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Personal

Birth: March 1, 1973,  Triggiano (BA), Italy
Nationality: Italian

Education

1997 - 2001 PhD, Condensed Matter Theory Sector, SISSA, Trieste, Italy Thesis: "The role of
native state  topology in protein folding and dynamics".  supervisors  Prof.  Amos
Maritan and Prof. Paolo Carloni. Approved cum laude.

1997 - 1998 Master, Condensed Matter Theory Sector, SISSA, Trieste, Italy  Thesis: "Potential
extraction by threading", supervisor Prof. Amos Maritan. Full marks.

1992 - 1997 Degree in Physics (Laurea in Fisica), University of Turin, Italy. Thesis: "Aspects
of learning in realistic neural networks", supervisor Dr. Alessandro Treves (SISSA,
Trieste).  Full  marks  cum laude and  menzione d'onore (average score on exams
higher than 99%).

Academic Appointments

2010 - present Group leader,  Physics  Department,  J.  Gutenberg  University,  Mainz,  Germany.
Research activity: Theoretical and Computational Biophysics.

2014 - 2021 Scientific  Coordinator,  Collaborative  Research  Center  146,  J.  Gutenberg
University, Mainz, Germany

2010 - 2019 Junior faculty, Max-Plank Graduate Center and Physics Department, J. Gutenberg
University, Mainz, Germany. 

2005 - 2010 Postdoctoral scientist in Prof. Fersht's Lab, MRC Centre for Protein Engineering,
Cambridge,  UK.  Research  activity:  Theoretical  Biophysics  and  Molecular
Dynamics Simulations for the Characterization of the Folding Process of Proteins
and Peptides.

2001 - 2004 Postdoctoral research assistant in Prof. Caflisch's Group, Biochemisches Institut,
University of Zurich, Switzerland. Research activity: Folding Transition State of
Proteins and Peptides investigated by Molecular Dynamics Simulations.

1997 Research contract, Cognitive Neuroscience Sector, SISSA, Trieste, Italy. Project:
"Aspects of  learning in realistic neural networks”.



Grants, Awards & Qualifications

2021 High performance computing center Stuttgart, project no. ACID 44059 “Nanoparticle-
biomolecule interactions investigated using molecular dynamics simulations”, 10.0 millions core
hours.

2016 High performance computing center Stuttgart, project no. ACID 44059 “Adsorption properties of
blood proteins investigated by molecular dynamics simulations”, 30.8 millions core hours.

2015 High performance computing center Stuttgart, project no. ACID 44059 “Fibrinogen flexibility 
and adsorption properties investigated by molecular dynamics simulations”,11.5 millions core 
hours.

2014 Italian national academic qualification as associate professor (Abilitazione Scientifica Nazionale 
Professore II Fascia) Sector 05/E1 General and Clinical Biochemistry

2013 Italian national academic qualification as associate professor (Abilitazione Scientifica Nazionale 
Professore II Fascia) Sector 02/B2 Theoretical Condensed Matter Physics

2012 Juelich Supercomputing Centre, project HMZ29, “Computer simulations of Fibrinogen 
adsorption on material surfaces”, 90000 Node-hours

2009 MRC-Centre for Protein Engineering Additional Salary Reward.

2008 Poster presentation award at Gordon Research Conference on Protein Folding Dynamics, 
Ventura, CA, USA

2006 Swiss National Science Foundation Young Scientist Fellowship (~12'000 GBP).

2005 Stiefel-Zangger Stiftung fellowship (~24'000 GBP).
Novartis Foundation research support (~6'000 GBP).
EMBO Short term fellowship (~4'500 GBP).

2002 IUPAB Travel Fellow Award to attend the IUPAB meeting, Buenos Aires, Argentina.

2001 Grant for the FEBS Meeting, Lisbon, Portugal.

2000 Grant for the Varenna School of Physics, Varenna, Italy.

1998 Grant for the NATO ASI Soft Condensed Matter Conference, Geilo, Norway.

1997 - PhD fellowship at SISSA, Trieste, Italy, Condensed Matter Theory Sector
- PhD fellowship at SISSA, Trieste, Italy, Neuroscience Sector (declined)
- Grant for the School on Vectorial and Parallel Computing, CINECA, Bologna, Italy.

1993 Academic excellence award, University of Turin, Turin, Italy.

1992 Selected for the final stage of the Italian Mathematics Olympic Games, Cesena, Italy.

1991 1st rank (regional), 3rd rank (national) at the Italian Chemistry Games (Lyceum category), Turin 
and  Frascati, Italy.



Teaching Activity

2011 – present Johannes Gutenberg Univerity, Mainz, Germany
Teaching courses in Physics: 

“Soft Matter Theory”, 
“Computer simulations in Statistical Physics”, 
“Advanced Simulation Methods”, 
“Modern computational methods in condensed/soft matter physics”

Teaching courses in Computer Science: 
“Structural Bioinformatics”

2011 – present Johannes Gutenberg Univerity, Mainz, Germany
Co-Supervision of graduate, master and bachelor students (see below for list of thesis).

2005 – 2011  MRC-Centre of Protein Engineering, Cambridge, UK
Co-Supervision of a graduate student on the research project: “Protein folding transition state 
investigated by Molecular Dynamics simulations” 

2002 – 2004 University of Zurich, Biochemistry Department
Co-supervision of graduate students on projects related to Molecular Dynamics Simulations of 
biological systems 

1998 – 2000 SISSA Trieste, Italy
Tutor of undergraduate students of the University of Trieste on Mathematics 

List of supervised Thesis

Isolde H. Radford, PhD “Implicit-Solvent Molecular Dynamics Simulations of Peptide Folding” 
(2011), University of Cambridge, UK, in collaboration with Prof. Alan Fersht 

Federico Amadei, Master “Linking force and catalysis via PR65, the HEAT scaffold subunit of 
phosphatase PP2A” (2014),  Ecole Normale Superieure de Lyon, Université de Lyon 1, France 

Lorenz Ripka, Master “Molecular Dynamic Simulations of Fibrinogen-Complex Using Enhanced 
Sampling Techniques” (2014), University of Mainz, Germany

Timo Schäfer, Bachelor, “Influence of FlAsH-binding on the mechanical unfolding of the scaffold 
subunit of phosphatase PP2A” (2015), University of Mainz, Germany

Stephan Köhler, PhD “Modelling and simulation of fibrinogen and its adsorption behavior”(2015), 
University of Mainz, Germany,  in collaboration with Prof. Friederike Schmid

Florian Thomas, Bachelor “Improving the efficiency of clustering algorithms for biomolecular 
simulations using GPUs”(2016), University of Mainz, Germany

Timo Schäfer, Master, “Metadynamics simulations of the fibrinogen protomer” (2017), University of 
Mainz, Germany, in collaboration with Prof. Friederike Schmid

Thomas Kolbe, Bachelor, “Deep Autoencoder for the Analysis of Molecular Dynamics Trajectories” 
(2020), University of Mainz, Germany

David Noel Zimmer, Bachelor, “Mulitscale Modeling of Lipid Nanoparticles” (2020), University of 
Mainz, Germany



Organization of schools/workshops:

IRTG school, Oct. 2015, Johannes Gutenberg University Mainz, Germany
CECAM school “Multiscale simulations of soft matter with VOTCA and ESPRESSO++ 

tutorial”, Oct. 10-13 2016,  Schloss Waldthausen, Mainz, Germany
CECAM school “Multiscale simulations of soft matter”, Sep. 26-29 2017 Fulda, Germany
CECAM/CSM/IRTG school “Machine Learning in Scientific Computing”, Sep. 10-14 2018 

Nierstein, Germany
CECAM/IRTG school “Bio/Soft Matter Simulations across Multiple Scales”, Sep. 18-20 2019 

Heidelberg, Germany
IRTG school of the TRR146 2020, Dec. 02-04 2020 Virtual event via zoom
CECAM workshop “Mainz Materials Simulation Days 2021 - What Precision is Needed to 

Create Function: Roles of Defects and Disorder in Hierarchical Structure Formation of 
Soft Matter”, Jun. 7-9 2021, Virtual event, Zoom/Discord

Editorial and Reviewing work:

Reviewing grant proposals submitted to:
European Research Council (Marie Curie Fellowships),
The American Chemical Society Petroleum Research Fund, 
Engineering and Physical Sciences Research Council (EPSRC) UK, 
British Council BIRAX, 
EEA Grants - collaborative  research projects - Norway Grants, UEFISCDI, Romania.

Reviewing manuscripts submitted to:
Proc. Natl. Acad. Scie. USA, 
ACS Nano,
npj Computational Materials,
eLife,
PLOS Computational Biology, 
Langmuir, 
Biochemistry, 
Physical Chemistry Chemical Physics,
Organic & Biomolecular Chemistry,
Journal of Physical Chemistry, 
Journal of Chemical Physics,  
Journal of Chemical Theory and Computation, 
Organic and Biomolecular Chemistry, 
European Biophysics Journal, 
Biointerphases,
Journal of Molecular Liquids,
Molecular Systems Design & Engineering,
Biophysical Chemistry, 
Proteins: Structure, Function, and Bioinformatics, 
BMC Structural Biology,
Adhesive and Adhesion.



Languages and technical skills:

Italian Mother tongue

English Fluent

German Level B2

UNIX operating systems, tools, scripting languages (bash, csh, tcsh, 
awk, perl, tcl) and Linux cluster management Extensive experience

High performance computer environments (SLURM, PBS Pro, LSF, 
TORQUE/MOAB) Extensive experience

Windows operating system and tools Extensive experience

C, Fortran, Python programming Extensive experience

Molecular dynamics and visualization packages: CHARMM, NAMD, 
GROMACS, AMBER, VMD, Pymol, Marvin Sketch, Avogadro

Extensive experience

Parallel programming (MPI and OpenMP) and GPU programming Extensive experience

Machine and deep learning tools (Tensorflow, KERAS, scikit-learn) Extensive experience

Other Activities

People management and supervision : 
-  scientific  coordination  of  the  activities  of  the  Collaborative  Research  Center  146  and  its
integrated training research group,  2014-2021; 
- coordination of the students activities of the Max-Plank graduate Center, Mainz, 2011/12. 

Budget or resource management : 
- Budget of Junior Faculty member of Max-Plank Graduate Center. 
- management of the budget devoted to the purchase of the computer facilities (computer cluster,
data storage, backup systems etc. ~15'000GBP) needed for computational research at the Centre
for protein engineering.

IT Administrative duties :  
-  Management  of  the  SFB-TRR146  Webpage  https://trr146.de,  2014-2021,  Department  of
Physics, Uni Mainz.
-  IT  management  of  the  computer  cluster,  2005-2011,  at  the  MRC-Centre  for  protein
engineering, Cambridge. 
- IT management of Linux workstations and sector web-pages, 1998-2001, SISSA, Trieste, Italy.
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(total citations 1669, h-index 20, source: Google Scholar 6.2021)

Articles in peer reviewed journals
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Patents
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