrusion of Liquids in/from Porous Lyophobic Materials Beyond the Classical Picture”,
Mainz Materials Simulation Days 2019, Mainz (GE), 5-7 June 2019

41 — (Invited) “Simulation of chemical reactions and physical processes in condensed phase with
applications to energy materials.”, Department Seminar, Dept. of Chemistry, University of Napoli Federico
11, May 30 2019

40 — (Invited) “Wetting of lyophobic textured surfaces and porous materials”, “Colloquium”, Trento
University, 13 November 2018

39 — (Invited) “Liquid intrusion/extrusion in porous systems: atomistic and continuum rare event simulations
with engineering applications”, Computer Simulation in the Physical & Life Sciences, Temple University in
Roma (IT), 26 October 2018

38 — “Bubble Nucleation in Water Under Extreme Confinement: Modular Design of Hydrophobic Textured
Surfaces to Enhance Self-Recovery of the Cassie-Baxter State”, WaterX exotic properties of water under
extreme conditions, Maddalena Island (IT), 3-8 June 2018

37 — (Invited) “Homogeneous and Confined Nucleation of Vapor Bubbles”, ISR International Workshop
Series II - The Fluid Dynamics of Bubbles across the Scales, Guangzhou (CN) 28-30 September 2017

36 — (Invited) “Rare Events: Theory and Methods”, ISR International Workshop Series II - The Fluid
Dynamics of Bubbles across the Scales, Guangzhou (CN) 28-30 September 2017

35 — (Invited) “Nucleation mechanism of the sequential deposition process”, €-MRS, Warsaw (PL) 17-22
September 2017

34 — (Invited) “Mechanisms and Nucleation Rate of Methane-Hydrate by Dynamical Nonequilibrium
Molecular Dynamics.”, Addressing metastability in interfacial phenomena across multiple time and length
scales, Lausanne (CH), 29 August-1 September 1, 2017

33 — “Vapor nucleation under extreme confinement”, XXIX [UPAP Conference on Computational Physics
(CCP2017), Paris (FR) 9-13 July 2017

32 — (Invited) “Unusual photoluminescence emissions in lead halide perovskites and their molecular origin”,
21 International Conference on Solid State Ionics, Padua (IT), 18-23 June 2017

31 — “Vapor nucleation under extreme confinement”, Congress on Water Under Extreme Conditions, 2017,
Rome (IT), 14-16 June 2017

30 — (Invited) “Ab initio hydrodynamics”, 19h International Conference on Finite Elements in Flow
Problems - FEF 2017, Rome (IT), 5-7 April 2017

29 — (Invited) “The Salvinia Paradox: how the hydrophilic patches help keeping the plants surface dry”,
Workshop “Hybrid Methods in Molecular Simulation”, Cagliari (IT), 3-4 April 2017

28 — “The Salvinia Paradox: how the hydrophilic patches help keeping the plants surface dry”, CECAM/ESI
Workshop “Water at interfaces: from proteins to devices”, Wien (AT), 29 November - 2 December 2016

27 — (Invited) “Superhydrophobicity recovery on complex surfaces”, Nanoinnovation 2016, Rome (IT), 20-
23 September 2016

26 — “Dewetting of superhydrophobic surface”, mMAST, Brussels (BE), 6rd-8th September 2016



24 — “The Salvinia Paradox: how hydrophilic patches help keeping its surface dry”, Italian Soft Days, Milan
(IT), 23rd-24th June 2016

23 — “Mechanism of the Cassie-Wenzel transition via the atomistic and continuum string methods”, 2nd
Conference on Multiscale Modelling of Condensed Phase and Biological Systems, Manchester (UK), 13th -
15th April 2016

22 — “Hysteresis in perovskite solar cells: experimental and theore6cal evidence of its defect-related origin ”,
Roma (IT), HOPV 15, 10th-13th May 2015

21 — (Invited) “Wetting of textured surfaces by advanced atomistic and continuum simulations”,
“Superhydrophobicity, bubble stability, and heterogeneous nucleation”, Rome (IT), Joint CECAM
Workshop and Sapienza Conference, Rome (IT), 25th-27th June 2014

20 — (Invited) “Methane clathrate hydrate nucleation mechanism by advanced sampling techniques”,
CECAM Workshop “Molecular-level understanding of nucleation”, Lausanne (CH), 23rd-25th June 2014
19 — (Invited) “Multiscale simulations to study structural and electronic properties of Si nanoparticles
embedded in a-SiO2 and a-SiNx dielectrics.”, Conference “Si102, Advanced Dielectrics and Related
Devices”, Cagliari (IT), 16-18 June 2014

18 — (Invited) “Rare event methods: modern techniques and their application to challenging chemical and
physical problems”, Physical and Theoretical Chemistry Colloquia, 23 April 2014, Univ. of Duisburg-Essen
17 — (Invited) “Superhydrophobicity lost: the Cassie-Baxter to Wenzel phase transition”, “Advanced
Molecular Simulation Methods in the Physical Sciences”, Beijing (CH), 24th-30th July 2013

16 — (Invited) “Time-dependent Non-equilibrium Molecular Dynamics”, ”Lorentz center international
workshop “Modelling the Dynamics of Complex Molecular Systems”, Leiden (NL) 13th-24th August 2012
15 — (Invited) “A pseudo-quantum description of vacancy diffusion in crystals”, CECAM Workshop “Free
energy calculations: from theory to applications”, “Modeling the dynamics of complex molecular systems”
Conference, Leiden (NL) 13-24 August 2012

14 — (Invited) “A pseudo-quantum description of vacancy diffusion in crystals”, CECAM Workshop “Free
energy calculations: from theory to applications”, Paris 4-8 June 2012

13 — “A novel approach to study vacancy dynamics in crystals (by rare event techniques)”, SimBioMa
Conference, Konstanz (DE) 28 September — 1 October

12 — (invited) “Nanotechnology in materials and fibers”, workshop on Science and technology for the third
millennium sportswear, University “Foro Italico”, Rome (IT) 11 April 2011

11 - (Invited) “Data Management in Europe”, ZCAM-CECAM workshop on Databases in Quantum
Chemistry, Zaragoza (ES) 21-24 September 2010

10 - “Study of nucleation by rare event methods”, LAM 14, Rome (IT) 11-16 July 2011

9 - (Invited): “Hydrodynamics from non-equilibrium statistical mechanics: evolution of a curved interface
between immiscible liquids”, SIMAI 2010, Cagliari (IT) 21-25 June 2010

8 - “Dehydrogenation mechanism in sodium alanates”, CPMD 2008, Trieste (IT) 23-27 June 2008

7 - “Dehydrogenation mechanism in sodium alanates”, SimBioMa Conference, Konstanz (DE) 5-8 April
2008

6 - “Ab-initio simulation of carbon clustering on Ni(111) surface: the bonding mechanism between Na and
C.”, Conference on Computational Physics 2007, Brussels (BE) 5-8 September 2007

5 - “ESF Forward Look for non-hardware aspects of Computational Science Infrastructure”, Conference on
Computational Physics 2007, Brussels (BE) 5-8 September 2007

4 - “Hydrogen Diffusion in Sodium Alanates”, Conference on Computational Physics 2007, Brussels (IT) 5-
8 September 2007

3 - “Computational Material Science Application Programming Interface (CMSApi): a tool for developing
applications for atomistic simulations”, INTERNATIONAL SCHOOL OF SOLID STATE PHYSICS - 34th
course: Computer Simulations in Condensed Matter: from Materials to Chemical Biology.

2 - “Ab-initio study of carbon clustering on Ni(111) surface”, Conference on Computational Physics 2004,
Genoa (IT) 1-4 September 2004

1 - “Reduction on arrays: comparison of performances between different algorithms”, Fifth European
Workshop on OpenMP (EWOMP), 22-23 September 2003, Aachen (GE)



Part XIII — Public Engagement (3" mission)

Interviews on National Radio Broadcasts

27 January 2021: https://www.radio24.ilsole24ore.com/programmi/smart-city/puntata/trasmissione-27-
gennaio-2021-210402-ADNEZBGB

30 May 2019: http://www.radio24.ilsole24ore.com/programma/smart-city/trasmissione-maggio-2019-
210431-ACUIRKK

26 March 2018: http://www.radio24.ilsole24ore.com/programma/smart-city/effetto-loto-sanno-come-155552-
gSLAYnz6¢C

Articles/Interviews appeared on journals and magazine
https://www.ilrestodelcarlino.it/ferrara/cronaca/ridurre-le-masse-tumorali-un-metodo-non-invasivo-jucjkvrt
https://www.ilrestodelcarlino.it/ferrara/cronaca/tumori-ricerca-da-unife-una-nuova-strada-per-ridurre-la-
massa-del-cancro-b4mw5pt0
https://www.ilrestodelcarlino.it/ferrara/cronaca/tumori-ricerca-da-unife-una-nuova-strada-per-ridurre-la-
massa-del-cancro-b4mw5pt0
https://www.ilrestodelcarlino.it/ferrara/cronaca/dagli-ammortizzatori-dell-auto-si-puo-produrre-energia-
pulita-1.5918569

“Scenari” de Il Sole 24ore, article “Da energia di scarto a elettricita a zero emissione”
(“from waste energy to zero emission electric energy”), February 28 2022

s Ga o
w o B QG

venerdi

deuniversgy

Online articles e ol

PRACE grant success stories “Understanding And Improving The Tolerance Of
Perovskites™ https://prace-ri.eu/understanding-and-improving-the-tolerance-of-

perovskites/

PROGRAMMA

Evoina Lamma.

Public speaches

“From quantum mechanics to next-generation green energy materials” for “Venerdi
dell’Universo”, Ferrara 18 March 2022 (in Italian ,
https://www.youtube.com/watch?v=tqDOg60K 8t4)

School visits

2023- “Il laboratorio in un computer: dalla meccanica quantistica alla progettazione
dei materiali del futuro.”

2024 U.T.E.F, Univerista per I’Educazione Permanente. “Un futuro elettrizzante: le
sfide scientifiche per le energie rinnovabili del 21° secolo e oltre”, Portomaggiore (FE), 24 Ottobre 2023.

Part XIV — Management and Administrative Activities

Since 2023 — Member of the Quality Assurance Committee of the Doctoral School in Chemical Sciences,
University of Ferrara.
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