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Domnule Profesor Paolo Carloni,
Domnule Profesor Marian Preda, Rector al Universității din București,
Domnule Profesor Claudiu Buglea, Președintele Senatului 
Universității din București,
Stimați invitați, colegi și studenți,

Este o onoare pentru mine să prezint astăzi în fața dumneavoastră 
câteva aspecte ale activității prodigioase desfășurate de Profesorul 
Paolo Carloni, directorul Institutului de Biomedicină Computațională 
de la Centrul de Cercetări din Jülich, Germania, profesor titular la 
Universitatea RWTH din Aachen și co-director al Institutului JARA de 
Neuroștiințe moleculare și imagistică. 

Centrul de Cercetări din Jülich este o instituție națională de cercetare 
cu activitate într-o paletă largă de domenii, precum energia, teoria 
informației sau bioeconomia. Centrul din Jülich este printre cele mai 
importante în Europa și în lume în dezvoltarea infrastructurii de calcul, 
inclusiv a sistemelor de calcul integrate exascale și a celor cuantice. 

Institutul de Biomedicină Computațională, condus de Profesorul 
Paolo Carloni, dezvoltă și aplică metodologii avansate pentru simulări 
moleculare, bioinformatică structurală și biologia sistemelor, cu scopul 
de a înțelege procesele neurobiologice fundamentale și de a dezvolta 
biomarkeri și agenți terapeutici pentru boli neurologice. Institutul 
este implicat direct în dezvoltarea metodologiilor computaționale 
care pot fi utilizate în centrul de calcul exascale de ultimă oră, aflat 
în prezent în curs de dezvoltare la Centrul de Cercetări din Jülich. 
Profesorul Carloni este co-dezvoltator al MiMiC, un cod scalabil pentru 
calcule masive – calcule numerice combinate de mecanică cuantică și 
dinamică moleculară – tipul de calcule utilizate pentru a putea descifra 
reacțiile chimice în sistemele biologice. Contribuțiile profesorului 
Carloni în domeniul simulărilor moleculare au fost deja distinse cu 
premii și recunoașteri prestigioase. Printre acestea se numără titlul de 
Ambasador în științe chimice din Franța, obținut în 2024 de la CNRS 



4 Doctor Honoris Causa

Chemistry, un program inaugurat în 2019 pentru a atrage cercetători 
străini de prestigiu în chimie computațională în laboratoarele 
franceze; Premiul Zimmer International Scholar Award 2021 de la 
Universitatea din Cincinnati, SUA, ca o recunoaștere a contribuțiilor 
importante în chimia computațională și biofizică; Membru străin al 
Academiei de Științe din Bologna, Italia, (2019) pentru contribuțiile 
sale la dezvoltarea biologiei computaționale (ca o remarcă suplimentară, 
Academia de Științe din Bologna a fost înființată în 1690). 

Născut la Florența, Profesorul Carloni a urmat studii de licență în 
Chimie la Universitatea din Florența. În 1994 a obținut titlul de 
Doctor în Științe la Universitatea din Florența, unde a lucrat cu Lucia 
Banci și Per Luigi Orioli, precum și cu Michelle Parrinello (laboratorul 
de cercetare IBM Zürich, Elveția). Subiectul tezei de doctorat a fost 
studiul unor metaloproteine, enzime care folosesc ioni metalici pentru 
a cataliza reacții chimice. 

Din 1990 până în 1991 a efectuat un stagiu de cercetare  la Laboratorul 
de Cercetări al IBM din Kingston, SUA, iar din 1992 până în 1994 un 
alt stagiu la Laboratorul de Cercetări al IBM din Zürich cu Michele 
Parrinello. În 1994, domnul Carloni a devenit profesor asistent la 
Universitatea din Florența, timp în care a mai efectuat un stagiu la 
Laboratorul de Cercetări al IBM din Zürich pentru încă doi ani. În 
această perioadă s-a concretizat studiul său din 1995 privind structura 
și legarea cisplatinei, un compus utilizat pe scară largă în tratamentul 
cancerului ovarian. Cinci ani mai târziu, în 2000, profesorul Carloni și 
grupul său au folosit o metodă a mecanicii cunatice, teoria funcționalei 
de densitate, pentru a caracteriza interacțiunile dintre cisplatină și ADN. 

În 1998 a devenit profesor asistent în Chimie la Școala Internațională 
de Studii Avansate (SISSA) din Trieste și coordonatorul grupului de 
lucru pentru biofizică al Rețelei Europene de Structură Electronică Psi-k. 
În 1999, cu mult înainte ca evoluțiile în biologia structurală, metodologiile 
computaționale și infrastructura de calcul să facă din studiul canalelor 
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ionice o cercetare de rutină, profesorul Carloni și grupul din Trieste au 
publicat simulări de dinamică moleculară ale mecanismului prin care 
ionii de potasiu și sodiu se leagă de canalul ionic de potasiu. 

În 2000 a fost promovat profesor asociat la SISSA Trieste, în 2003 
a devenit șef al grupului de cercetare în biofizică și șef al Secției de 
Statistică și Biologie la SISSA Trieste, iar în 2004 a fost promovat 
profesor titular la SISSA Trieste. Din 2006 până în 2009, profesorul Carloni 
a fost responsabil pentru SISSA în cadrul Proiectului de neuroștiință și 
robotică al Institutului Italian de Tehnologie din Trieste, Italia. În 2009, 
a acceptat oferta pentru un post de profesor titular la Universitatea 
RWTH din Aachen și la Institutul de Cercetări din Jülich, pentru ca, în 
2012, să devină director al Institutului de Biomedicină Computațională. 
Din 2016 este co-director al Institutului de Neuroștiințe Moleculare 
și Neuroimagistică JARA  și co-director (part-time) al Laboratorului 
Universității Naționale din Vietnam pentru Simulări Multi-Scală 
ale Sistemelor Complexe. Din 2018 profesorul Carloni este co-director 
al Centrului JARA pentru Simulări numerice  și Știința datelor, iar 
din 2024, este liderul secțiunii din Germania pentru EBRAINS, o 
infrastructură europeană dedicată cercetării creierului. 

Cercetările din laboratoarele pe care le conduce sau pe care le-a condus 
au fost susținute de granturi de cercetare de la agențiile naționale 
și europene de finanțare, inclusiv, în ultimii ani, granturile Uniunii 
Europene “Proiectul creierului uman”, “EBRAINS 2.0: O infrastructură 
de cercetare pentru a promova neuroștiința și sănătatea creierului” și 
“Calcul avansat, algoritmi cuantici și abordare bazată pe date pentru 
știință, tehnologie și inginerie”.

De-a lungul anilor, Profesorul Paolo Carloni a coordonat numeroși 
tineri cercetători, doctoranzi și studenți post-doctoranzi, unii dintre 
ei devenind ulterior profesori în instituții prestigioase, precum Școala 
Politehnică Federală din Lausanne sau Universitatea RWTH din Aachen. 
De asemenea, a fost examinator extern pentru mai mulți doctoranzi la 
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EPFL Switzerland, Institutul Karolinska din Stockholm și alte instituții 
de cercetare prestigioase; în plus, profesorul Carloni a făcut parte din 
comitetul de angajare pentru posturi de profesor la universități din 
Germania, Austria și Danemarca. Începând cu anul 1998, Profesorul 
Carloni a organizat sau co-organizat în mod regulat conferințe sau ateliere 
științifice – el este, de exemplu, implicat în activitățile CECAM (Centre 
Européen de Calcul Atomique et Moléculaire). A susținut sute de lecții 
și seminarii invitate. Profesorul Carloni este evaluator pentru agențiile 
naționale și europene de finanțare a cercetării și editor pentru revistele 
Protein, Structure, Function, Bioinformatics și PLoS One. 

Până în prezent, a publicat peste 350 de lucrări. Titlurile publicațiilor sale 
dezvăluie amploarea intereselor de cercetare interdisciplinare, care 
reunesc fizica, chimia, biologia și informatica. 

Suntem privilegiați să avem în Profesorul Paolo Carloni un prieten al 
Universității din București. Ca parte a misiunii Centrului de Cercetări din 
Jülich de a promova dezvoltarea calculului masiv pe sisteme exascale pentru 
științele vieții și la invitația Platformei Diasporei Academice (Ambasada 
României, Berlin), profesorul Carloni a vizitat în 2022 câteva instituții de 
cercetare și dezvoltare din România, inclusiv Universitatea din București. 
Suntem recunoscători pentru implicarea domnului Dr. Iulian Costache 
(Ambasada României, Berlin) și profesorului Sorin Costreie (Universitatea 
București și Consilier de Stat) în organizarea acelei vizite. Îi suntem foarte 
recunoscători Profesorului Carloni pentru sprijinul continuu acordat 
grupului de Biofizică computațională din Facultatea de Fizică, doctoranzii 
având acum acces la o infrastructură puternică de calcul. 

Domnule Profesor Paolo Carloni, în calitate de Decan al Facultății 
de Fizică, aș dori să vă urez bun venit la Universitatea din București. 
Titlul de Doctor Honoris Causa reprezintă o recunoaștere simbolică a 
contribuțiilor dumneavoastră la dezvoltarea științei.

Prof. univ. dr. Lucian Ion
Decanul Facultății de Fizică
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Dear Professor Paolo Carloni,
Your excellency, Professor Marian Preda, Rector of the University 
of Bucharest,
Your excellency, Professor Claudiu Buglea, President of the Senate 
of the University of Bucharest,
Dear Guests, Colleagues and Students,

I am honoured to have the privilege to introduce to you today Professor  
Paolo Carloni, the Director of the Institute for Computational Biomedicine 
at the Forschungszentrum Jülich, Jülich, Germany, Full Professor at 
the RWTH Aachen University, and Co-Director of the JARA-Institute 
Molecular Neuroscience and Imaging, Forschungszentrum Jülich.

Forschungszentrum Jülich (FZJ), The Research Center Jülich, is a national 
research institution pursuing research on broad fields such as energy, 
information, bioeconomy. Forschungszentrum Jülich is a leader in the 
development of computing infrastructure, including exascale and quantum 
computing. The Institute of Computational Biomedicine, led by Professor 
Carloni, develops and applies advanced methodologies for molecular 
simulations (structural bioinformatics and complex biological systems), 
with the aim of understanding fundamental neurobiological processes 
and to develop biomarkers and therapeutical agents for neurological 
diseases. The Institute led by Professor Carloni is directly involved in the 
development of computational methodologies that can be used with the 
cutting-edge exascale computing center currently being developed at the 
Forschungszentrum Jülich. Professor Carloni is a co-developer of MiMiC, 
a massively scalable code for combined quantum mechanical/molecular 
dynamics computations – these are the type of computations one uses to 
be able to decipher chemical reactions in biological systems, for example.

Professor Carloni’s contributions to the field of molecular simulations 
have already been distinguished with prestigious awards and recognitions. 
These include the 2024 Ambassadorship in Chemical Sciences in 
France, from CNRS Chemistry, a programme inaugurated in 2019 
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to attract prestigious foreign researchers in computational chemistry 
to visit French laboratories; the 2021 Zimmer International Scholar 
Award, from the University of Cincinnati, USA, as a recognition for 
distinguished contributions in computational chemistry and biophysics; 
2019, Foreigner Member of the Bologna Academy of Sciences, Bologna, 
Italy, for his contributions to the development of computational biology 
(as a note, the Bologna Academy of Sciences was established in 1690). 

Born in Florence, Professor Carloni pursued his undergraduate studies 
(‘Laurea’) in Chemistry at the University of Florence. In 1994 he 
obtained his PhD from the University of Florence, where he worked 
with Lucia Banci and Per Luigi Orioli (University of Florence), and Michelle 
Parrinello (IBM Zürich Research Laboratory, Rüshlikon, Switzerland). For 
his PhD Professor Carloni worked on metalloproteins, enzymes that use 
metal ions to catalyze chemical reactions.

From 1990 to 1991 he was a visiting scientist at the IBM Research 
Laboratory in Kingston, USA, and from 1992 to 1994 he was first a 
visiting scientist and then post-doctoral researcher at the IBM Zürich 
Research Laboratory working with Michele Parrinello. In 1994 Professor 
Carloni became assistant professor at the University of Florence, from 
where he took a leave and went to the IBM Zürich Research Laboratory 
for two more years. From these years arose for example his 1995 study on 
the structure and bonding of cisplatin, a compound widely used in the 
treatment of ovarian cancer. Five years later, in 2000, Professor Carloni 
and his group used quantum mechanics (density functional theory) to 
characterize interactions between cisplatin and DNA.

In 1998 he became an assistant professor in Chemistry at the 
International School for Advanced Studies (SISSA) in Trieste, and 
the coordinator of the biophysics working group of the Psi-k European 
Electronic Structure Network. In 1999, long before developments in 
structural biology and computational methodologies and infrastructure 
made it almost a routine to study ion channels, Professor Carloni and his 
laboratory in Trieste published molecular dynamics simulations of the 
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mechanism by which potassium and sodium ions bind to the potassium 
ion channel.

In 2000 he was promoted to associated professor at SISSA Trieste, in 2003 
became Head of Research Line in Biophysics and Head of the Statistical 
and Biological Sector at SISSA Trieste, and in 2004 he was promoted 
to full professor at SISSA Trieste. From 2006 to 2009 Professor Carloni 
was responsible for SISSA of the Project on Neuroscience and Robotics  of 
the Italian Institute of Technology Trieste, Italy. In 2009 he accepted the 
offer for a full professorship (W3) at the RWTH Aachen University 
and the German Research School of the Forschungszentrum Jülich, 
where he then in 2012 became director of the Institute for Computational 
Biomedicine. Since 2016 he became a co-director of the JARA-Institute 
of Molecular Science and Neuroimaging, Forschungszentrum Jülich, 
and co-director (part-time) of the Vietnam National University Key 
Laboratory Multi-Scale Simulations of Complex Systems. Since 2018 
Professor Carloni is co-director of the JARA Center for Simulation 
and Data Science, and since 2024, he is Germany’s Node Leader for 
EBRAINS, an European Research Infrastructure for Brain Research. 

The research in the laboratories he is leading or has led has been supported 
by research grants from National and European Funding Agencies, 
including, in the recent years, the European Union Grants ‘Human Brain 
project’, ‘EBRAINS 2.0: A research infrastructure to advance neuroscience 
and brain health’, and ‘Advanced computing, quantum algorithms, and 
data-driven approaches for science, technology, and engineering’.

Over the years Professor Paolo Carloni has supervised numerous 
young researchers, doctoral and post-doctoral students, some of which 
went on to become themselves professors in prestigious institutions, 
including EPFL Switzerland and RWTH Aachen University. He 
was also an external examiner for several doctoral students at the 
EPFL Switzerland, the Karolinska Institute in Stockholm, and other 
prestigious research institutions; moreover, Professor Carloni was 
part of the hiring committee for professorship positions at universities 
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in Germany, Austria, and Denmark. Since 1998 Professor Carloni 
has regularly organized and co-organized scientific meetings – he is, 
for example, very supportive of CECAM (Centre Européen de Calcul 
Atomique et Moléculaire). He gave, we estimate, hundreds of invited 
talks and seminars. Professor Carloni is a reviewer for National and 
European research funding agencies, and an editor for the journals 
Protein, Structure, Function, Bioinformatics, and PLoS One.

The pages of this booklet include Professor Carloni’s CV and publication list. 
To date, he has published over 350 papers. We could only mention here a 
few of his studies. Perusing just the titles of the his publications reveals the 
breadth of his highly interdisciplinary research interests, which bring 
together physics, chemistry, biology, and computer science.

We are indeed privileged to think of Professor Paolo Carloni also as a 
friend of the University of Bucharest. As part of the mission of the 
Forwschungszentrum Jülich to promote the development of exascale 
computing for life sciences, and at the invitation of the Academic 
Diaspora Platform (Embassy of Romania, Berlin), in 2022 Professor 
Carloni visited Research and Development Institutions in Romania, 
including the University of Bucharest. We are most grateful here to 
Dr. Iulian Costache (Embassy of Romania, Berlin) and Professor Sorin 
Costreie (University of Bucharest and State Councelor) for making 
possible the meetings that took place on the occasion of the visit to 
Bucharest in 2022. We are also most grateful for Professor Carloni for 
his continuous support of computational biophysics at the Faculty 
of Physics, where young doctoral students now have the chance to do 
their research using a powerful super-computing infrastructure.

Professor Paolo Carloni, as the Dean of the Faculty of Physics I would like 
to welcome you to the University of Bucharest. The Doctor Honoris Causa 
title recognizes your distinguished contributions to the pursuit of science.

Prof. dr. Lucian Ion
Dean, Faculty of Physics



Curriculum vitae | Paolo Carloni 
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PERSONAL DATA

Prof. Paolo Carloni, Ph.D.
Date and place of birth: August 26, 1963, Florence (Italy)
Nationality: Italian
Gender: Male 
Mandatory Civil Service: 1988–1989

CURRENT POSITION
Professor at RWTH Aachen University, Aachen, Germany (W3) and Director 
of the Computational Biomedicine section (INM-9/IAS-5) of the Institute for 
Neuroscience and Medicine (INM) and Institute for Advanced Simulation 
(IAS) at Forschungszentrum Jülich GmbH, Jülich, Germany 
www.fz-juelich.de/en/ias/ias-5
Co-Director of the JARA-Institute Molecular Neuroscience and Neuroimaging 
(INM-11), Forschungszentrum Jülich GmbH, Jülich, Germany  
https://www.fz-juelich.de/en/inm/inm-11

CONTACT DATA
Forschungszentrum Jülich GmbH
INM-9/INM-11
Wilhelm-Johnen-Straße
52428 Jülich, Germany
Phone: +49 2461 61-8941 / +49 151 46740839
Fax: +49 2461 61-4823
Web: www.fz-juelich.de/en/ias/ias-5
E-Mail: p.carloni@fz-juelich.de

EDUCATION
1982: Diploma (Maturità Scientifica) with 60/60.
1990: Graduation (‘Laurea’) in Chemistry at the University of Florence (Italy) 
with 110/110. Supervisors: Ivano Bertini, Pier Luigi Orioli.
1990–1994: Ph.D. in Chemistry (majoring computational biophysics), 
from the University of Florence. Title of the Thesis: 'Theoretical Studies on 
Metalloproteins'. Supervisors: Lucia Banci, Pier Luigi Orioli (University of 
Florence), Michele Parrinello (IBM Zurich Research Laboratory, Rüschlikon, 
Switzerland).
1990–1991 Visiting scientist at the IBM Research Laboratory, Kingston, NY, 
USA, with Prof. E. Clementi.
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1992 Visiting scientist at the IBM Zurich Research Laboratory, Department of 
Computational Physics, Rüschlikon, Switzerland, with Dr. Michele Parrinello.

PROFESSIONAL EXPERIENCE
1993–94 Postdoc at the Department of Chemistry, University of Florence 
(Italy) and visiting scientist at the Zurich IBM Research in the Lab of M. 
Parrinello (Rüschlikon, Switzerland).
1994 Assistant professor in Chemistry at the Department of Chemistry, 
University of Florence (Italy).
1995–1997 On leave at the University of Florence – Visiting Scientist at the IBM 
Zurich Research Lab, Rüschlikon, Switzerland.
1998–2000 Assistant professor in Chemistry at the International School for 
Advanced Studies (SISSA), Trieste, Italy.
1998–2008 Responsible for the Biophysics working group of the Psi-k 
European Electronic Structure Network (www.psi-k.org).
2000–2003 Associate professor in Chemistry at SISSA.
2003–2009 Head of the Research Line in Biophysics of the Democritos center 
for simulations in Trieste. Head of the Statistical and Biological Physics Sector 
in SISSA.
2004–2009 Full professor in Chemistry at SISSA.
2006–2009 Responsible for SISSA of the Project on Neurosciences and 
Robotics of the Italian Institute of Technology (www.iit.it), Trieste, Italy.
2009–2014 Full Professor (W3) in Theoretical Biophysics at the German 
Research School (GRS) of Forschungszentrum Jülich GmbH, Jülich, and 
RWTH Aachen University, Aachen, Germany.
2012– Director of the Institute for Computational Biomedicine (IAS-5), 
Institute for Advanced Simulation, Forschungszentrum Jülich, Germany.
2013– Director of the Institute for Computational Biomedicine (INM-9), 
Institute for Neuroscience and Medicine, Forschungszentrum Jülich, 
Germany.
2014– Full Professor (W3) in Theoretical Biophysics at RWTH Aachen 
University, Aachen, Germany.
2016– Co-Director of the JARA-Institute Molecular Neuroscience and 
Neuroimaging (INM-11), Forschungszentrum Jülich GmbH, Jülich, Germany.
2016– Co-Director of the VNU Key Laboratory on “Multi-scale Simulation 
of Complex Systems” (part time) at the VNU – University of Science, Hanoi, 
Vietnam.
2018– Co-Director of the JARA Center for Simulation and Data Science (JARA 
CSD), Research Center Jülich and RWTH Aachen University.
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2024– EBRAINS (https://www.ebrains.eu/) Germany Node Leader. EBRAINS is 
an European Research Infrastructure for brain research.

RESEARCH INTERESTS
For more than three decades, Paolo Carloni has developed and used multiscale 
methods in molecular simulation (from quantum to coarse grain) aimed at 
understanding structure/function of biomolecules and their complexes.
He has contributed to the modeling of metal ions in biological systems, to 
the understanding of reaction mechanism of enzymatic superfamilies (such 
as that of the proteases), to molecular mechanisms of drug resistance, to the 
investigation of RNA/ligand interactions, and, more recently to providing 
insight on the function and the signaling cascades of neuroreceptors. For 
the last years, he has been largely involved in molecular simulation projects 
in molecular neurobiology exploiting high performance computing and 
machine learning.
h-index (Google): 67
Google Scholar: https://scholar.google.com/citations?user=G2R_F1sAAAAJ&hl=en

MEMBERSHIPS
American Chemical Society
Biophysical Society
German Biophysical Society
JARA-HPC, JARA-Brain (Jülich Aachen Research Alliance)

REFEREE FOR
Journals: Science, Nature Journals, PNAS, J. Am. Chem. Soc. and other 
ACS Journals, Phys. Rev. Lett. and other APS journals, Biophys. J, Plos 
Computational Biology.

EDITORIAL EXPERIENCE
Editorial Manager for the Journals: Proteins: Structure, Function, 
Bioinformatics, PlosONE.

GRANT REVIEWER EXPERIENCE
ERC grants, EU grants, ESF grants, BMBF grants, grants from the Swiss, 
Italian, European, German, Dutch Science Foundations, Humboldt grants, 
Research Council of KU Leuven.
JARA, PRACE, JSC, GCS/NIC, CINECA, RWTH grants for CPU time.
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AWARDS
2024 Ambassador in Chemical Sciences in France, from CNRS Chemistry
The program was initiated in 2019 to give prestigious foreign researchers the 
opportunity to visit French laboratories that are active in their respective 
field, thereby establishing preliminary contacts and fostering international 
collaboration.
2021 Zimmer Int’l Scholar Award, University of Cincinnati, Cincinnati, USA
The award was given for my contributions in computational chemistry and 
biophysics. The Hans and Marlies International Scholar Program supports 
research projects between the University of Cincinnati and scientists from 
around the world.
2019 Foreigner Member of the Bologna Academy of Science, Bologna, Italy
The academy is an institution founded in 1690 to bring together scientists 
working in the different branches of knowledge, divided into “Physical 
Sciences” and “Moral Sciences”. The Members are appointed for their scientific 
merits. I was awarded in the Physical Sciences Class (Biological Sciences 
Section) for my contributions to the development of computational biology.
2013 Distinguished Professorship, Vietnam National University, Ho Chi Minh 
City, Vietnam. The professorship was given in recognition of my contributions 
to the development of a computational biophysics line of research in Vietnam.

FUNDED GRANTS
1998: Quantum description of H-bonding in biological systems: € 100,000. 
Grant from the Italian Region Friuli Venezia Giulia.
2001: Structural inorganic biology in the post-genomic era: methodologies 
and “targeting”: € 28,000: Grant of the Italian University Minister and SISSA.
2002: ‘Molecular modeling of anti-Alzheimer’s targets’ € 40,440. Grant from 
the Biotechnological company Lay-Line Genomics, Rome (Italy).
2003: Role of Zn in enzymatic systems and in protein-protein interactions 
investigated by molecular dynamics simulations: € 31.300. Grant of the Italian 
University Minister and SISSA.
2003: “Structural inorganic biology in the post-genomic era: methodologies 
and targeting”: € 28,000: Grant of the Italian University Minister and SISSA.
2003: “Computer Modeling of the Wild-type and Mutated HCN Ion Channels: 
Structure and Function”: € 32,300. Grant from Glaxo-Wellcome, Stevenange, UK.
2004: “Interaction between HIV-1 Tat and its molecular targets: Molecular 
modeling and in vivo experiments” € 44,400. Grant from the Regione Friuli 
Venezia Giulia.
2004: “A new approach to drug design”: € 30,000 from the Grant of the Italian 
University Minister.
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2004: Two grants for PhD students (€ 60,000) given by the Italian Minister of 
Education for “Theoretical Investigation of Drug/Target interactions”.
2005 ‘Theoretical Investigation of proteins involved in Alzheimer’s Disease’, 
Grant of the Italian University Minister (€ 200,000).
2005: Grant for mobility between Italy and Argentina: “Theoretical 
Investigations on Metallo Beta-Lactamases” (€ 10,000).
2005: GRAND grant for “Molecular simulation of neurodegenerative diseases” 
(€ 60,000).
2006: Telethon Grant for investigation of Parkinson’s’’ Disease: € 60,000.
2006–2008: Grant from the “Instituto Italiano di Tecnologia (IIT)” (€ 
120,000) for investigation of neurodegenerative disease and of the molecular 
mechanism of the olfaction.
2006 Grant from the region Friuli-Venezia Giulia for “Action of Anticancer 
agents” (€ 10,000).
2006 Grant from the region Friuli-Venezia Giulia for “Action of beta-
lactamases” (€ 10,000).
2007 Grant from the Illy-Coffee Company on the “Molecular basis of Olfaction 
and Taste” (€ 30,000).
2009 Grant from the Italian Ministry of Education on “Investigation of 
neurogenerative diseases” (€ 30,000).
2010–2013 DFG Grant for “Ion Permeation in the Single Channel of the Bacterial 
Porin NanC: an integrated in silico and in vitro approach” (€ 326,000).
2011 Grant from the Italian Ministry of Education on “Targeting HIV 
transcription to control infection and to purge post-integrative latency”  
(€ 30,000).
2010–2011 Nano Cancer Grant for “Investigating proteins involved in human 
tumors” (€ 30,000).
2011–2012 DFG International Cooperation Grant for the “Molecular basis of 
odorant ligands recognition: a computational study” project in collaboration 
with Prof. Hoang Zung, Director of the Institute for Science and Technology, 
Vietnam National University, Ho Chi Minh City (Vietnam) (€ 19,000).
2011–2013 BMBF grant for “International Co-operations between Germany 
and Argentina” (€ 8,400).
2012–2013 Grant from the Italian Ministry of Education on ‘Cellular events in 
HIV-1 attack: a multi-disciplinary approach’ (€ 60,000).
2012–2014 Grant from Illy-Coffee “In Silico Toxicology: Inhibiting Acrylamide 
Action” (€ 44,000).
2012–2015 DFG Grant for “Prediction of structural properties of cisplatin/
protein adducts from QM/MM methods” (€ 159,500).
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2013–2016 Human Brain Project grant: Molecular Dynamics Simulations”  
(€ 486,550).
2013–2016 DFG Grant for “Copper binding to the physiological form of the 
alpha-synuclein protein” (€ 166,350).
2013–2016 Human Brain Project for “Drug Design” (€ 250,000).
2014–2017 DFG Grant for “Computer-aided design of immunotoxins for a 
potential anti-cancer therapy” (€ 147,550).
2014–2017 DFG Grant ERA-Chemistry for “Design and synthesis of biologically 
inspired ion-conducting nanopores” (€ 168,680).
2015–2021 Grant from the Fondazione E. Illy for the “Computational Science 
of Coffee” (€ 250,000).
2015–2018 EU Grant, HPC-LEAP, “High Performance Computing in Life 
sciences, Engineering and Physics” (€ 428,559).
2015–2018 EU Grant for the BioExcel Center of Excellence in Computational 
Biology (€ 259,774).
2017–2020 DFG Research Group “Funktionale Dynamik von Ionenkanälen 
und Transportern – DynIon” (€ 319,200).
2017–2019 BMBF “Dual 2 Pet” grant (€ 155,984).
2017: “Development of software for multi-scale DNA simulation for 
application in drug-design and computational biomedical physics”, 
Funding agency: Vietnam National University (€ 17,796). 2017: 
“Investigation on structures and physico-chemical characteristics of the 
gel network applied for topical cream formulations”, Funding agency: 
NAFOSTED, (€ 56,834).
2017: Title: “Computational study of strong electrostatics interactions 
among DNA molecules inside DNA viruses in the presence of multivalent 
counterions”, Funding agency: NAFOSTED, Grant number: 103.02-2012.75, 
Invested amount: (€ 25,386).
2017–2019: Development of NeuroDrug Design web-portal for design and 
synthesis of ligands for brain imaging and drug leads for neurodegenerative 
diseases, FIRST Project, MOST 13/FIRST/1.a/VNU1 (€148, 428).
2018–2021: EU ITN Grant, “Stimulate” (€ 498,432).
2018–2020: “Human Brain Project” grant: (€ 523,133).
2018–2023: DFG, “MultiSenses-MultiScales: Neue Ansätze zur Aufklärung 
neuronaler multisensorischer lntegration” (€ 433,618).
2019–2021: EU Grant, BioExcel-2 Center of Excellence for Computational 
Biology (€ 178,443).
2019–2022: BMBF, “PaTOR – Molecular simulation-based rational design of 
Painkillers targeting the Opioid Receptor” (€ 235,021).
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2017–2019: EU Grant, HPC-LEAP, “High Performance Computing in Life 
sciences, Engineering and Physics” (€ 240,217).
2020–2022: HGF Grant, “Helmholtz European Partnering” (€ 750,207).
2020–2023: DFG Grant, “Functional dynamics of ion channels and 
transporters ‒ DynIon ‒ “for the subproject TP 06 “Proton transfer and 
substrate recognition in SLC17 transporters”, DYNION-2 (€ 5,500).
2020–2023: EU-Grant, “Human Brain Project” (€ 497,850).
2020–2021: H2020-SC1-PHE-CORONAVIRUS-2020: Advancing knowledge for 
the clinical and public health response to the 2019-nCoV epidemic – EXaSCale 
smArt pLatform Against paThogEns for Corona Virus) (€ 96,250.00).
2021–2023: BMBF Grant: “Innovationspoolprojekt des Forschungsbereichs 
Information” (collaboration with JSC) (€ 39,185.50).
2023–2027: EU Grant: “Advanced computing, QuanTum algorIthms and data-
driVen Approaches for science, Technology and Engineering (AQTIVATE)”  
(€ 521,078.40).
2023–2024: HGF Grant: Helmholtz European Partnering (HEP) (€ 500,000, 
INM-9 und INM-5).
11/2023–10/2025: HGF Grant: “Al- and HPC-based Design of Synthetic 
Receptor Assays for Continuous Metabolite Sensing” (AI-Receptor) (€ 125,000).
2024–2026: EU Grant: EBRAINS 2.0: “A Research Infrastructure to Advance 
Neuroscience and Brain Health” (€ 37,187).
2024–2026: HMC Grant: “Metadata Enrichment for SupraBank (MetaSupra)” 
(€ 95,202).

ORGANIZATIONAL EXPERIENCE
1. 	 ICTP workshop on Structure and Function of Biomolecules, Trieste, Italy, 

1998.
2. 	 INFM National Meeting on Computational Methods in Biological Systems, 

Catania, Italy, 1999.
3. 	 CECAM – PsiK workshop on Ab-initio modelling in the biological sciences, 

Lyon, France, 2001.
4. 	 ICTP Conference on Interaction and Assembly of Biomolecules, Trieste, 

Italy, 2001.
5. 	 ICTP College on Biophysics: From Molecular Genetics to Structural 

Biology, Trieste, 2001.
6. 	 CECAM workshop on ‘Ion Channels: from Biology to Physics’, Lyon, 

France, 2002.
7. 	 ICTP-INFM Conference on 'New Frontiers in Nano-Biotechnology: 

Monitoring Protein Function with Single-Protein Resolution', Trieste, 
Italy, 2003.
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8. 	 Psi-k Workshop on 'Ab Initio Modelling in Biological Systems', Trieste, 
Italy, 2004.

9. 	 'Biophysics Symposium' of the Psi-k conference, Schwäbisch Gmünd, 
Germany, 2005.

10. 	ICTP Conference on “Drug development for the third world", Trieste, Italy, 
2006.

11. 	Psi-k workshop on ab initio modelling of biomolecules: methods and 
applications, Leiden, The Nederland, 2006.

12. 	CECAM workshop in Hybrid Atomistic Methods for Materials and 
Biological Systems, Lyon, France, 2006.

13. 	CECAM workshop on DNA: From Quantum to Coarse Grain, Lyon, France, 
2006.

14. 	CPMD2008 ICTP conference on modeling and computation of structure 
and dynamics of condensed phase systems, Trieste, Italy, 2008.

15. 	Ab Initio Modelling in Applied Biosciences: Structure, Dynamics and 
Function, Uppsala University, Uppsala, Sweden, 2008.

16. 	International Workshop on Computational Biophysics (IWCBP-1), Ho Chi 
Minh City, Vietnam, 2010.

17. 	Workshop on Computational Modelling and Simulation of Biological 
Systems, Unidad de Gestión Cientifica, Institut Pasteur Montevideo, 
Uruguay, 2010.

18. 	Summer School on Atomistic Simulation Techniques for Material Science, 
Nanotechnology and Biophysics (CECAM Conference), SISSA, Trieste, 
Italy, 2010.

19. 	Conference on Molecular Aspects of Cell Biology: A Perspective from 
Computational Physics, ICTP Miramare, Trieste, Italy, 2010.

20. Workshop on Large-Scale Computer Simulation, German Research School 
Jülich / Aachen, Germany, 2011.

21. 	Workshop on “From Computational Biophysics to Systems Biology 2011”, 
FZJ, Jülich, Germany, 2011.

22. CPMD 2011 “Extending the limits of Ab initio Molecular Dynamics 
Simulations for Chemistry, Materials Science and Biophysics”, Barcelona, 
Spain, 2011.

23. “International Conference in Computational Medicine inside The 4th 
International Conference on the Development of Biomedical Engineering 
in Vietnam (BME4)”, Ho Chi Minh City, Vietnam, 2012.

24. CECAM Workshop at EPFL: Molecular Simulations of Membrane Proteins: 
From Biophysics to Pharmacological, Lausanne, Switzerland, 2012.
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25. Workshop – Oak Ridge National Laboratory (Joint Institute for 
Computational Sciences (JICS) German Research School (GRS) Joint 
Workshop on Large Scale Computer Simulation), Knoxville, Tennesse, 
USA, 2012.

26. CPMD-Meeting 2013, Matter, life, light from ab initio molecular dynamics 
simulations, Leipzig, Germany, 2013.

27. 	CECAM Workshop – Forschungszentrum Jülich: Frontiers of 
computational biomolecular spectroscopy and mass spectrometry, Jülich, 
Germany, 2013.

28. CECAM Workshop – Forschungszentrum Jülich: “1198. Computational 
approaches to chemical senses”, Jülich, Germany, 2015.

29. CECAM Workshop – Forschungszentrum Jülich: “Extended software 
development workshop”, Jülich, Germany, 2015.

30. HPC-LEAP School – Forschungszentrum Jülich: “High Performance 
Computing in Life sciences, Engineering and Physics”, Germany, 2016.

30. HPC-LEAP conference – Hybrid Methods in Molecular Simulation, 
Cagliari, 2017.

31. 	CECAM Workshop – Physiological role of ions in the brain: towards a 
comprehensive view by molecular simulation, Pisa, Italy, May 2018.

32. BME7 2018m KeyLab Workshop on “Recent computational and 
experimental advances in molecular medicine”, International University 
Ho Chi Minh City, June 2018.

33. German workshop on structural predictions of membrane proteins, 
Jülich, November 2019.

34. CECAM Flagship Workshop – Scuola Normale Superiore: “15. Innovative 
strategies for neurodegenerative diseases: a perspective from molecular 
simulation, machine learning and experiment”, Pisa, Italy, September 2021

35. FZJ INM&IBI Retreat 2021, Jülich, October 2021.
36. CECAM Flagship Workshop – Scuola Normale Superiore: “1063. Recent 

Advances in Machine Learning Accelerated Molecular Dynamics”, Pisa, 
Italy, March 2022.

37. 	CECAM Flagship Workshop – “Ions, membrane and channels: Multiscale 
simulations from quantum to coarse-grain. A symposium in honor of 
Mike Klein.”, Rome, Italy, October 2022.

38. 2nd German workshop on structural predictions of membrane proteins, 
Jülich, February 2023.

39. CECAM Flagship Workshop – “Biomolecular simulation and machine 
learning in the exascale era: first applications and perspectives", Pisa, Italy

40. Helmholtz European Partnering Workshop, Genoa, Italy, July 2023.41. 	
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3rd German workshop on structural predictions of membrane proteins, 
Jülich, February 2024.

42.	CECAM Flagship Workshop – “Towards quantitative cell biology through 
AI-driven software engineering for molecular simulations”, Pisa, Italy, May 
2024.

43.	CECAM Flagship Workshop – “Computational chemistry across scales 
and disciplines: celebrating the 60th birthday of Ursula Röthlisberger”, 
Lausanne, Switzerland, October 2024.

44.	The 4th Keylab international Conference “Experimental and 
Computational Approaches in Molecular Medicine (ECAMM-2024)”, 
Hanoi, Vietnam, October 2024.

45.	“Innovative high-performance computing approaches for molecular 
neuromedicine”, NOVEMBER 5th–7th, 2024, Forschungszentrum Jülich, 
Germany.

46.	Recent Advances in Computational Biophysics: Methods and Applications, 
February 2025, Forschungszentrum Jülich, Germany.

INVITED LECTURES
IN CONFERENCES/WORKSHOPS
	 1992
1. 	 Workshop on Advanced Calculations in Chemistry, Montelivretti, Italy.
	 1993
2. 	 SISSA Discussion Day, SISSA, Trieste, Italy.
	 1994
3. 	 September: European Bioinorganic Conference (EUROBIC II), Florence, 

Italy.
	 1995
4. 	 June: ICTP International School of Computational Material Science, 

Trieste, Italy.
5. 	 September: Italian National Congress of Crystallography, Taormina, Italy.
	 1996
6. 	 August: European Bioinorganic Conference EUROBIC III, 

Noordwijkerhout, The Netherlands.
	 1997
7. 	 March: NATO Advanced Workshop – Molecular Modeling and Dynamics 

of Biological Molecules Containing Metal Ions, S. Miniato, Italy.
	 1998
8. 	 May: CECAM Workshop on Combined Quantum Mechanical-Classical 

Hybrid Methods for the Simulation of Chemical Reactions, Lyon, France.
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9. 	 June: CECAM Workshop on Computational Exploration of Energy 
Landscapes in Protein Dynamics, Turin, Italy.

10. 	 August: European Bioinorganic Conference (EUROBIC IV), Sevilla, Spain.
	 1999
11. 	 January: Car-Parrinello Molecular Dynamics Conference, Schloss 

Ringberg, Munich, Germany.
12. 	 March: XVIII Congress of Theoretical Physics, Fai Della Paganella, Italy.
13. 	 July: CECAM workshop on Molecular Dynamics Simulations of Lipid 

Membranes and Membrane Associated Proteins, Lyon, France.
14 	 August: ICTP Workshop on Calculation of Material Properties Using 

Total Energy and Force Methods and ab initio Molecular Dynamics, 
Trieste, Italy.

15. 	 September: Fifth European SGI/Cray MPP Workshop, Bologna, Italy.
	 2000
16. 	 March: International Conference on Research Trends in Science and 

Technology, Beirut, Lebanon.
17. 	 March: 15 Years of Car-Parrinello in Physics and Chemistry, 

Minneapolis, USA.
18. 	 August: Psi-k 2000 Conference, Schwabisch Gmund, Germany.
19. 	 August: Statistical Mechanics of Complex Systems Conference, Bled, 

Slovenia.
20.	  October: CECAM workshop on Molecular modeling methods for the 

development of NMR in structural biology, Lyon, France.
	 2001
21. 	 January Car-Parrinello Molecular Dynamics Meeting, Schloss Ringberg, 

Germany.
22. 	 March: 2001 International Conference on Computational Nanoscience, 

Helton Head Island, SC, USA.
23. 	 April: American Chemical Society Meeting, S. Diego, CA, USA.
24. 	 June: CECAM workshop on New methods for combining Born-

Oppenheimer ab initio calculations and empirical force fields in large 
scale simulation studies, Lyon, France.

25. 	 June: Thirteenth Annual Workshop on Recent Developments in 
Electronic Structure Algorithms, Princeton, NJ, USA.

26. 	 June: International Workshop on Protein Folding, Structure and Design, 
ICTP Workshop, Trieste, Italy.

27. 	 September: 9th Swiss Workshop of Methodology in Receptor Research, 
Zurich, Switzerland.

28.	  October: ICGEB meeting on The Biology of the Post-Genomic Era, 
Trieste, Italy.



23Doctor Honoris Causa

29. 	 November: Workshop on Modeling Quantum Chemistry, Molecular 
dynamics and Spectroscopy, Leiden, The Netherlands.

	 2002
30. 	 January: School on Biophysics: Water in Biomolecules, Venice, Italy.
31. 	 March: US-Italy Workshop on Frontiers in Materials Research, 

Nanoscience and Nanotechnology Washington, DC, USA.
32. 	 June: Italian Chemical Society Meeting, Verona, Italy.
33. 	 July: Quantum Bioinorganic Chemistry Conference, Lund, Sweden.
34. 	 August: WATOC Conference, Lugano, Switzerland.
35. 	 September: EURESCO Conference on Computational Biophysics: 

Integrating Theoretical Physics and Biology, San Feliu, Spain.
36. 	 December: COFIN meeting: Inorganic structural biology in the  

post-genomic era: methodologies and targeting, Florence, Italy.
	 2003
37. 	 January: ICTP XI International Workshop on Computational Physics 

and Material Science: Total Energy and Force Methods, Trieste, Italy.
38. 	 July: Second Joint French – Swiss Meeting on Medicinal Chemistry, 

Beaune, France.
39. 	 September: Biocrystallography course: from gene to drug, Trieste, Italy.
40. 	 September: Workshop on Ab initio Electrons Excitations Theory: 

Towards Systems of Biological Interest, San Sebastian, Spain.
41. 	 November: Argentine Chemical Society: Meeting of the Organic 

Chemistry Section, Rosario, Argentina.
42. 	 December: Italian Chemical Society: Meeting on the Computational 

Chemistry Division, Siena, Italy.
	 2004
43. 	 March: EURESCO Conference on molecules of biological interest in the 

gas phase, Exeter, UK.
44. 	 June: Workshop on Mathematical Virology, Oxford, UK.
45. 	 June: Workshop on Soft Matter Physics, Dubrovnik, Croatia.
46. 	 July: EMBO School of Biophysics, Verona, Italy.
	 2005
47. 	 March International Conference on Research Trends in Science and 

Technology, Beirut, Lebanon.
48. 	 March ACS National Meeting, San Diego, CA, USA.
49. 	 April Workshop on Biophysics, Oxford, UK.
50. 	 May: Workshop on Beta-Lacamases, Leonessa, Italy.
51. 	 June: Workshop on Drug Design, Siena, Italy.
52. 	 July: ERICE School CSCM 2005, Erice, Italy.
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53. 	 August: Telluride Workshop on Protein Dynamics, Telluride, CO, USA.
54. 	 August: ACS National Meeting, Washington, USA.
55. 	 August: Nancy EUROCHEM conference, Nancy, France.
56. 	 September: Biomolecular Simulations 2005 Meeting, Bordeaux, France.
57. 	 September: CPMD Meeting, Ascona, Switzerland.
58. 	 November: Biological Dynamics: from Molecules to Cell, Amsterdam, 

The Netherlands.
59. 	 December: Pacifichem, Honolulu, Hawai, USA.
	 2006
60. 	 March: CINECA Meeting, Bologna, Italy.
61. 	 June: ICTP Conference on Drug development for the third world, 

Trieste, Italy.
62. 	 June: Trieste Conference on van der Waals Interactions, Trieste, Italy.
63. 	 July: Varenna School on Protein Folding and Design, Varenna, Italy.
64. 	 August CCP 2006: Conference on Computational Physics, Gyeongju, Korea.
65. 	 October: CECAM workshop on Recent Advance in Modeling DNA, Lyon, 

France.
66. 	 November: Argentinean National Biophysics Conference, Rosario, 

Argentina.
67. 	 November: NMR Meeting of the Argentinean Biophysics Society, 

Rosario, Argentina.
68. 	 November: EURESCO CONFERENCE on Inorganic Chemistry: Metal-

Nucleic Acid interactions, Athens, Greece.
	 2007
69. 	 January: ‘Winter School on Physical Organic Chemistry’, Bressanone, Italy.
70. 	 April: Ab initio modeling of Biomolecules: Towards Computational 

Spectroscopy, Rome, Italy.
71. 	 May: International Drug Discovery Science and Technology (IDDST)

Conference, Shangai, China.
72. 	 August: Conference on Mathematical Virology, Edimburgh, UK.
73. 	 September: CCP 2007: Conference on Computational Physics, Bruxelles, 

Belgium.
74. 	 September: CECAM workshop Ionic Transport: from Nanopores to 

Biological Channels, Lyon, France.
75. 	 September: International Conference of Computational Methods in 

Sciences and Engineering, Corfu, Greece.
76. 	 September: 2nd Opatija Meeting On Computational Solutions in the Life 

Sciences, Opatija, Croatia.
77. 	 November: 5th Anniversary Congress of International Drug Discovery 

Science and Technology, Xi’an, China.
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	 2008
78. 	 April: MGMS Spring Meeting: Bio-inorganic Chemistry, Cardiff, UK.
79. 	 June: Drug Design and Discovery for Developing Countries, Trieste, 

Italy.
80. 	 June: Pushing the Boundaries of Biomolecular Simulations", Ascona, 

Switzerland.
81. 	 July: 1st World Summit on Antivirals, Kunming, China.
82. 	 September: 6th Congress on Electronic Structure: Principles and 

Applications – ESPA 2008, Palma de Mallorca, Spain.
83. 	 October: 6th International Drug Discovery, Science and Technology 

(IDDST 2008), Beijing, China.
84. 	 December: Ab Initio Modelling in Applied Biosciences: Structure, 

Dynamics and Function, Uppsala, Sweden.
85. 	 December: ‘Winter Modeling 2008, Pisa, Italy.
	 2009
86. 	 January: ‘Biomolecular Simulation Meeting 2009’, York, UK.
87. 	 June: ‘2nd Conference on Drug Development for the Third World: from 

Computational Molecular Biology to Experimental Approaches’, Trieste, 
Italy.

88. 	 July: ‘Conference on Antivirals’, Beijing, China.
89. 	 August: ‘SEADIM Conference’, Habana and Varadero, Cuba.
	 2010
90. 	 February-March: Workshop on Computational Modelling and 

Simulation of Biological Systems, Unidad de Gestión Cientifica, Institut 
Pasteur Montevideo, Uruguay.

91. 	 April: TYC Workshop on Biological Interfaces, King’s College London, 
England.

92. 	 June: Multiscale modeling for engineering applications: from atoms to 
macroscopic systems, University of Turin, Italy.

93. 	 July: Role of first principle calculations for mechanistic systems biology, 
Fritz-Haber-Institut der Max-Planck-Gesellschaft, Berlin, Germany.

94. 	 August: 3rd Mathematical Virology Workshop Ambleside, The University 
of York, Cumbria, England.

95. 	 September: PSI_K Conference 2010, Henry Ford Building, Berlin, Germany.
96. 	 September: Universität Leipzig, Wilhelm-Ostwald-Institut für 

Physikalische und Theoretische Chemie, Leipzig, Germany.
97. 	 October: BIT’s 8th Annual Congress of 2010 International Drug Discovery 

Science and Technology, Beijing, China.
98. 	 October: BIT’s 1st Annual World Congress of NanoMedicine-2010, Beijing, 

China.
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99. 	 November, EESI Workshop, Amsterdam, Netherlands.
100. 	 November: BioScience 2010 – Workshop on expanding the frontiers of 

biomolecular science, Forschungszentrum Jülich, Germany.
101. 	 December: Lincei Meeting 2010 – Accademia Nazionale Dei Lincei, 

Rome, Italy.
102. 	 December: HPC-Anwenderforum, Dresden, Germany.
103. 	 December: Exascale Meeting, Barcelona, Spain.
	 2011
104. 	 March: Workshop on Large-Scale Computer Simulation, German 

Research School for Simulation Sciences, Aachen / Jülich, Germany.
105. 	 March: IPAM Long Program – Navigating Chemical Compound Space for 

Materials and Bio Design (CCS2011), Los Angeles, USA.
106. 	 April: The European Future Technologies Conference and Exhibition, 

Budapest, Hungary.
107. 	 May: Mainz Materials Simulation Days 2011, Mainz, Germany.
108. 	 June: IBIOMETION Padova, Italy.
109. 	 June: TheoBio2011 – 5th Theoretical Biophysics International 

Symposium, Madeira, Portugal.
110. 	 July: Bioinorganic Chemistry School, University of Siena, Italy.
111. 	 July: Workshop on Structural Bioinformatics and Computational 

Biophysics, SISSA – University of Trieste, Italy.
112. 	 July: SEADIM – 8th Seminars of Advanced Studies on Molecular Design 

and Bioinformatics, University of Havana, Cuba.
113. 	 July: CBSC Workshop: From Computational Biophysics to Systems 

Biology 2011, FZ / JSC Jülich, Germany.
114. 	 September: CECAM Workshop: Combining experimental and 

computational techniques to study protein behavior, Lugano, 
Switzerland.

115. 	 October: CECAM Conference: Innovative Approaches to Computational 
Drug Discovery. Lausanne, Switzerland.

116. 	 October: 1st CAS-HGF Workshop on Supercomputing Beijing, China.
117. 	 October: FET-HBP Pharma Application Workshop at EPFL, Lausanne, 

Switzerland.
118. 	 December: FET-HBP Pharma Application Workshop at EPFL, Lausanne, 

Switzerland.
	 2012
119. 	 January: Fourth International Conference on the Development of 

Biomedical Engineering (BME4), Ho Chi Minh City, Vietnam.
120. 	 March: Jülich Winter School 2012, Forschungszentrum Jülich, Germany.
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121. 	 May: Leermakers Symposium, Wesleyan University Middletown, CT, USA.
122. 	 May: CECAM 2012 Workshop on Alzheimer’s disease, Paris, France.
123. 	 May/June: Intel Leadership Conference on HPC for Life Science, 

Brussels, Belgium.
124. 	 June: CECAM Workshop “DNA sequencing and detection with 

nanoprobes", Pisa, Italy.
125. 	 July: X Girona Seminar on Theoretical and Computational Chemistry 

for the Modeling of Biochemical Systems: From Theory to Applications, 
Girona, Spain.

126. 	 September: Workshop FZ Jülich / AlQuds University 2012, 
Forschungszentrum Jülich, Germany.

127. 	 October: MMM 2012 – Multiscale Materials Modeling Conference, 
Biopolis, Singapore.

	 2013
128. 	 February: Car-Parrinello Special Symposium at the King and Prince 

Resort on historic St. Simons Island, Georgia, USA.
129. 	 May: XXXII National Meeting on Condensed Matter, Sao Paolo, Brazil.
130. 	 The first International Workshop on Theoretical and Computational 

Physics (IWTCP-1): Condensed Matter, Softer Matter and Material 
Physics, Danang, Vietnam.

131. 	 September: Ψk-CECAM Research Conference on Multi-Scale Modeling 
from First Principles, Platja d´Aro, Spain.

132. 	 September: BDEBATE-BSC-IRB “Towards In Silico Humans” Barcelona, 
Spain.

133. 	 September: XCIX Congresso Nazionale, Trieste, Italy.
134. 	 October: CECAM Workshop – Frontiers of computational biomolecular 

spectroscopy and mass spectrometry, Forschungszentrum Jülich, 
Germany.

135. 	 November: Biomed Conference on “Frontiers in dynamics simulations 
of biological molecules", Barcelona, Spain.

136. 	 January: 6th SISSA/ELETTRA Prion Research Workshop, SISSA 
University of Trieste, Italy.

137. 	 January: MolSim-2013, University of Amsterdam, Holland.
138. 	 March: National University of Vietnam, Ho Chi Minh, Vietnam.
139. 	 March: SISSA, University of Trieste, Italy.
140. 	 May: Workshop on Macromolecular Structure and Dynamics, Uppsala 

University, Uppsala, Sweden.
	 2014
141. 	 January: VI International Conference BIFI2014, Zaragoza, Spain.
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142. 	 January: Symposium (CompSE) – Reduced-Order Models in 
Computational Science and Engineering, Aachen, Germany.

143. 	 April: Bertini's memorial conference, Structure and Dynamics of 
Biological Macromolecules, Rome, Italy.

144. 	 April: Computer Simulations of Biological Systems, Theran, Iran.
145. 	 May: Prion: Epigenetics and neurogenerative diseases, Trieste, Italy.
146. 	 May: 1st Annual Meeting of the iBrain Graduate School, Düsseldorf, 

Germany.
147. 	 May: Prostab, International Conference on Protein Stabilisation, Stresa, 

Italy.
148. 	 May: Symposium on Current Topics in Molecular Biophysics, Sao Paulo, 

Brazil.
149. 	 May: 43th SBBq, Foz de Iguazu, Brasil.
150. 	 June: Prace SSC Meeting, Athens, Greece.
151. 	 June: 5th International conference on the development of Biomedical 

Engineering, Ho Chi Minh City, Vietnam.
152. 	 July: Modeling and Design of Molecular Materials 2014, Kudowa-Zdrój, 

Poland.
153. 	 October: Virus and Cells – Computational Challenges and Approaches, 

Heidelberg, Germany.
154. 	 December: CMMST VRE, Amsterdam, Nederlands.
155. 	 December: CECAM, Dublin, Ireland.
	 2015
156. 	 January: International Conference on Computational Physics (ICCP9), 

University of Singapore.
157. 	 February: Workshop in honour of Wanda Andreoni, EPFL, Lausanne, 

Switzerland.
158. 	 February: Modeling of Chemical and Biological Reactivity (MCBR4), 

Heidelberg, Germany.
159. 	 March: Workshop “Nanopores: Experiments and mathematical 

modelling", Darmstadt, Germany.
160. 	 September: “Italian Physics Society Conference”, Palermo, Italy.
2016
161. 	 February: “Minerva Mühlheim Conference”, Mühlheim, Germany.
162. 	 April: “Max Planck Institute-Rosario: Inauguration day conference”, 

Rosario, Argentina.
163. 	 May: Structural and Functional Annotation of Bioinorganic Systems, 

SISSA, Trieste, Italy.
164. 	 June: Workshop “Biomolecular Simulations across Scales”, University of 

Shanghai, Shanghai, China.
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165. 	 July: Advanced molecular simulation and experimental biophysical 
approaches for drug design, HCM City, Vietnam.

166. 	 July: Advanced molecular simulation and experimental biophysical 
approaches for drug design within the 6th International Conference 
on the Development of Biomedical Engineering in Vietnam, VNU 
University, Hanoi, Vietnam.

167. 	 July: Shanghai Workshop on Frontiers in Molecular Biophysics, 
University of Shanghai, Shanghai, China.

168. 	 August: ACS Philadelphia National Meeting, Philadelphia, USA.
169. 	 October: Erice Free Energy Landscapes, E. Majorana Center, Erice, Italy. 

Invited talk on Investigating neuronal G-protein coupled receptors by 
molecular simulation.

170. 	 November: New insights and advances in neuroscience and oncology, 
Max Planck Institute, Rosario, Argentina.

	 2017
171. 	 February: DAAD Gatemesse, New Dehli, India.
172. 	 February: DAAD Gatemesse, Hyderabad, India.
173. 	 April: Deutsche Biotechnologietage, Hannover, Germany.
174. 	 May: CECAM workshop, Paris, France.
175. 	 June: TheoBio, San Sebastian, Spain.
176. 	 July: International Conference “Mathematical Modeling and 

Computational Physics, 2017” (MMCP2017), Joint Institute for Nuclear 
Research, Dubna, Russia.

177. 	 July: International Conference on Biological Inorganic Chemistry, 
Florianopolis, Brazil.

178. 	 September: National Convention on Inorganic chemistry, Paestum, Italy.
179. 	 October: Viruses and Cells – Computational Challenges and Approaches, 

Heidelberg, Germany.
	 2018
180. 	 March: CECAM: Multiscale modelling in electrophysiology, Università 

della Svizzera Italiana, Lugano, Switzerland.
181. 	 May: Exploring and Quantifying Rough Free Energy Landscapes, Erice, 

Italy.
182. 	 June: Protein Electrostatics meeting, Belgrade, Serbia.
183. 	 July: Ion in Solution, Telluride, CO, USA.
184. 	 July: CECAM workshop Frontiers and challenges of computing metals 

for biochemical, medical and technological applications, Paris, France.
185. 	 July: Theoretical Chemistry and Computational Modelling, Pisa, Italy.
186. 	 September: CECAM workshop, Charged Species in Bulk and at Interfaces: 

Mobility and Motility of Macromolecular Systems, Vienna, Austria.



30 Doctor Honoris Causa

187. 	 November: New insights and advances in neuroscience and oncology, 
Max Planck Institute, Rosario, Argentina.

	 2019
188. 	 December: Understanding Nature from Computation, Shanghai, China.
189. 	 February: CECAM workshop, Lausanne, Switzerland.
190. 	 March: Workshop “Molecular Dynamics Today”, Bologna, Italy.
191. 	 May: 12th Wartburg Symposium on Flavor Chemistry & Biology, 

Wartburg, Germany.
192. 	 July: BrainComp, Cetraro, Italy.
193. 	 September: Conference in Portugal “Synuclein Meeting 2019”.
194. 	 September: Congress University Siena.
195. 	 September: Congress Genoa.
196. 	 October: CECAM workshop, Israel.
197. 	 November: German workshop on structural predictions of membrane 

proteins (DYNION), Jülich.
	 2020
198. 	 February: HBP Summit Athens, Greece.
	 2021
199. 	 September: EBRAINS National Node Germany at the Bernstein 

Conference.
	 2022
200. 	 July: RTG2450 / GRK2450 Workshop “Multiscale modelling in materials 

science, chemistry, and biology”, KIT, Karlsruhe, Germany.
201. 	 July: Barcelona MMSML Workshop Methods in Molecular Simulations 

and Machine Learning, Barcelona, Spain.
202. 	 July: CECAM Workshop “Multiscale Molecular Dynamics with 

MiMiC", École Polytechnique Fédérale de Lausanne (EPFL), Lausanne, 
Switzerland.

203. 	 September: CECAM Workshop “20 years of Metadynamics", École 
Polytechnique Fédérale de Lausanne (EPFL), Lausanne, Switzerland.

204. 	 September: CECAM Workshop “Understanding function of G-Protein 
Coupled Receptors by atomistic and multiscale simulations”, Università 
della Svizzera italiana, Lugano, Switzerland.

205. 	 September: 23rd European Symposium on Quantitative Structure-
Activity Relationship, Heidelberg University and Heidelberg Institute 
for Theoretical Studies, Heidelberg, Germany.

	 2023
206. 	 March: 35th Molecular Modelling Workshop 2023 in Erlangen, Germany.
207. 	 April: Joint CECAM-CSF (ETH Zurich) Conference “Multiscale 
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Simulations of DNA from Electrons to Nucleosomes”, Ascona, 
Switzerland.

208. 	 July: Telluride Ion Channel Workshop, Colorado, USA.
209. 	 August: BPS Conference “Protons Reactions: From Basic Science to 

Biomedical Applications”, Tahoe, California, USA.
210. September: Workshop “Reducing complexity of nonequilibrium systems", 

Freiburg, Germany.
	 2024
211. 	 August: ACS meeting, Symposium honoring Prof. Merz, Tahoe, 

California, USA.
212. 	 September: CECAM workshop “Understanding the function of 

G-Protein Coupled Receptors by atomistic and multiscale simulations”, 
Lugano, CH.

213. 	 September: CECAM Workshop understanding peripheral protein 
membrane interactions membrane recognition dynamics function and 
therapeutic opportunities, Lausanne, CH.

214. 	 September: CECAM workshop “Pushing the Frontiers of MD 
simulations” in Lausanne, CH.

215. 	 October: ECAMM 2024 workshop, University of Hanoi, Vietnam.

IN UNIVERSITIES AND RESEARCH INSTITUTES
	 1995
1. 	 August: Pharmacy Department, ETH, Zurich, Switzerland.
	 1996
2. 	 September: The Beckman Institute of the University of Illinois,  

Urbana-Champaign, IL, USA.
3. 	 November: C4 Workshop – Use of Fast Computers in Molecular 

Chemistry – ETH, Zurich, Switzerland.
	 1997
4. 	 February: Chemistry Department, Dortmund University, Germany.
5. 	 October: Biophysics Department, ETH, Zurich.
	 1998
6. 	 January: Joint ICTP/SISSA Condensed Matter Seminar, Trieste, Italy.
7. 	 July: Institute of Structural Biology Jean-Pierre Ebel', Grenoble, France.
8. 	 October: National Institute of Chemistry, Ljubljana, Slovenia.
9. 	 October: Department of Chemistry, University of Zagreb, Croatia.
	 1999
10. 	 January: Chemistry Department, Trieste University, Trieste. Italy.
11. 	 July: The Beckman Institute of the University of Illinois,  

Urbana-Champaign, IL, USA.
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12. 	 July: Department of Theoretical Biophysics, Los Alamos National Labs, 
Los Alamos (NM), USA.

13. 	 July: Chemistry Department, University of Princeton, Princeton (NJ), USA.
14. 	 September: Biophysics Department, University of Rosario, Argentina.
15. 	 September: Chemistry Department, University of Buenos Aires; Argentina.
16. 	 December: Chemistry Department, University of Siena, Italy.
	 2000
17. 	 March: Physics Department, UCSD, San Diego, CA, USA.
18. 	 March: Chemistry Department, UC Irvine, CA, USA.
19. 	 March: The Beckman Institute of the University of Illinois, Urbana-

Champaign, IL (USA).
20. 	 April: Physics Department, University of Padua, Italy.
21. 	 June: National Institute of Chemistry, Ljubljana, Slovenia.
22. 	 July: Fritz-Haber Institute, Berlin, Germany.
22. 	 September: Pharmacy Department, University of Madison, WC, USA.
23. 	 October: Department of Biology, University of Osnabrueck, Germany.
24. 	 December: Department of Physics, University of Florence, Italy.
	 2001
25. 	 March: Department of Biophysics, Wesleyan University, Middletown, 

CT, USA.
26. 	 March: Chemistry Department, Univ. of Pennsylvania, Philadelphia, USA.
27. 	 July: Department of Physics, University of Modena, Italy.
28. 	 October: Chemistry Department, University of Lund, Sweden.
	 2002
29. 	 March: Glaxo Research Center, Verona, Italy.
30. 	 September: Department of Pharmacy, University Pompeu Fabra, 

Barcelona, Spain.
	 2003
31. 	 March: Venetian Institute of Molecular Medicine, Padua, Italy.
32. 	 May: Department of Physics, University of Modena, Italy.
33. 	 June: C4 Workshop -Use of Fast Computers in Molecular Chemistry – 

ETH, Zurich, Switzerland.
34. 	 November: Department of Biophysics, University of Rosario, Argentina.
	 2004
35. 	 March: Department of Physics, University of Modena, Italy.
36. 	 March: Department of Chemistry, University of Palermo, Italy.
37. 	 April: Italian Research Council, Pisa, Italy.
	 2005
38. 	 March: Department of Chemistry, University of Cambridge, UK.
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39. 	 April: Department of Chemistry, University of Ljubljana, Slovenia.
40. 	 June: University of Linz, Austria.
	 2006
41. 	 December: Department of Chemistry, University of Sussex, UK.
	 2007
42. 	 February: Department of Physics, University of Ho-Chi-Minh-City, 

Vietnam.
	 2008
42. 	 February: Swinburne University, Melbourne, Australia.
43. 	 September: Scuola Normale Superiore di Pisa, Pisa, Italy.
	 2009
45. 	 October: University of Bari, Italy
46. 	 November: University of Santa Barbara, CA, USA.
	 2010
47. 	 December: University of Siena, Siena, Italy.
	 2011
48. 	 February: Leibniz Institute of Molecular Pharmacology, Berlin, Germany.
49. 	 May: University Hospital Aachen, Germany.
50. 	 August: University College Dublin, Ireland.
51. 	 September: University of Southampton, England.
52. 	 October: Johannes Kepler University, Linz, Austria.
53. 	 October: Beijing University of Technology, Beijing, China.
54. 	 December: Biophysical Society Argentina, Buenos Aires, Argentina.
	 2012
55. 	 February: SISSA, University of Trieste, Italy.
56. 	 June: University of Perugia, Italy.
57. 	 September: Institut de Biologie Physico-Chimique (IBPC), Paris, France.
58. 	 October: Jena University Hospital, Germany.
59. 	 November: Institute of Organic Chemistry and Biochemistry AS CR, 

Prague, Czech Republic.
	 2013
60. 	 January: Master in Coffee Economics and Science – Ernesto Illy 

Foundation 2013, Trieste, Italy.
62. 	 Psi-k School in Ab initio Molecular Dynamics for Biomolecules in S. 

Stefano di Sessanio, University of L'Aquila, Italy.
63. 	 November: University of Catania, Italy.
64. 	 December: Heidelberger Institut für Theoretische Studien (HITS), 

Heidelberg, Germany.
65. 	 December: C. u. O. Vogt-Institut für Hirnforschung. 

Universitätsklinikum Düsseldorf, Germany.
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	 2014
66. 	 April: Deutsches Institut für Ernährungsforschung (DIFE), Berlin, 

Germany.
67. 	 October: University of Parma, Italy.
68. 	 December: Max Planck Institute for Polymer Research, Mainz, Germany.
	 2015
69. 	 April: The Hebrew University, Jerusalem, Israel.
	 2016
70. 	 May: Università Bicocca, Milan, Italy.
	 2017
71. 	 April: University of Cagliari, First Workshop on Hybrid Methods in 

Molecular Simulation, Italy.
72. 	 December: Center for Research and Advanced Studies, Mexico City, 

Mexico.
	 2018
73. 	 May: University of Erlangen, Physics Department, Germany.
74. 	 June: FZJ-Hebrew University Day, Jerusalem, Israel.
75. 	 October: Computer Simulation in the Physical & Life Sciences, Rom, 

Italy.
	 2019
76. 	 July: Uppsala University, Sweden.
77. 	 September: University of Porto, Portugal.
	 2020
78. 	 June: International Centre for Theoretical Physics, Trieste, Italy 

(webseminar).
79. 	 November: PROTON (training event on molecular dynamics 

simulations) (webseminar).
	 2021
80. 	 August: Istituto Italiano di Tecnologia (IIT), Genova, Italy.
	 2022
81. 	 April: Departmental Colloquium: 20th Annual Hans & Marlies Zimmer 

International Scholar Program, Department of Chemistry, University of 
Cincinnati, USA.

82. 	 December: Medicinal Chemistry Seminars 2022, University of Modena 
and Reggio Emilia, Italy.

	 2023
83. 	 January: HBP BRAVE Meeting, Dipartimento di Scienza e Tecnologia del 

Farmaco Università degli Studi di Torino, Italy
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2024
84. 	 August: Cinestav, Mexico City, Mexico.
85. 	 December: CNRS Paris, France.
86. 	 December: CNRS Nancy, France.
87. 	 December: CNRS Strasburg, France.
88. 	 December: CNRS Marseille, France.

EXTERNAL EXAMINER EXPERIENCE
External examiner for the PhD thesis of:
(i) 	 E. Sigfridsson, Department of Chemistry, Lund University, Sweden (2002).
(ii) 	 Davide Provasi, Department of Physics, University of Milano, Italy (2002).
(iii) 	 Lars Olsen, Department of Mathematics and Physics, The Royal 

Veterinary and Agricultural University, Frederiksberg, Denmark (2003).
(iv) 	 J. Raber, Uppsala, Sweden (2007).
(v) 	 Sophie Schwaiger, Karolinska University, Stockholm, Sweden (2012).
(vi) 	 X. Xu, virtual Master thesis defence at École Polytechnique Fédérale de 

Lausanne (EPFL), (2021).
(vii) 	 Maria Letizia Merlini, virtual PhD thesis defence at École Polytechnique 

Fédérale de Lausanne (EPFL), (2022).
(viii) 	Haydar Taylan Turan, virtual PhD thesis defence at University Basel, 

Switzerland, (2022).
(ix) 	 Giudo Frisari, virtual PhD thesis defence at École Polytechnique Fédérale 

de Lausanne (EPFL), (2022).
External examiner for the Master thesis of:
Grace Mayuni, University of Cape Town, South Africa (2022).

HIRING COMMITTEE EXPERIENCE
External member for hiring a W3 professor in theoretical biophysics at the 
University of Linz (Austria), 2008.
External member of commission for hiring a W2 professor in experimental 
biophysics at RWTH, University of Aachen (Germany), 2012.
External member in the evaluation committee for a permanent associate 
professor position in theoretical molecular and bio-molecular physics at the 
Department of Physics and Astronomy, University of Aarhus, Denmark, 2015.
External member of commission for hiring W3 Computational Life Science at 
RWTH Aachen University, 2020.
External member of commission for hiring a W2 professor in “Bildgebung in der 
Medizinphysik”, Jülicher Model, Bergische Universität Wuppertal, FZJ, 2021
External member of commission for Junior Research Fellows, Pisa, Italy, 2022
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STUDENTS
(Co-)supervised PhD students:
Frank Alber (1996–1998); Lorenzo de Santis (1997–1999); Leonardo Guidoni (1998–
2000); Stefano Piana (1998–2000); Sergio Pantano (1999–2001); Maria Lore Sulpizi 
(1999–2001); Giovanni Settanni (1999–2001); Valeria Costa (1999–2002); Marco 
Punta (1999–2002); Matteo dal Peraro (2000–2004); Katrin Spiegel (2000–2004); 
Michele Cascella (2000–2004); Alejandro Giorgetti (2000–2004); Pietro Vidossich 
(2001–2006); Marco Berrera (2002–2006); Marilisa Neri (2003–2007); Giacomo 
Fiorin (2003–2006); Vincenzo Carnevale (2003–2007); Kamil Khafizof (2003–2008); 
Fernando Herrera (2004–2008); Attilio Vargiu (2003–2008); Agata Kranic 
(2004–2008); Fabio Simona (2004–2008); Vanessa Leone (2005–2009); Rolando 
Hong (2005–2009); Roberto Marchese (2006–2010); Giulia Rossetti (2006–2010); 
Salvatore Bongarzone (2006–2010); Gianpaolo Chiriano (2006–2010); Valeria 
Losasso (2006–2012); Chao Zhang (2009–2012); Ha Hung Chuong Nguyen 
(2009–2013); Quy Vo Cam (2009–2013); Trung Hai Nguyen (2009–2013); Trang 
Do (2009–2013); Xiaojing Cong (2007–2013); Domenica Dibenedetto (2010–2014); 
Jinyu Li (2011–2015); Massimo Sandal (2012–2016); Matic Pavlin (2013–2016); 
Ruyin Cao (2013–2017); Anna Bochicchio (2013–2017); Viacheslav Bolnykh (2015–
2019); Wenping Lyu (2015–2019); Thomas Tarenzi (2015–2019); Luca Pesce (2015–
2019); Fabrizio Fierro (2015–2019); Luca Maggi (2016–2020); Jakob Schneider 
(2016–2020); Ksenia Korshunova (2016–2021); Somayeh Asgharpour (2019–2022); 
Oscar Palomino-Hernandez (2018–2022); Ke Zuo (2019–2023); Divya Sitani 
(2017–2024);Florian Schackert (2019–2023); Bharath Raghavan (2020–2024).
Several of my PhD students are now professors in prestigious universities 
and research institutions worldwide, including EPFL, University of South 
California, University of Oslo, University of Uppsala, RWTH Aachen 
University, NIH.
Currently (co-)supervising the PhD students:
Nitin Malapally (2021), Linh Hoang Gia (2022), Hoa Thi Nguyen (2022), Marta 
Devodier (2023), Sachin Shivakumar (2023), Song Xie (2023), Lukas Müllender 
(2023), Song Xie (2024).
Supervised the master students:
Frank Alber (1996); Matteo dal Peraro (2000); Pietro Vidossich (2002); Paola 
Lupieri (2006); Michela Candotti (2007); Felix Ihno Stamm (2021); Anton Dorn 
(2022), Eva Bertalan (2022), Vishal Sudha Baghavath Eswaran (2022).

TEACHING
Course at RWTH Aachen University, Aachen, Germany from WS 2023/24, 
Computer simulation and machine learning for molecular medicine, (60 
hours, Mandatory Course, about 30 students).
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Course at RWTH Aachen University, Aachen, Germany, from 2010 till 2023: 
From Molecular to Continuum Physics (70 hours, Mandatory Course, about 
30 students).

PUBLICATIONS
1. Conflitti P, Lyman E, Sansom MSP, Hildebrand PW, Gutiérrez-de-Terán 
H, Carloni P, Ansell TB, Yuan S, Barth P, Robinson AS, Tate CG, Gloriam 
D, Grzesiek S, Eddy MT, Prosser S, Limongelli V. Functional dynamics of G 
protein-coupled receptors reveal new routes for drug discovery. Nat Rev Drug 
Discov. 2025 Jan 2. doi: 10.1038/s41573-024-01083-3.
2. Xie, S. ; Zuo, K. ; De Rubeis, S. ; Ruggerone, P. ; Carloni, P. Molecular basis 
of the CYFIP2 and NCKAP1 autism‐linked variants in the WAVE regulatory 
complex. Protein science 34(1), e5238 (2025) [10.1002/pro.5238].
3. Paiva P, Ippoliti E, Carloni P, Fernandes PA, Ramos MJ Atomistic adsorption 
of PETase onto large-scale PET 3D-models that mimic reality. Phys Chem 
Chem Phys. 2025 Jan 22;27(4):2139-2150. doi: 10.1039/d4cp03488k.
4. Carloni P, Sanbonmatsu K. Exascale simulations and beyond. Curr Opin 
Struct Biol. 2024 Dec;89:102939. doi: 10.1016/j.sbi.2024.102939. Epub 2024 Oct 5.
5. Müllender L, Rizzi A, Parrinello M, Carloni P, Mandelli D. Effective data-
driven collective variables for free energy calculations from metadynamics of 
paths PNAS Nexus. 2024 Apr 12;3(4):pgae159. doi: 10.1093/pnasnexus/pgae159.
6. Xie, S. ; Zuo, K. ; De Rubeis, S. ; Ruggerone, P. ; Carloni, P. Molecular basis 
of the CYFIP2 and NCKAP1 autism-linked variants in the WAVE regulatory 
complex. DOI: 10.26434/chemrxiv-2024-x3sn8.
7. de Bruyn, E. (First author) ; Dorn, A. E. (First author) ; Rossetti, G. ; 
Fernandez, C. ; Outeiro, T. F. ; Schulz, J. B. ; Carloni, P. (Last author) Impact 
of Phosphorylation on the Physiological Form of Human alpha-Synuclein in 
Aqueous Solution. DOI: 10.1021/acs.jcim.4c01172.
8. Dmitrieva, N. ; Gholami, S. ; Alleva, C. ; Carloni, P. ; Alfonso-Prieto, M.; 
Fahlke, C. Transport mechanism of DgoT, a bacterial homolog of SLC17 
organic anion transporters. DOI: 10.1038/s44318-024-00279-y.
9. Diaz-Pier, S. ; Carloni, P. Impact of quantum and neuromorphic computing 
on biomolecular simulations: Current status and perspectives. DOI: 10.1016/j.
sbi.2024.102817.
10. Antalík, A. ; Levy, A. ; Kvedaravičiūtė, S. ; Johnson, S. K. ; Carrasco-
Busturia, D. ; Raghavan, B. ; Mouvet, F. ; Acocella, A. ; Das, S. ; Gavini, V. ; 
Mandelli, D. ; Ippoliti, E. ; Meloni, S. ; Carloni, P. ; Rothlisberger, U. ; Olsen, 
J. M. H. MiMiC: A high-performance framework for multiscale molecular 
dynamics simulations. DOI: 10.1063/5.0211053.
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11. Malapally, N. (First author) ; Bolnykh, V. ; Suarez, E. ; Carloni, P. ; Lippert, 
T. ; Mandelli, D. 3D DFT by block tensor-matrix multiplication via a modified 
Cannon's algorithm: Implementation and scaling on distributed-memory 
clusters with fat tree networks. DOI: 10.1016/j.jpdc.2024.104945.
12. Dmitrieva, N. ; Gholami, S. ; Alleva, C. ; Carloni, P. ; Alfonso-Prieto, M. ; 
Fahlke, C. M. Transport mechanisms of DgoT—a bacterial homolog of organic 
anion transporters. DOI: 10.1016/j.bpj.2023.11.811.
13. Fahlke, C. (Editor) ; Asgharpour, S. ; Chi, L. A. ; Spehr, M. ; Carloni, 
P. ; Alfonso-Prieto, M. Fluoride Transport and Inhibition Across CLC 
Transporters. DOI: 10.1007/164_2022_593.
14. L Müllender, A Rizzi, M Parrinello, P Carloni, D Mandelli, Effective data-
driven collective variables for free energy calculations from metadynamics of 
paths, PNAS Nexus, page 159, Oxford University Press (online), 2024.
15. TL Beck, P Carloni, DN Asthagiri. All-Atom Biomolecular Simulation in the 
Exascale Era, Journal of Chemical Theory and Computation, 20(5):1777-1782, 2024.
16. J. Schimunek, P. Seidl, …, P. Carloni, …, A. Varnek|, G. Klambauer, T.M. 
Hermans, A community effort in SARS‐CoV‐2 drug discovery, Molecular 
Informatics 43 (1), e202300262, 2024.
17. L Mazzei, A Paul, M Cianci, M Devodier, D Mandelli, P Carloni, S Ciurli, 
Kinetic and structural details of urease inactivation by thiuram disulphides, 
Journal of Inorganic Biochemistry 250, 112398, 2024.
18. S Albani, E Costanzi, GL Hoang, M Kuzikov, M Frings, N Ansari, N Demitri, 
…, P Carloni, …, G Rossetti, Unexpected Single-Ligand Occupancy and 
Negative Cooperativity in the SARS-CoV-2 Main Protease, Journal of Chemical 
Information and Modeling, 2024, 64(3):892-904.
19. Paulikat M, Piccini G, Ippoliti E, Rossetti G, Arnesano F, Carloni P. Physical 
Chemistry of Chloroquine Permeation through the Cell Membrane with 
Atomistic Detail. J Chem Inf Model. 2023; 63(22):7124-7132.
20. Rizzi A, Carloni P, Parrinello M. Free energies at QM accuracy from force 
fields via multimap targeted estimation. Proc Natl Acad Sci U S A. 2023; 
120(46):e2304308120.
21. Joseph BP, Weber V, Knüpfer L, Giorgetti A, Alfonso-Prieto M, Krauß S, 
Carloni P, Rossetti G. Low Molecular Weight Inhibitors Targeting the RNA-
Binding Protein HuR. Int J Mol Sci. 2023; 24(17):13127.
22. Zhang J, Song D, Schackert FK, Li J, Xiang S, Tian C, Gong W, Carloni P, 
Alfonso-Prieto M, Shi C. Fluoride permeation mechanism of the Fluc channel 
in liposomes revealed by solid-state NMR. Sci Adv. 2023; 9(34):eadg9709.
23. Goßen J, Ribeiro RP, Bier D, Neumaier B, Carloni P, Giorgetti A, Rossetti 
G. AI-based identification of therapeutic agents targeting GPCRs: introducing 
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ligand type classifiers and systems biology. Chem Sci. 2023; 14(32):8651-8661.
24. Raghavan B, Paulikat M, Ahmad K, Callea L, Rizzi A, Ippoliti E, Mandelli D, 
Bonati L, De Vivo M, Carloni P. Drug Design in the Exascale Era: A Perspective from 
Massively Parallel QM/MM Simulations. J Chem Inf Model. 2023; 63(12):3647-3658.
25. Zuo K, Kranjc A, Capelli R, Rossetti G, Nechushtai R, Carloni P. 
Metadynamics simulations of ligands binding to protein surfaces: a novel tool 
for rational drug design. Phys Chem Chem Phys. 2023; 25(20):13819-13824.
26. Mueller NPF, Carloni P, Alfonso-Prieto M. Molecular determinants of 
acrylamide neurotoxicity through covalent docking. Front Pharmacol. 2023; 
14:1125871.
27. Raghavan B, Schackert FK, Levy A, Johnson SK, Ippoliti E, Mandelli D, 
Olsen JMH, Rothlisberger U, Carloni P. MiMiCPy: An Efficient Toolkit for 
MiMiC-Based QM/MM Simulations. J Chem Inf Model. 2023; 63(5):1406-1412.
28. Schackert FK, Biedermann J, Abdolvand S, Minniberger S, Song C, Plested 
AJR, Carloni P, Sun H. Mechanism of Calcium Permeation in a Glutamate 
Receptor Ion Channel. J Chem Inf Model. 2023; 63(4):1293-1300.
29. Oliva F, Musiani F, Giorgetti A, De Rubeis S, Sorokina O, Armstrong DJ, 
Carloni P, Ruggerone P. Modelling eNvironment for Isoforms (MoNvIso): A 
general platform to predict structural determinants of protein isoforms in 
genetic diseases. Front Chem. 2023; 10:1059593.
30. Zuo K, Capelli R, Rossetti G, Nechushtai R, Carloni P. Predictions of the 
Poses and Affinity of a Ligand over the Entire Surface of a NEET Protein: The 
Case of Human MitoNEET. J Chem Inf Model. 2023; 63(2):643-654.
31. B Neumaier, R Cologni, M Holschbach, D Bier, P Carloni, 18F-Labelled 
inhibitors for targeting of IDH1 mutant gliomas, Nuclear Medicine and 
Biology 126, 108637, 2023.
32. N Dmitrieva, C Alleva, MA Prieto, P Carloni, CM Fahlke, Exploring the 
transport cycle of DgoT, a bacterial homolog of human vesicular glutamate 
transporters, Biophysical Journal 122 (3), 231a, 2023.
33. Paulikat M, Vitone D, Schackert FK, Schuth N, Barbanente A, Piccini G, Ippoliti 
E, Rossetti G, Clark AH, Nachtegaal M, Haumann M, Dau H, Carloni P, Geremia S, 
De Zorzi R, Quintanar L, Arnesano F. Molecular Dynamics and Structural Studies 
of Zinc Chloroquine Complexes. J Chem Inf Model. 2023; 63(1):161-172.
34. Paulikat M, Aranda J, Ippoliti E, Orozco M, Carloni P, Proton Transfers 
to DNA in Native Electrospray Ionization Mass Spectrometry: A Quantum 
Mechanics/Molecular Mechanics Study, J. Phys. Chem. Lett. 2022.
35. Marjault HB, Yang-Sung S, Zuo K, Carloni P, Mittler R, Nechushtai R. 
Structure-Based Screening Reveals a Ligand That Stabilizes the [2Fe-2S] 
Clusters of Human mitoNEET and Reduces Ovarian Cancer Cell Proliferation, 
The Journal of Physical Chemistry B, 2022.



40 Doctor Honoris Causa

36. Asgharpour S, Chi LA, Spehr M, Carloni P, Alfonso-Prieto M. Fluoride 
Transport and Inhibition Across CLC Transporters. Handb Exp Pharmacol. 2022.
37. Buratti FA, Boeffinger N, Garro HA, Flores JS, Hita FJ, Gonçalves PDC, 
Copello FDR, Lizarraga L, Rossetti G, Carloni P, Zweckstetter M, Outeiro 
TF, Eimer S, Griesinger C, Fernández CO. Aromaticity at position 39 in 
α-synuclein: A modulator of amyloid fibril assembly and membrane-bound 
conformations. Protein Sci. 2022; 31(7):e4360.
38. Colini Baldeschi A, Zattoni M, Vanni S, Nikolic L, Ferracin C, La Sala G, 
Summa M, Bertorelli R, Bertozzi SM, Giachin G, Carloni P, Bolognesi ML, De 
Vivo M, Legname G. Innovative Non-PrP-Targeted Drug Strategy Designed to 
Enhance Prion Clearance. J Med Chem. 2022; 65(13):8998-9010.
39. van Keulen SC, Martin J, Colizzi F, Frezza E, Trpevski D, Diaz NC, 
Vidossich P, Rothlisberger U, Hellgren Kotaleski J, Wade RC, Carloni P, 
Multiscale molecular simulations to investigate adenylyl cyclase‐based 
signaling in the brain, WIREs, 2022.
40. Ahmad K, Rizzi A, Capelli R, Mandelli D, Lyu W, Carloni P. Enhanced-
Sampling Simulations for the Estimation of Ligand Binding Kinetics: Current 
Status and Perspective. Front Mol Biosci. 2022; 9:899805.
41. Palomino-Hernandez O, Santambrogio C, Rossetti G, Fernandez C, Grandori 
R, Carloni P. Molecular Dynamics-Assisted Interpretation of Experimentally 
Determined Intrinsically Disordered Protein Conformational Components: The 
Case of Human α-Synuclein. J Phys Chem B. 2022; 126(20):3632-3639.
42. Marjault HB, Karmi O, Zuo K, Michaeli D, Eisenberg-Domovich Y, Rossetti 
G, de Chassey B, Vonderscher J, Cabantchik I, Carloni P, Mittler R, Livnah O, 
Meldrum E, Nechushtai R. An anti-diabetic drug targets NEET (CISD) proteins 
through destabilization of their [2Fe-2S] clusters. Commun Biol. 2022; 5(1):437.
43. Cologni R, Ermert J, Carloni P, Neumaier B, Holschbach M, Bier D. 
18F-labelled probes for non-invasive assessment of the IDH genotype in diffuse 
glioma. Nuclear Medicine and Biology, V. 108 P. S17-S18, 2022.
44. Ghanem SS, Majbour NK, Vaikath NN, Ardah MT, Erskine D, Jensen 
NM, Fayyad M, Sudhakaran IP, Vasili E, Melachroinou K, Abdi IY, Poggiolini 
I, Santos P, Dorn A, Carloni P, Vekrellis K, Attems J, McKeith I, Outeiro TF, 
Jensen PH, El-Agnaf OMA. α-Synuclein phosphorylation at serine 129 occurs 
after initial protein deposition and inhibits seeded fibril formation and 
toxicity. Proc Natl Acad Sci U S A. 2022; 119(15):e2109617119.
45. Gia Hoang L, Goßen J, Capelli R, Nguyen TT, Sun Z, Zuo K, Schulz 
JB, Rossetti G, Carloni P. Multiple Poses and Thermodynamics of Ligands 
Targeting Protein Surfaces: The Case of Furosemide Binding to mitoNEET in 
Aqueous Solution. Front Cell Dev Biol. 2022; 10:886568.



41Doctor Honoris Causa

46. Meyer M, Jurek B, Alfonso-Prieto M, Ribeiro R, Milenkovic VM, Winter 
J, Hoffmann P, Wetzel CH, Giorgetti A, Carloni P, Neumann ID. Structure-
function relationships of the disease-linked A218T oxytocin receptor variant. 
Mol Psychiatry. 2022; 27(2):907-917.
47. Zhao Q, Capelli R, Carloni P, Lüscher B, Li J, Rossetti G. Enhanced 
Sampling Approach to the Induced-Fit Docking Problem in Protein-Ligand 
Binding: The Case of Mono-ADP-Ribosylation Hydrolase Inhibitors. J Chem 
Theory Comput. 2021; 17(12):7899-7911.
48. da Rosa G, Grille L, Calzada V, Ahmad K, Arcon JP, Battistini F, Bayarri G, 
Bishop T, Carloni P, Cheatham Iii T, Collepardo-Guevara R, Czub J, Espinosa 
JR, Galindo-Murillo R, Harris SA, Hospital A, Laughton C, Maddocks JH, 
Noy A, Orozco M, Pasi M, Pérez A, Petkevičiūtė-Gerlach D, Sharma R, Sun R, 
Dans PD. Sequence-dependent structural properties of B-DNA: what have we 
learned in 40 years? Biophys Rev. 2021; 13(6):995-1005.
49. Rizzi A, Carloni P, Parrinello M. Targeted Free Energy Perturbation 
Revisited: Accurate Free Energies from Mapped Reference Potentials. J Phys 
Chem Lett. 2021; 12(39):9449-9454.
50. Zuo K, Marjault HB, Bren KL, Rossetti G, Nechushtai R, Carloni P. The two 
redox states of the human NEET proteins' [2Fe-2S] clusters. J Biol Inorg Chem. 
2021; 26(7):763-774.
51. Ansari N, Rizzi V, Carloni P, Parrinello M. Water-Triggered, Irreversible 
Conformational Change of SARS-CoV-2 Main Protease on Passing from the 
Solid State to Aqueous Solution. J Am Chem Soc. 2021; 143(33):12930-12934.
52. Bolnykh, V., Rossetti, G., Rothlisberger, U., & Carloni, P. (2021). Expanding 
the boundaries of ligand–target modeling by exascale calculations. Wiley 
Interdisciplinary Reviews: Computational Molecular Science, 11(4), e1535. 2021.
53. Gossen J, Albani S, Hanke A, Joseph BP, Bergh C, Kuzikov M, Costanzi E, 
Manelfi C, Storici P, Gribbon P, Beccari AR, Talarico C, Spyrakis F, Lindahl E, 
Zaliani A, Carloni P, Wade RC, Musiani F, Kokh DB, Rossetti G. A Blueprint for 
High Affinity SARS-CoV-2 Mpro Inhibitors from Activity-Based Compound 
Library Screening Guided by Analysis of Protein Dynamics. ACS Pharmacol 
Transl Sci. 2021; 4(3):1079-1095.
54. Berdnikova DV, Carloni P, Krauß S, Rossetti G. Role and Perspective of 
Molecular Simulation-Based Investigation of RNA-Ligand Interaction: From 
Small Molecules and Peptides to Photoswitchable RNA Binding. Molecules. 
2021; 26(11):3384.
55. Chiariello MG, Alfonso-Prieto M, Ippoliti E, Fahlke C, Carloni P. 
Mechanisms Underlying Proton Release in CLC-type F-/H+ Antiporters. J 
Phys Chem Lett. 2021; 12(18):4415-4420.



42 Doctor Honoris Causa

56. Schmitz-Hübsch T, Lux S, Bauer P, Brandt AU, Schlapakow E, Greschus 
S, Scheel M, Gärtner H, Kirlangic ME, Gras V, Timmann D, Synofzik 
M, Giorgetti A, Carloni P, Shah JN, Schöls L, Kopp U, Bußenius L, 
Oberwahrenbrock T, Zimmermann H, Pfueller C, Kadas EM, Rönnefarth 
M, Grosch AS, Endres M, Amunts K, Paul F, Doss S, Minnerop M. 
Spinocerebellar ataxia type 14: refining clinicogenetic diagnosis in a rare 
adult-onset disorder. Ann Clin Transl Neurol. 2021. (4):774-789.
57. Lai HTT, Giorgetti A, Rossetti G, Nguyen TT, Carloni P, Kranjc A. The 
Interplay of Cholesterol and Ligand Binding in hTSPO from Classical 
Molecular Dynamics Simulations. Molecules. 2021. 26(5):1250.
58. Sitani D, Giorgetti A, Alfonso-Prieto M, Carloni P. Robust principal 
component analysis-based prediction of protein-protein interaction hot 
spots. Proteins. 2021.
59. Marjault HB, Zuo K, Mittler R, Carloni P, Nechushtai R. NEET proteins 
as novel drug targets for mitochondrial dysfunction. Clinical Bioenergetics, 
2021, P. 477-488.
60. Korshunova K, Carloni P. Ligand Affinities within the Open-Boundary 
Molecular Mechanics/Coarse-Grained Framework (I): Alchemical 
Transformations within the Hamiltonian Adaptive Resolution Scheme. J Phys 
Chem B. 2021. 125(3):789-797.
61. Capelli R., Lyu W., Bolnykh V., Meloni S., Haugaard Olsen J.M., 
Rothlisberger U., Parrinello M., Carloni P. Accuracy of Molecular Simulation-
Based Predictions of koff Values: A Metadynamics Study. J. Phys. Chem. Lett. 
2020, 11, 15, 6373–6381.
62. Schneider, J.; Ribeiro, R.; Alfonso-Prieto, M.; Carloni, P.; Giorgetti, A. 
Hybrid MM/CG Webserver: Automatic Set Up of Molecular Mechanics/
Coarse-Grained Simulations for Human G Protein-Coupled Receptor/Ligand 
Complexes. Frontiers in molecular biosciences, 2020: 576689.
63. Si Chaib, Z.; Marchetto, A.; Dishnica, K.; Carloni, P.; Giorgetti, A.; Rossetti, 
G. Impact of Cholesterol on the Stability of Monomeric and Dimeric Forms 
of the Translocator Protein TSPO: A Molecular Simulation Study. Molecules 
2020. 25(18): 4299.
64. Nechushtai R., Karmi O., Zuo K., Marjault H.-B., Darash-Yahana M., Sohn 
Y.-S., King S.D., Zandalinas S.I., Carloni P., Mittler R. The balancing act of 
NEET proteins: Iron, ROS, calcium and metabolism. Biochimica et Biophysica 
Acta (BBA)-Molecular Cell Research, 2020 1867(11):118805.
65. Palomino-Hernandez, O.; Buratti, F.A.; Sacco, P.S.; Rossetti, G.; Carloni, P.; 
Fernandez, C.O. Role of Tyr-39 for the Structural Features of α-Synuclein and 
for the Interaction with a Strong Modulator of Its Amyloid Assembly. Int. J. 
Mol. Sci. 2020. 21(14):5061.



43Doctor Honoris Causa

66. Schneider J., Korshunova K., Si Chaib Z., Giorgetti A., Alfonso-Prieto 
M., Carloni P. Ligand pose predictions for human G protein-coupled 
receptors: insights from the amber-based hybrid molecular mechanics/
coarse-grained approach. Journal of Chemical Information and Modeling, 
2020. 60(10):5103-5116.
67. Schneider J, Ribeiro R, Alfonso-Prieto M, Carloni P, Giorgetti A. Hybrid 
MM/CG Webserver: Automatic Set Up of Molecular Mechanics/Coarse-
Grained Simulations for Human G Protein-Coupled Receptor/Ligand 
Complexes. Front Mol Biosci. 2020. 7:576689.
68. Baldessari F., Capelli R., Carloni P., Giorgetti A. Coevolutionary data-
based interaction networks approach highlighting key residues across protein 
families: The case of the G-protein coupled receptors. Computational and 
Structural Biotechnology Journal 2020. 18:1153-1159.
69. Bolnykh, V.; Rothlisberger, U.; Carloni, P. Biomolecular Simulation: A 
Perspective from High Performance Computing. Israel journal of chemistry 
2020. 5: 694 – 704.
70. Zaccagnini L., Rossetti G., Tran HT, Salzano G., Gandini A., Baldeschi 
A.C., Bolognesi M.L., Carloni P., Legname G. In silico/in vitro screening and 
hit evaluation identified new phenothiazine anti-prion derivatives. European 
Journal of Medicinal Chemistry 2020. 4(8): p. 112295.
71. Chiariello M. G. Bolnykh V., Ippoliti E., Meloni S., Olsen J. M., Beck T., 
Rothlisberger U., Fahlke C., Carloni P. Molecular basis of CLC antiporter 
inhibition by fluoride. J. Am. Chem. Soc. 142 (16) 2020. 4: 7254-7258.
72. Bolnykh V., Haugaard Olsen J.M., Meloni S., Bircher M.P., Ippoliti E., 
Carloni P., Rothlisberger U. MiMiC: Multiscale Modeling in Computational 
Chemistry Front. Mol. Biosci., 2020. 7: 45.
73. Barroso da Silva F. L., Carloni P., Cheung D., Cottone G., Donnini 
S., Foegeding E. A., Gulzar M., Jacquier J. C., Lobaskin V., MacKernan 
D., Mohammad Hosseini Naveh Z., Radhakrishnan R., Santiso E.E. 
Understanding and Controlling Food Protein Structure and Function in 
Foods: Perspectives from Experiments and Computer Simulations. Annu. Rev. 
Food Sci. Technol. 2020. 11: p. 365-387.
74. Maggi L., Carloni P., Rossetti G. Modeling the allosteric modulation on 
a G-Protein Coupled Receptor: the case of M2 muscarinic Acetylcholine 
Receptor in complex with LY211960. Scientific Reports. 2020. 10: a.n. 3037.
75. Bruce N. J., Narzi D., Trpevski D., van Keulen S. C., Nair A. G., 
Röthlisberger U., Wade R. C., Carloni P., Hellgren Kotaleski J. Regulation of 
adenylyl cyclase 5 in striatal neurons confers the ability to detect coincident 
neuromodulatory signals. PLoS Comput. Biol. 2019. 15(10): p. e1007382.



44 Doctor Honoris Causa

76. Bolnykh V., Olsen J.M.H., Meloni S., Bircher M.P., Ippoliti E., Carloni P., 
Rothlisberger U. Extreme Scalability of DFT-Based QM/MM MD Simulations 
Using MiMiC. J. Chem. Theory Comput. 2019. 15(10): p. 5601-5613.
77. Capelli R., Carloni P., Parrinello M. Exhaustive Search of Ligand Binding 
Pathways via Volume-Based Metadynamics. J. Phys. Chem. Lett. 2019. 10(12): 
p. 3495-3499.
78. Rossetti G., Kless A., Lai L., Outeiro T. F., Carloni P. Investigating targets 
for neuropharmacological intervention by molecular dynamics simulations. 
Biochem. Soc. Trans. 2019. 47(3): p. 909-918.
79. Rehman M., Vodret S., Braga L., Guarnaccia C., Celsi F., Rossetti G., 
Martinelli V., Battini T., Long C., Vukusic K., Kocijan T., Collesi C., Ring N., 
Skoko N., Giacca M., Del Sal G., Confalonieri M., Raspa M., Marcello A., Myers 
M. P., Crovella S., Carloni P., Zacchigna S. JCI Insight. 2019. 4(8): p. 123987.
80. Capelli R., Bochicchio A., Piccini G., Casasnovas R., Carloni P., Parrinello M. 
Chasing the Full Free Energy Landscape of Neuroreceptor/Ligand Unbinding by 
Metadynamics Simulations. J Chem Theory Comput. 2019. 15(5): p. 3354-3361.
81. Capelli R., Carloni P., Camilloni C., Bonomi M., Tribello G., Bussi G. 
Promoting transparency and reproducibility in enhanced molecular 
simulations. Nature methods 2019. 16(8): p. 670 – 673.
82. Sánchez-López C., Rossetti G., Quintanar L., Carloni P. Structural 
Determinants of the Prion Protein N-Terminus and Its Adducts with Copper 
Ions. International Journal of Molecular Science. 2019. 20(1): p. 18.
83. Tarenzi T., Calandrini V., Potestio R., Carloni P. Open-Boundary Molecular 
Mechanics/Coarse-Grained Framework for Simulations of Low-Resolution 
G-Protein-Coupled Receptor-Ligand Complexes. Journal of Chemical Theory 
Computation. 2019. 15(3): p. 2101-2109.
84. Alfonso-Prieto M., Giorgetti A., Carloni P. Multiscale simulations on 
human Frizzled and Taste2 GPCRs. Current opinion in structural biology. 
2019. 55: p. 8-16.
85. Alfonso-Prieto M., Navarini L., Carloni P. Understanding Ligand Binding 
to G-Protein Coupled Receptors Using Multiscale Simulations. Frontiers in 
molecular biosciences. 2019. 6: p. 29.
86. Fierro F., Giorgetti A., Carloni P., Meyerhof W., Alfonso-Prieto M. Dual 
binding mode of “bitter sugars” to their human bitter taste receptor target. 
Scientific reports. 2019. 9(1): p. 8437.
87. Olsen J. M. H., Bolnykh V., Meloni S., Ippoliti E., Bircher M. P., Carloni 
P., Rothlisberger U. MiMiC: A Novel Framework for Multiscale Modeling in 
Computational Chemistry Journal of chemical theory and computation. 2019. 
15(6): p. 3810-3823.



45Doctor Honoris Causa

88. Lyu W., Arnesano F., Carloni P., Natile G., Rossetti G. Effect of in vivo 
post-translational modifications of the HMGB1 protein upon binding to 
platinated DNA: a molecular simulation study. Nucleic Acids Res. 2018. 46(22): 
p. 11687-11697.
89. Pietropaolo A., Magrì A., Greco V., Losasso V., La Mendola D., Sciuto S., 
Carloni P., Rizzarelli E. Binding of Zn(II) to Tropomyosin Receptor Kinase A 
in Complex with Its Cognate Nerve Growth Factor: Insights from Molecular 
Simulation and in Vitro Essays.
ACS Chem Neurosci 2018. 9(5): p. 1095-1103.
90. Karmi, O.; Marjault, H.-B. ; Pesce, L. ; Carloni, P. ; Onuchic, J. N. ; 
Jennings, P. A. ;Mittler, R. ; Nechushtai, R. The unique fold and lability of the 
[2Fe-2S] clusters of NEET proteins mediate their key functions in health and 
disease. Journal of Biological Inorganic Chemistry 2018. 23(4): p. 599-612.
91. Genna, V. ; Carloni, P. ; De Vivo, M. A Strategically Located Arg/Lys Residue 
Promotes Correct Base Paring During Nucleic Acid Biosynthesis in Polymerases. 
Journal of the American Chemical Society 2018. 140(9): p. 3312-3321.
92. Nguyen, T. H. ; Zhang, C. ; Weichselbaum, E. ; Knyazev, D. G. ; Pohl, 
P. ; Carloni, P. Interfacial water molecules at biological membranes: 
Structural features and role for lateral proton diffusion. PLoS One 2018. 
13(2): p. e0193454.
93. Schneider, J. ; Korshunova, K. ; Musiani, F. ; Alfonso-Prieto, M. ; Giorgetti, 
A. ; Carloni, P. Predicting ligand binding poses for low-resolution membrane 
protein models: Perspectives from multiscale simulations. Biochemical and 
Biophysical Research Communications 2018. 498(2): p. 366-374.
94. Zeng, J. ; Guareschi, R. ; Damre, M. ; Cao, R. ; Kless, A. ; Neumaier, B. ; Bauer, A.; 
Giorgetti, A. ; Carloni, P. ; Rossetti, G. Structural Prediction of the Dimeric Form 
of the Mammalian Translocator Membrane Protein TSPO: A Key Target for Brain 
Diagnostics. International Journal of Molecular Sciences 2018. 19(9): p. 2588.
95. Cao, R. ; Giorgetti, A. ; Bauer, A. ; Neumaier, B. ; Rossetti, G. ; Carloni, P. 
Role of Extracellular Loops and Membrane Lipids for Ligand Recognition 
in the Neuronal Adenosine Receptor Type 2A: An Enhanced Sampling 
Simulation Study. Molecules 2018. 23(10): p. 2616.
96. Maggi, L. ; Carloni, P. ; Rossetti, G. Vibrational Energy in Proteins 
Correlates with Topology. The Journal of Physical Chemistry Letters 2018. 
9(22): p. 6393-6398.
97. Matthes, F. ; Massari, S. ; Bochicchio, A. ; Schorpp, K. ; Schilling, J. ; 
Weber, S. ;Offermann, N. ; Desantis, J. ; Wanker, E. ; Carloni, P. ; Hadian, K.; 
Tabarrini, O. ;Rossetti, G. ; Krauss, S. Reducing Mutant Huntingtin Protein 



46 Doctor Honoris Causa

Expression in Living Cells by a Newly Identified RNA CAG Binder. ACS 
Chemical Neuroscience 2018. 9(6): p. 1399-1408.
98. Bochicchio, A. ; Krepl, M. ; Yang, F. ; Varani, G. ; Sponer, J. ; Carloni, P. 
Molecular basis for the increased affinity of an RNA recognition motif with 
re-engineered specificity: A molecular dynamics and enhanced sampling 
simulations study. PLoS Computational Biology 2018. 14(12), e1006642.
99. Ponzoni, L. ; Rossetti, G. ; Maggi, L. ; Giorgetti, A. ; Carloni, P. ; Micheletti, 
C. Unifying view of mechanical and functional hotspots across class A GPCRs. 
PLoS Computational Biology 2017. 13(2), e1005381.
100. Li, J. ; Vervoorts, J. ; Carloni, P. ; Rossetti, G. ; Lüscher, B. Structural prediction 
of the interaction of the tumor suppressor p27 with cyclin A/CDK2 identifies a 
novel catalytically relevant determinant. BMC Bioinformatics 2017. 18(1), 15.
101. Li, J. ; Lyu, W. ; Rossetti, G. ; Konijnenberg, A. ; Natalello, A. ; Ippoliti, E. ; 
Orozco, M. ; Sobott, F. ; Grandori, R. ; Carloni, P. Proton Dynamics in Protein 
Mass Spectrometry. The Journal of Physical Chemistry Letters 2017. 8(6): p. 
1105-1112.
102. Bochicchio, A. ; Jordaan, S. ; Losasso, V. ; Chetty, S. ; Casasnovas Perera, 
R. ; Ippoliti, E. ; Barth, S. ; Carloni, P. Designing the Sniper: Improving 
Targeted Human Cytolytic Fusion Proteins for Anti-Cancer Therapy via 
Molecular Simulation. Biomedicines 2017. 5(1), 9.
103. Nguyen, V. D. ; Nguyen, T. T. ; Carloni, P. DNA like-charge attraction and 
overcharging by divalent counterions in the presence of divalent co-ions. 
Journal of Biological Physics 2017. 13(2): p. 185-195.
104. Sena, D. M. ; Cong, X. ; Giorgetti, A. ; Kless, A. ; Carloni, P. Structural 
heterogeneity of the μ-opioid receptor’s conformational ensemble in the apo 
state. Scientific Reports 2017. 7: p. 45761.
105. Casasnovas, R. ; Limongelli, V. ; Tiwary, P. ; Carloni, P. ; Parrinello, 
M. Unbinding Kinetics of a p38 MAP Kinase Type II Inhibitor from 
Metadynamics Simulations. Journal of the American Chemical Society 2017. 
139(13): p. 4780-4788.
106. Villar-Piqué, A. ; Rossetti, G. ; Ventura, S. ; Carloni, P. ; Fernández, C. 
O.; Outeiro, T. F. Copper(II) and the pathological H50Q α-synuclein mutant: 
Environment meets genetics. Communicative & Integrative Biology 2017. 10(1): 
p. e1270484.
107. Weichselbaum, E. ; Österbauer, M. ; Knyazev, D. G. ; Batishchev, O. V. ; 
Akimov, S. A. ; Hai Nguyen, T. ; Zhang, C. ; Knör, G. ; Agmon, N. ; Carloni, P.; 
Pohl, P. Origin of proton affinity to membrane/water interfaces. Scientific 
reports 2017. 7(1): p. 4553.
108. Campaner, E. ; Rustighi, A. ; Zannini, A. ; Cristiani, A. ; Piazza, S. ; Ciani, 



47Doctor Honoris Causa

Y. ; Kalid, O. ; Golan, G. ; Baloglu, E. ; Shacham, S. ; Valsasina, B. ; Cucchi, U. ; 
Pippione, A. C. ; Lolli, M. L. ; Giabbai, B. ; Storici, P. ; Carloni, P. ; Rossetti, G. ; 
Benvenuti, F. ; Bello, E. ; D’Incalci, M. ; Cappuzzello, E. ; Rosato, A. ; Del Sal, G. 
A covalent PIN1 inhibitor selectively targets cancer cells by a dual mechanism 
of action. Nature Communications 2017. 8: p. 15772.
109. Suku, E. ; Fierro, F. ; Giorgetti, A. ; Alfonso-Prieto, M. ; Carloni, P. Multi-
scale simulations of membrane proteins: The case of bitter taste receptors. 
Journal of Science 2017. 2(1): p. 15-21.
110. Fierro, F. ; Suku, E. ; Alfonso-Prieto, M. ; Giorgetti, A. ; Cichon, S. ; Carloni, P.
Agonist Binding to Chemosensory Receptors: A Systematic Bioinformatics 
Analysis. Frontiers in Molecular Biosciences 2017. 4: p. 63. 
111. Rossetti, G. ; Carloni, P. Structural Modeling of Human Prion Protein's 
Point Mutations Prion Protein. Progress in Molecular Biology and 
Translational Science. 2017. 150: p. 105-122. 
112. Tarenzi, T. ; Calandrini, V. ; Potestio, R. ; Giorgetti, A. ; Carloni, P. Open 
Boundary Simulations of Proteins and Their Hydration Shells by Hamiltonian 
Adaptive Resolution Scheme. Journal of chemical theory and computation 
2017. 13(11): p. 5647–5657. 
113. Pesce, L. ; Calandrini, V. ; Marjault, H.-B. ; Lipper, C. H. ; Rossetti, G. ; 
Mittler, R. ; Jennings, P. A. ; Nechushtai, R. ; Carloni, P. ; Bauer, A. Molecular 
Dynamics Simulations of the [2Fe-2S] Cluster-Binding Domain of NEET 
Proteins Reveal Key Molecular Determinants That Induce Their Cluster 
Transfer/Release. The Journal of Physical Chemistry B 2017. 121(47): p. 
10648–10656. 
114. Dreyer J., G. Brancato, E. Ippoliti, V. Genna, M. De Vivo, P. Carloni, U. 
Rothlisberger, First Principles Methods in Biology: From Continuum Models 
to Hybrid Ab initio Quantum Mechanics/Molecular Mechanics. In Simulating 
Enzyme Reactivity: Computational Methods in Enzyme Catalysis, 2016. Eds: I. 
Tunon, V. Moliner: p. 294-339. 
115. Villar-Piquéa A., T. Lopes da Fonseca, R. Sant’Anna, É. M. Szegö, L. 
Fonseca-Ornelas, R. Pinhoa, A. Carija, E. Gerhardt, C. Masaracchia, E. Abad 
Gonzalez, G. Rossetti, P. Carloni, C. O. Fernández, D. Foguel, Ira Milosevic, 
M. Zweckstetter, S. Ventura, T. Fleming Outeiro, Environmental and genetic 
factors support the dissociation between α-synuclein aggregation and toxicity. 
Proceedings of the National Academy of Sciences of the United States of 
America. 2016. 113(42): p. E6506–E6515. 
116. Genna V., P. Vidossich, E. Ippoliti, P. Carloni, M. DeVivo, A self‐activated 
mechanism for nucleic acid polymerization catalyzed by DNA/RNA polymerases. 
Journal of American Chemical Society 2016. 138(44): p. 14507–14508. 



48 Doctor Honoris Causa

117. Nguyen T. T., D. P. Tran, P. D. Q. Huy, Z. Hoang, P. Carloni, P.V. Pham, C. 
Nguyen, M. S. Li, Ligand binding to anti-cancer target CD44 investigated by 
molecular simulations, Journal of Molecular Modeling 2016. 22(7): p. 165. 
118. Cong X., C. Cremer, T. Nachreiner, S. Barth, P. Carloni, Engineered 
human angiogenin mutations in the placental ribonuclease inhibitor complex 
for anticancer therapy: insights from enhanced sampling simulations. Protein 
Science 2016. 25(8): p. 1451-1460. 
119. Ghaemi Z., D. Alberga, P. Carloni, A. Laio, G. Lattanzi, Permeability 
coefficients of lipophilic compounds estimated by computer simulations. 
Journal of Chemical Theory and Computation 2016. 12 (8): p 4093–4099.
120. Pavlin M., G. Rossetti, M. De Vivo, P. Carloni, Carnosine and 
Homocarnosine Degradation Mechanisms by the Human Carnosinase 
Enzyme CN1: Insights from Multiscale Simulations. Biochemistry 2016. 55(19): 
p. 2772-2784. 
121. Rossetti G., F. Musiani, E. Abad, D. Dibenedetto, H. Mouhib, C. O. 
Fernandez and P. Carloni, Conformational ensemble of human a-synuclein 
physiological form predicted by molecular simulations, Phys. Chem. Chem. 
Phys. 2016. 18: p. 5702-5706. 
122. Li J., C. Santambrogio, S. Brocca, G. Rossetti, P. Carloni, R. Grandori, 
Conformational effects in protein electrospray-ionization mass spectrometry, 
Mass Spectrometry Reviews 2016. 35(1): p. 111-122. 
123. Chatain N., R. Casasnovas Perera, G. Rossetti, J. Rosso, P. Carloni, M. 
Schemionek, T. Haferlach, T.H. Brummendorf, S. Scnittger, S. Koschmieder, 
Rare FLT3 deletion mutants may provide additional treatment options to 
patients with AML: an approach to individualized medicine, Leukemia 2015. 
29(12): p. 2434-2438. 
124. Calandrini V., G. Rossetti, F. Arnesano, G. Natile, P. Carloni, 
Computational metallomics of the anticancer drug cisplatin, Journal of 
Inorganic Biochemistry 2015. 153: p. 231-238.
125. Li J., F. Fick, P. Verheugd, P. Carloni, B. Lüscher, G. Rossetti, Insight 
into the Mechanism of Intramolecular Inhibition of the Catalytic Activity of 
Sirtuin 2 (SIRT2), PLoS ONE 2015. 10(9): p. e0139095. 
126. Cong X., P. Campomanes, A. Kless, I. Schapitz, M. Wagener, T. Koch, P. 
Carloni, Structural Determinants for the Binding of Morphinan Agonists to 
the mu-Opioid Receptor, PLoS ONE 2015. 10(9): p. e0135998. 
127. Bolognesi M. L., S. Bongarzone, S. Aulic, H. N. Ai Tran, F. Prati, P. Carloni, 
G. Legname, Rational approach to an antiprion compound with a multiple 
mechnism of action, Future Medicinal Chemistry 2015. 7(16): p. 2113-2120. 
128. Bochicchio A., G. Rossetti, O. Tabarrini, S. Krauß, P. Carloni, Molecular 



49Doctor Honoris Causa

View of Ligands Specificity for CAG Repeats in Anti-Huntington Therapy, 
Journal of Chemical Theory and Computation 2015. 11(10): p. 4911-4922. 
129. Finnerty J. J., A. Peyser, P. Carloni, Cation Selectivity in Biological 
Cation Channels Using Experimental Structural Information and Statistical 
Mechanical Simulation, PLoS ONE 2015. 10(10): p. e0138679. 
130. Cao R., G. Rossetti, A. Bauer, P. Carloni, Binding of the Antagonist 
Caffeine to the Human Adenosine Receptor hA2AR in Nearly Physiological 
Conditions, PLoS ONE 2015. 10(5): p. e0126833. 
131. Cremer C., H. Braun, R. Mladenov, L. Schenke, X. Cong, E. Jost, T. H. 
Brümmendorf, R. Fischer, P. Carloni, S. Barth, Thomas Nachreiner, Novel 
angiogenin mutants with increased cytotoxicity enhance the depletion of pro-
inflammatory macrophages and leukemia cells ex vivo, Cancer Immunology, 
Immunotherapy 2015. 64(12): p. 1575-1586. 
132. Sandal M., M. Behrens, A. Brockhoff, F. Musiani, A. Giorgetti, P. Carloni, 
W. Meyerhof, Evidence for a Transient Additional Ligand Binding Site in the 
TAS2R46 Bitter Taste Receptor, Journal of Chemical Theory and Computation 
2015. 11(9): p. 4439-4449. 
133. Cremer C., G. Hehmann-Titt, S. Schiffer, G. Melmer, P. Carloni, S. Barth, 
T. Nachreiner, Engineered Versions of Granzyme B and Angiogenin Overcome 
Intrinsic Resistance to Apoptosis Mediated by Human Cytolytic Fusion 
Proteins. In Resistance to Immunotoxins in Cancer Therapy, Springer-Verlag 
Berlin Heidelberg, 185-220 (2015). 
134. Rossetti G., D. Dibenedetto, V. Calandrini, A. Giorgetti, P. Carloni, 
Structural predictions of neurobiologically relevant G-protein coupled 
receptors and intrinsically disordered proteins, Archives of Biochemistry and 
Biophysics 2015. 582: p. 91-100. 
135. Miotto M. C., A. A. Valiente-Gabioud, G. Rossetti, M. Zweckstetter, P. 
Carloni, P. Selenko, C. Griesinger, A. Binolfi, C. O. Fernandez, Copper Binding 
to the N-Terminally Acetylated, Naturally Occurring Form of Alpha-Synuclein 
Induces Local Helical Folding, Journal of the American Chemical Society 
2015. 137(20): p. 6444-6447. 
136. D'Urzo A., A. Konijnenberg, G. Rossetti, J. Habchi, J. Li, P. Carloni, F. 
Sobott, S. Longhi, R. Grandori, Molecular Basis for Structural Heterogeneity 
of an Intrinsically Disordered Protein Bound to a Partner by Combined ESI-
IM-MS and Modeling, Journal of American Society for Mass Spectrometry 
2015. 26(3): p. 472-481. 
137. Arcella A., J. Dreyer, E. Ippoliti, I. Ivani, G. Portella, V. Gabelica, P. 
Carloni, M. Orozco, Structure and Dynamics of Oligonucleotides in the Gas 
Phase, Angewandte Chemie 2015. 127(2): p. 477–481. 



50 Doctor Honoris Causa

138. Musiani F., G. Rossetti, L. Capece, T. M. Gerger, C. Micheletti, G. 
Varani, P. Carloni, Molecular dynamics simulations identify time scale 
of conformational changes responsible for conformational selection in 
molecular recognition of HIV-1 Transactivation Responsive RNA, Journal of 
American Chemical Society 2014. 136: p. 15631–15637. 
139. Calandrini V., J. Dreyer, E. Ippoliti, P. Carloni, Hydration of chloride 
anions in the NanC Porin from Escherichia coli: a comparative study by QM/
MM and MD simulations, Journal of Chemical Physics 2014. 141: p. 22D521. 
140. D’Amelio N., G. Papamokos, J. Dreyer, P. Carloni, L. Navarini, NMR 
Studies of Hetero-Association of Caffeine with di-O-Caffeoylquinic Acid 
Isomers in Aqueous Solution, Food Biophysics 2014. 10(3): p. 235-243. 
141. Grison A., S. Zucchelli, A. Urzi, I. Zamparo, D. Lazarevic, G. Pascarella, 
P. Roncaglia, A. Giorgetti, P. Garcia-Esparcia, C. Vlachouli, R. Simone, F. 
Persichetti, A.R.R. Forrest, Y. Hayashizaki, P. Carloni, I. Ferrer, C. Lodovichi, 
C. Plessy, the FANTOM Consortium, P. Carninci, S. Gustincich, Mesencephalic 
dopaminergic neurons express a repertoire of olfactory receptors and respond 
to odorant-like molecules, BMC Genomics 2014. 15: p. 729. 
142. Li J., G. Rossetti, J. Dreyer, S. Raugei, E. Ippoliti, B. Lüscher, P. Carloni, 
Molecular simulation-based structural prediction of protein complexes in 
mass spectrometry: The human insulin dimer, PLOS Computational Biology 
2014. 10(9): p. e1003838. 
143. Stanyon H. F., X. Cong, Y. Chen, N. Shahidullah, G. Rossetti, J. Dreyer, 
G. Papamokos, P. Carloni and J. H. Viles, Developing predictive rules for 
coordination geometry from visible circular dichroism of Copper(II) and 
Nickel(II) ions in histidine and amide main-chain complexes, FEBS Journals 
2014. 281(17): p. 3945-54. 
144. Kolář M. H., P. Carloni, P. Hobza, Statistical analysis of σ-holes: a novel 
complementary view on halogen bonding, Physical Chemistry Chemical 
Physics 2014. 16: p. 19111-19114. 
145. Calandrini V., T.H. Nguyen, F. Arnesano, A. Galliani, E. Ippoliti, P. 
Carloni, G. Natile, Structural biology of cisplatin complexes with cellular 
targets: the adduct with human copper chaperone Atox1 in aqueous solution, 
Chemistry A European Journal 2014. 20(37): p. 11719-25. 
146. Nguyen T. H., G. Rossetti, F. Arnesano, E. Ippoliti, G. Natile, P. Carloni, 
Molecular recognition of platinated DNA from chromosomal HMGB1, Journal 
of Chemical Theory and Computation 2014. 10(8): p 3578–3584. 
147. Calandrini V., F. Arnesano, A. Galliani, T. H. Nguyen, E. Ippoliti, P. 
Carloni, G. Natile, Platination of the copper transporter ATP7A involved in 
anticancer drug resistance, Dalton Transactions 2014. 43(31): p. 12085-12094. 



51Doctor Honoris Causa

148. Quy V. C., V. Carnevale, L. Manganaro, M. Lusic, G. Rossetti, V. Leone, C. 
Fenollar-Ferrer, S. Raugei, G. Del Sal, M. Giacca, P. Carloni, HIV-1 Integrase 
Binding to its Cellular Partners: A Perspective from Computational Biology, 
Current Pharmaceutical Design 2014. 20(21): p. 3412-3421.
149. Musiani F., G. Rossetti, A. Giorgetti, P. Carloni, Chemosensorial 
G-proteins-coupled receptors: a perspective from computational methods, 
Advances in experimental medicine and biology 2014. 805: p. 441-457. 
150. Papamokos G., J. Dreyer, L. Navarini and P. Carloni, Trapping acrylamide 
by a Michael addition: A computational study of the reaction between 
acrylamide and niacin, International Journal of Quantum Chemistry 2014. 
114(9): p. 553-559. 
151. Sandal M., D. Paltrinieri, P. Carloni, F. Musiani, A. Giorgetti, Structure/
Function Relationships of Phospholipases C Beta, Current Protein & Peptide 
Science 2013. 14(8): p. 650-657. 
152. Zheng W. W., A. V. Vargiu, M. A. Rohrdanz, P. Carloni, C. Clementi, 
Molecular recognition of DNA by ligands: Roughness and complexity of the 
free energy profile, Journal of Chemical Physics 2013. 139(14): p. 145102. 
153. Sandal M., T. P. Duy, M. Cona, H. Zung, P. Carloni, F. Musiani, A. 
Giorgetti, GOMoDo: A GPCRs Online Modeling and Docking Webserver, PLoS 
ONE 2013. 8: p. e74092. 
154. Cong X., N. Casiraghi, G. Rossetti, S. Mohanty, G. Giachin, G. Legname, P. 
Carloni, Role of prion disease-linked mutations in the intrinsically disordered 
N-terminal domain of the prion protein, Journal of Chemical Theory and 
Computation 2013. 9 (11): p. 5158–5167. 
155. Dreyer J., P. Strodel, E. Ippoliti, J. Finnerty, R. Eisenberg, P. Carloni, Ion 
permeation in the NanC Porin from Escherichia coli: free energy calculations 
along pathways identified by coarse-grain simulations, J. Phys. Chem. B 2013. 
117: p. 13534–13542. 
156. Dibenedetto D., G. Rossetti, R. Caliandro, P. Carloni, A Molecular 
Dynamics Simulation-Based Interpretation of Nuclear Magnetic Resonance 
Multidimensional Heteronuclear Spectra of αSynuclein·Dopamine Adducts. 
Biochemistry 2013. 52: p. 6672-6683. 
157. Rossetti G., S. Bongarzone, P. Carloni, Computational Studies on the 
Prion Protein. Current Topics in Medicinal Chemistry 2013. 13: p. 2419-2431.
158. Cong X., S. Bongarzone, G. Giachin, G. Rossetti, P. Carloni, G. Legname, 
Dominant-negative effects in prion diseases: insights from molecular 
dynamics simulations on mouse prion protein chimeras. Journal of 
Biomolecular Structure & Dynamics 2013. 31(8): p. 829-840. 
159. Dreyer J., C. Zhang, E. Ippoliti, P. Carloni, Role of the Membrane Dipole 



52 Doctor Honoris Causa

Potential for Proton Transport in Gramicidin A Embedded in a DMPC Bilayer. 
Journal of Chemical Theory and Computation 2013. 9(8): p. 3826–3831. 
160. Marchiori A., L. Capece, A. Giorgetti, P. Gasparini, M.Behrens, P. Carloni, 
W. Meyerhof, Coarse-Grained/Molecular Mechanics of the TAS2R38 Bitter 
Taste Receptor: Experimentally-Validated Detailed Structural Prediction of 
Agonist Binding. PLoS ONE 2013. 8(5): p. e64675. 
161. Musiani F., E. Ippoliti, C. Micheletti, P. Carloni, S. Ciurli, Conformational 
Fluctuations of UreG, an Intrinsically Disordered Enzyme. Biochemistry 2013. 
52(17): p. 2949-2954.
162. Do T. N., P. Carloni, G. Varani, G. Bussi, RNA/Peptide Binding Driven 
by Electrostatics-Insight from Bidirectional Pulling Simulations. Journal of 
Chemical Theory and Computation 2013. 9(3): p. 1720-1730. 
163. Mosca Conte A., C. Violante, M. Missori, F. Bechstedt, L. Teodonio, E. 
Ippoliti, P. Carloni, L. Guidoni, O. Pulci, Theoretical optical spectroscopy of 
complex systems. Journal of Electron Spectroscopy 2013. 189: p. 46-55. 
164. Finnerty J. J., R. Eisenberg, P. Carloni, Localizing the Charged Side 
Chains of Ion Channels within the Crowded Charge Models. Journal of 
Chemical Theory and Computation 2013. 9(1): p 766-773. 
165. Gonçalves M.B., J. Dreyer, P. Lupieri, C. Barrera-Patiño, E. Ippoliti, M. 
R. Webb, J. E. T. Corrie, P. Carloni, Structural prediction of a rhodamine-
based biosensor and comparison with biophysical data. Physical Chemistry 
Chemical Physics 2013. 15: p. 2177–2183. 
166. Caliandro R., G. Rossetti, P. Carloni, Local Fluctuations and 
Conformational Transitions in Proteins. Journal of Chemical Theory and 
Computation 2012. 8(11): p. 4775-4785. 
167. Marchese R., R. Grandori, P. Carloni, S. Raugei, A Computational Model 
for Protein Ionization by Electrospray Based on Gas-Phase Basicity. Journal of 
the American Society for Mass Spectrometry 2012. 23(11): p. 1903-1910. 
168. V., S. Schiffer, S. Barth, P. Carloni, Design of human granzyme B variants 
resistant to serpin B9. Proteins 2012. 80(11): p. 2514-2522. 
169. Leguebe M., C. Nguyen, L. Capece, Z. Hoang, A. Giorgetti, P. Carloni, Hybrid 
Molecular Mechanics/Coarse-Grained Simulations for Structural Prediction of 
G-Protein Coupled Receptor/Ligand Complexes, PLoS ONE 2012. 7(10): p. e47332. 
170. Quy V. C., S. Pantano, G. Rossetti, M. Giacca, P. Carloni, HIV-1 Tat Binding 
to PCAF Bromodomain: Structural Determinants from Computational 
Methods. Biology 2012. 1(2): p. 277-296. 
171. Nguyen T. H., F. Arnesano, S. Scintilla, G. Rossetti, E. Ippoliti, P. Carloni, 
G. Natile, Structural Determinants of Cisplatin and Transplatin Binding to the 
Met-Rich Motif of Ctr1: A Computational Spectroscopy Approach. Journal of 



53Doctor Honoris Causa

Chemical Theory and Computation 2012. 8(8): p. 2912-2920. 
172. Ghaemi Bafghi Z., M. Minozzi, P. Carloni, A. Laio, A Novel Approach to the 
Investigation of Passive Molecular Permeation through Lipid Bilayers from 
Atomistic Simulations. Journal of Physical Chemistry B 2012. 116(29): p. 8714-8721.
173. Zhang C., D. Knyazev, Y. Vereshchaga, E. Ippoliti, T. H.Nguyen, P. Carloni, 
P. Pohl, Water at hydrophobic interfaces delays proton surface-to-bulk 
transfer and provides a pathway for lateral proton diffusion. Proc. Natl. Acad. 
Sci. USA 2012. 109: p. 9744-9749. 
174. Fenollar-Ferrer C., C. Anselmi, V. Carnevale, S. Raugei, P. Carloni, Insights 
on the acetylated NF-kappa B transcription factor complex with DNA from 
molecular dynamics simulations. Proteins 2012. 80(6): p. 1560-1568. 
175. Pietropaolo A., P. Carloni, Molecular Simulations of the NGF Protein. In 
Encyclopedia of Biophysics, Springer-Verlag Berlin Heidelberg, 1590-1593 (2012). 
176. Sgrignani J., A. Magistrato, M. Dal Peraro, A.J. Villa, P. Carloni, R. 
Pierattelli, On the active site of mononuclear B1 metallo beta-lactamases: a 
computational study. Journal of Computer-Aided Molecular Design 2012. 
26(4): p. 425-435. 
177. Ippoliti E., J. Dreyer, P. Carloni, U. Röthlisberger, Hybrid Car-Parrinello 
Molecular Dynamics / Molecular Mechanics Simulations: A Powerful Tool 
for the Investigation of Biological Systems. In “Hierarchical Methods for 
Dynamics in Complex Molecular Systems” edited by J. Grotendorst, G. 
Sutmann, G. Gompper, D. Marx, IAS Series Vol. 10, 163-181 (2012). 
178. Giorgetti A., P. Ruggerone, S. Pantano, and P. Carloni, Advanced 
Computational Methods in Molecular Medicine. Journal of Biomedicine and 
Biotechnology 2012. 2012: p. 709085. 
179. Zhang C., P. Carloni, Salt effects on water/hydrophobic liquid interfaces: a 
molecular dynamics study. Journal Phys-Cond. Matter 2012. 24(12): p. 124109.
180. Do N. T., E. Ippoliti, P. Carloni, G. Varani, M. Parrinello, Counterion 
Redistribution upon Binding of a Tat-Protein Mimic to HIV-1 TAR RNA. 
Journal of Chemical Theory and Computation 2012. 8(2): p. 688-694. 
181. Chiriano G., A. De Simone, F. Mancini, D. I. Perez, A. Cavalli, M. L. 
Bolognesi, G. Legname, A. Martinez, V. Andrisano, P. Carloni, M. Roberti, A 
small chemical library of 2-aminoimidazole derivatives as BACE-1 inhibitors: 
Structure-based design, synthesis, and biological evaluation. European 
Journal of Medicinal Chemistry 2012. 48: p. 206-213. 
182. Rossetti G., P. Cossio, A. Laio, P. Carloni, Conformations of the 
Huntingtin N-term in aqueous solution from atomistic simulations. FEBS 
Letters 2011. 585(19): p. 3086-3089. 
183. Lima E., P. Carloni, Acrylamide Binding to Its Cellular Targets: Insights 



54 Doctor Honoris Causa

from Computational Studies, in Computational Biology and Applied 
Bioinformatics, edited by H.S. Lops and L.M. Cruz, InTech Publisher (2011). 
184. Rossetti G., X. Cong, R. Caliandro, G. Legname, P. Carloni, Common 
Structural Traits across Pathogenic Mutants of the Human Prion Protein and 
Their Implications for Familial Prion Diseases. Journal of Molecular Biology 
2011. 411(3): p. 700-712.
185. Losasso, V., A. Pietropaolo, C. Zannoni, S. Gustincich, P. Carloni, 
Structural Role of Compensatory Amino Acid Replacements in the alpha-
Synuclein Protein. Biochemistry 2011. 50(32): p. 6994-7001. 
186. Minozzi M., G. Lattanzi, R. Benz, M.P. Costi, A. Venturelli, P. Carloni, 
Permeation through the Cell Membrane of a Boron-Based beta-Lactamase 
Inhibitor. PLoS ONE 2011. 6(8): p. e23187. 
187. Biarnés X., Bongarzone S., Vargiu A.V., Carloni P., Ruggerone P., 
Molecular motions in drug design: the coming age of the metadynamics 
method. Journal of Computer-Aided Molecular Design 2011. 25(5): p. 395-402. 
188. Bongarzone S., H. N. A. Tran, A. Cavalli, M. Roberti, M. Rosini, P. Carloni, G. 
Legname, M. L. Bolognesi, Hybrid Lipoic Acid Derivatives to Attack Prion Disease 
on Multiple Fronts. ChemMedChem 2011. 6(4) Special Issue: p. 601-605. 
189. Chiriano G., A. Sartini, F. Mancini, V. Andrisano, M. L. Bolognesi, M. 
Roberti, M. Recanatini, P. Carloni, A. Cavalli, Sequential Virtual Screening 
Approach to the Identification of Small Organic Molecules as Potential BACE-1 
Inhibitors. Chemical Biology & Drug Design 2011. 77(4): p. 268-271. 
190. Bongarzone S., H. N. A. Tran, A. Cavalli, M. Roberti, P. Carloni, G. 
Legname, M. L. Bolognesi, Parallel Synthesis, Evaluation, and Preliminary 
Structure-Activity Relationship of 2,5-Diamino-1,4-benzoquinones as a Novel 
Class of Bivalent Anti-Prion Compound. Journal of Medicinal Chemistry 2010. 
53: p. 8197-8201. 
191. Binolfi A., E. E. Rodriguez, D. Valensin, N. D’Amelio, E. Ippoliti, G. Obal, 
R. Duran, A. Magistrato, O. Pritsch, M. Zweckstetter,G. Valensin, P. Carloni, L. 
Quintanar, C. Griesinger, C. O. Fernandez, Bioinorganic Chemistry of Parkinson’s 
Disease: Structural Determinants for the Copper-Mediated Amyloid Formation of 
Alpha-Synuclein. Inorganic Chemistry 2010. 49: p. 10668-10679. 
192. Rossetti G., G. Giachin, G. Legname, P. Carloni, Structural Facets of 
Disease-Linked Human Prion Protein Mutants: A Molecular Dynamic Study. 
Protein-Structure Function and Bioinformatics 2010. 78(16): p. 3270-3280. 
193. Musiani F., B. Bertosa, A. Magistrato, B. Zambelli, P. Turano, V. Losasso, 
C. Micheletti, S. Ciurli, P. Carloni, Computational Study of the DNA-Binding 
Protein Helicobacter pylori NikR: The Role of Ni2+. Journal of Chemical 
Theory and Computation 2010. 6(11): p. 3503-3515.



55Doctor Honoris Causa

194. Lupieri P., E. Ippoliti, P. Altoè, M. Garavelli, M. Mwalaba, P. Carloni, 
Spectroscopic Properties of Formaldehyde in Aqueous Solution: Insights from 
Car-Parrinello and TDDFT/CASPT2 Calculations. Journal of Chemical Theory 
and Computation 2010. 6(11): p. 3403-3409.
195. Biarnés X., A. Marchiori, A. Giorgetti, C. Lanzara, P. Gasparin, P. Carloni, 
S. Born, A. Brockhoff, M. Behrens, W. Meyerhof, Insights into the Binding 
of Phenyltiocarbamide (PTC) Agonist to Its Target Human TAS2R38 Bitter 
Receptor, 2010. PLoS ONE 5(8): p. e12394. 
196. Bolognesi M. L., H. N. A. Tran, M. Staderini, A. Monac, A. Lopez-Cobenas, S. 
Bongarzone, X. Biarnés, P. Lopez-Alvarado, N. Cabezas, M. Caramelli, P. Carloni, J. 
C. Menendez, G. Legname, Discovery of a Class of Diketopiperazines as Antiprion 
Compounds. ChemMedChem 2010. 5(8): p. 1157. 
197. Zhang C., S. Raugei, B. Eisenberg, P. Carloni, Molecular Dynamics in 
Physiological Solutions: Force Fields, Alkali Metal Ions, and Ionic Strength. 
Journal of Chemical Theory and Computation 2010. 6(7): p. 2167-2175. 
198. Dal Peraro M., A. J. Vila, P. Carloni, Catalytic Mechanism of Metallo 
β‐Lactamases: Insights from Calculations and Experiments. In Quantum 
Biochemistry edited by C. F. Matta: p. 605-622 (2010). 
199. Marchese R., R. Grandori, P. Carloni, S. Raugei, On the Zwitterionic 
Nature of Gas-Phase Peptides and Protein Ions. PLOS Computational Biology 
2010. 6(5): p. e1000775. 
200. Rossetti G., A. Magistrato, A. Pastore, P. Carloni, Hydrogen Bonding 
Cooperativity in polyQ β-Sheets from First Principle Calculations. Journal of 
Chemical Theory and Computation, 2010. 6(5): p. 1777-1782. 
201. Leone, V., F. Marinelli, P. Carloni, M. Parrinello, Targeting biomolecular 
flexibility with metadynamics. Current Opinion in Structural Biology, 2010. 
20(2): p. 148-154. 
202. Bucher, D., L. Guidoni, P. Carloni, U. Röthlisberger. Coordination 
Numbers of K+ and Na+ Ions Inside the Selectivity Filter of the KcsA 
Potassium Channel: Insights from First Principles Molecular Dynamics. 
Biophysical Journal, 2010. 98 (10): p. L47-L49. 
203. Robertazzi A., A. Magistrato, M. Dal Peraro, P. Carloni, First Principles 
DFT Studies of Metal-Based Biological and Biomimetic Systems. In Metallic 
Systems: A Quantum Chemists Perspective edited by T. C. Allison, O. 
Coskuner, C. A. González. 2010: p. 1-28. 
204. Griguoli M., A. Maul, C. Nguyen, A. Giorgetti, P. Carloni, E. Cherubini, 
Nicotine Blocks the Hyperpolarization-Activated Current I-h and Severely 
Impairs the Oscillatory Behavior of Oriens-Lacunosum Moleculare 
Interneurons. Journal of Neuroscience 2010. 30(32): p. 10773-10783. 



56 Doctor Honoris Causa

205. Mosca Conte, A., E. Ippoliti, R. Del Sole, P. Carloni, O. Pulci, Many-body 
meets QM/MM: Application to indole in water solution. Physica Status Solidi 
B – Basic Solid State Physics, 2010. 247(8): p. 1920-1924.
206. Munoz-Lopez F.J., S. Raugei, M.A. De la Rosa, A.J. Diaz-Quintana, 
P. Carloni, Changes in non-core regions stabilise plastocyanin from the 
thermophilic cyanobacterium Phormidium laminosum. Journal of Biological 
Inorganic Chemistry 2010. 15(3): p. 329-338. 
207. Tran H.N.A., S. Bongarzone, P. Carloni, G. Legname, M.L. Bolognesi, 
Synthesis and evaluation of a library of 2,5-bisdiamino-benzoquinone 
derivatives as probes to modulate protein-protein interactions in prions. 
Bioorganic & Medicinal Chemistry Letters 2010. 20(6): p.1866-1868. 
208. Latawiec D., F. Herrera, A. Bek, V. Losasso, M. Candotti, F. B. E. Carlino, A. 
Kranjc, M. Lazzarino, S. Gustincich, P. Carloni, G. Legname, Modulation of Alpha-
Synuclein Aggregation by Dopamine Analogs. PLoS ONE, 2010. 5(2): p. e9234. 
209. Kranjc A., F.W. Grillo, J. Rievaj, A. Boccaccio, F. Pietrucci, A. Menini, 
P. Carloni, C. Anselmi, Regulation Bestrophins by Ca2+: A Theoretical and 
Experimental Study. PLoS ONE, 2009. 4(3): p. e4672. 
210. Simona F., A. Magistrato, M. Dal Peraro, A. Cavalli, A.J. Vila, and P. 
Carloni, Common Mechanistic Features among Metallo-beta-lactamases – A 
Computational Study Of Aeromonas Hydrophila Cpha Enzyme. Journal of 
Biological Chemistry, 2009. 284(41): p. 28164-28171. 
211. Robertazzi A., A.V. Vargiu, A. Magistrato, P. Ruggerone, P. Carloni, P. de 
Hoog, and J. Reedijk, Copper-1,10-Phenanthroline Complexes Binding to 
DNA: Structural Predictions from Molecular Simulations. Journal of Physical 
Chemistry B, 2009. 113(31): p. 10881-10890. 
212. Pietrucci F., F. Marinelli, P. Carloni, and A. Laio, Substrate Binding 
Mechanism of HIV-1 Protease from Explicit-Solvent Atomistic Simulations. 
Journal of the American Chemical Society, 2009. 131(33): p. 11811-11818. 
213. Lupieri P., C.H.H. Nguyen, Z.G. Bafghi, A. Giorgetti, and P. Carloni, 
Computational molecular biology approaches to ligand-target interactions. 
Hfsp Journal, 2009. 3(4): p. 228-239.
214. Liu H.Y., C. Fenollar-Ferrer, A.Q. Cao, C. Anselmi, P. Carloni, and J.W. Liu, 
Molecular dissection of human oncostatin M-mediated signal transductions 
through site-directed mutagenesis. International Journal of Molecular 
Medicine, 2009. 23(2): p. 161-172. 
215. Leone V., G. Lattanzi, C. Molteni, and P. Carloni, Mechanism of Action of 
Cyclophilin A Explored by Metadynamics Simulations. PLOS Computational 
Biology, 2009. 5(3): p. e1000309. 
216. Mosca Conte A., V. Garbuio, M. Marsili, E. Ippoliti, R. Del Sole, P. Carloni, 



57Doctor Honoris Causa

O. Pulci, Excited-state properties calculations: Applications to biological 
systems. Nuovo Cimento della Societá Italiana di Fisica C – Colloquia on 
Physics, 2009. 32(2): p. 73-76. 
217. Kranjc A., S. Bongarzone, G. Rossetti, X. Biarnés, A. Cavalli, M.L. 
Bolognesi, M. Roberti, G. Legname, and P. Carloni, Docking Ligands on 
Protein Surfaces: The Case Study of Prion Protein. Journal of Chemical Theory 
and Computation, 2009. 5(9): p. 2565-2573. 
218. Khafizov K., G. Lattanzi, and P. Carloni, G protein inactive and active 
forms investigated by simulation methods. Proteins-Structure Function and 
Bioinformatics, 2009. 75(4): p. 919-930. 
219. D'Arco M., R. Giniatullin, V. Leone, P. Carloni, N. Birsa, A. Nair, A. Nistri, 
and E. Fabbretti, The C-terminal Src Inhibitory Kinase (Csk)-mediated 
Tyrosine Phosphorylation Is a Novel Molecular Mechanism to Limit 
P2X(3) Receptor Function in Mouse Sensory Neurons. Journal of Biological 
Chemistry, 2009. 284(32): p. 21393-21401. 
220. Mosca Conte A., E. Ippoliti, R. Del Sole, P. Carloni, and O. Pulci, Many-
Body Perturbation Theory Extended to the Quantum Mechanics/Molecular 
Mechanics Approach: Application to Indole in Water Solution. Journal of 
Chemical Theory and Computation, 2009. 5(7): p. 1822-1828. 
221. Carnevale V., S. Raugei, M. Neri, S. Pantano, C. Micheletti, and P. Carloni, 
Multi-scale modeling of HIV-1 proteins. Journal of Molecular Structure-
Theochem, 2009. 898(1-3): p. 97-105. 
222. Vargiu A.V., P. Ruggerone, A. Magistrato, and P. Carloni, Sliding of 
alkylating anticancer drugs along the minor groove of DNA: New insights on 
sequence selectivity. Biophysical Journal, 2008. 94(2): p. 550-561. 
223. Herrera F.E., A. Chesi, K.E. Paleologou, A. Schmid, A. Munoz, M. 
Vendruscolo, S. Gustincich, H.A. Lashuel, P. Carloni, Inhibition of alpha-
Synuclein Fibrillization by Dopamine Is Mediated by Interactions with Five 
C-Terminal Residues and with E83 in the NAC Region. PLoS ONE, 2008. 3(10). 
224. Vargiu A.V., P. Ruggerone, A. Magistrato, and P. Carloni, Dissociation of 
minor groove binders from DNA: insights from metadynamics simulations. 
Nucleic Acids Research, 2008. 36(18): p. 5910-5921. 
225. Vargiu A.V., A. Robertazzi, A. Magistrato, P. Ruggerone, and P. Carloni, 
The hydrolysis mechanism of the anticancer ruthenium drugs NAMI-A and 
ICR investigated by DFT-PCM calculations. Journal of Physical Chemistry B, 
2008. 112(14): p. 4401-4409. 
226. Tomatis P.E., S.M. Fabiane, F. Simona, P. Carloni, B.J. Sutton, and A.J. 
Vila, Adaptive protein evolution grants organismal fitness by improving 



58 Doctor Honoris Causa

catalysis and flexibility. Proceedings of the National Academy of Sciences of 
the United States of America, 2008. 105(52): p. 20605-20610.
227. Spiegel K., A. Magistrato, P. Maurer, P. Ruggerone, U. Röthlisberger, 
P. Carloni, J. Reedijk, and M.L. Klein, Parameterization of azole-bridged 
dinuclear platinum anticancer drugs via a QM/MM force matching procedure. 
Journal of Computational Chemistry, 2008. 29(1): p. 38-49.
228. Rossetti G., A. Magistrato, A. Pastore, F. Persichetti, and P. Carloni, 
Structural Properties of Polyglutamine Aggregates Investigated via Molecular 
Dynamics Simulations. Journal of Physical Chemistry B, 2008. 112(51): p. 
16843-16850.
229. Otyepka M., P. Banas, A. Magistrato, P. Carloni, and J. Damborsky, 
Second step of hydrolytic dehalogenation in haloalkane dehalogenase 
investigated by QM/MM methods. Proteins-Structure Function and 
Bioinformatics, 2008. 70(3): p. 707-717. 
230. Neri M., M. Baaden, V. Carnevale, C. Anselmi, A. Maritan, and P. Carloni, 
Microseconds dynamics simulations of the outer-membrane protease T. 
Biophysical Journal, 2008. 94(1): p. 71-78. 
231. Hong R., A. Magistrato, and P. Carloni, Anthrax Lethal Factor 
Investigated by Molecular Simulations. Journal of Chemical Theory and 
Computation, 2008. 4(10): p. 1745-1756. 
232. Guida E., A. Bisso, C. Fenollar-Ferrer, M. Napoli, C. Anselmi, J.E. 
Girardini, P. Carloni, and G. Del Sal, Peptide aptamers targeting mutant p53 
induce apoptosis in tumor cells. Cancer Research, 2008. 68(16): p. 6550-6558. 
233. Fenollar-Ferrer C., V. Carnevale, S. Raugei, and P. Carloni, HIV-1 integrase-
DNA interactions investigated by molecular modelling. Computational and 
Mathematical Methods in Medicine, 2008. 9(3-4): p. 231-243. 
234. Cascella M., M.A. Neri, P. Carloni, and M. Dal Peraro, Topologically 
based multipolar reconstruction of electrostatic interactions in multiscale 
simulations of proteins. Journal of Chemical Theory and Computation, 2008. 
4(8): p. 1378-1385. 
235. Carnevale V., S. Raugei, S. Piana, P. Carloni, On the nature of the reaction 
intermediate in the HIV-1 protease: a quantum chemical study. Computer 
Physics Communications, 2008. 179(1-3): p. 120-123. 
236. Sulpizi M., S. Raugei, J. VandeVondele, P. Carloni, and M. Sprik, 
Calculation of redox properties: Understanding short- and long-range effects 
in rubredoxin. Journal of Physical Chemistry B, 2007. 111(15): p. 3969-3976. 
237. Spiegel K., A. Magistrato, P. Carloni, J. Reedijk, and M.L. Klein, Azole-
bridged diplatinum anticancer compounds. Modulating DNA flexibility to 
escape repair mechanism and avoid cross resistance. Journal of Physical 
Chemistry B, 2007. 111(41): p. 11873-11876.



59Doctor Honoris Causa

238. Simona F., A. Magistrato, D.M.A. Vera, G. Garau, A.J. Vila, and P. Carloni, 
Protonation state and substrate binding to B2 metallo-beta-lactamase CphA 
from Aeromonas hydrofila. Proteins-Structure Function and Bioinformatics, 
2007. 69(3): p. 595-605. 239. Robertazzi A., A. Magistrato, P. de Hoog, P. Carloni, 
and J. Reedijk, Density functional theory studies on copper phenanthroline 
complexes. Inorganic Chemistry, 2007. 46(15): p. 5873-5881. 
240. Kranjc A., C. Anselmi, P. Carloni, F.E. Blaney, Structural models of 
human big conductance calcium- and voltage-gated potassium channels. 
Computer Physics Communications, 2007. 177(1-2): p. 21-26. 
241. Moran-Barrio J., J.M. Gonzalez, M.N. Lisa, A.L. Costello, M. Dal Peraro, P. 
Carloni, B. Bennett, D.L. Tierney, A.S. Limansky, A.M. Viale, and A.J. Vila, The 
metallo-ss-lactamase GOB is a mono-Zn(II) enzyme with a novel active site. 
Journal of Biological Chemistry, 2007. 282(25): p. 18286-18293. 
242. Miani A., S. Raugei, P. Carloni, and M.S. Helfand, Structure and 
Raman spectrum of clavulanic acid in aqueous solution. Journal of Physical 
Chemistry B, 2007. 111(10): p. 2621-2630. 
243. Magistrato A., A. Robertazzi, and P. Carloni, Nitrogen fixation by a 
molybdenum catalyst mimicking the function of the nitrogenase enzyme: A 
critical evaluation of DFT and solvent effects. Journal of Chemical Theory and 
Computation, 2007. 3(5): p. 1708-1720. 
244. Kona J., M. Minozzi, V. Torre, and P. Carloni, A gate mechanism 
indicated in the selectivity filter of the potassium channel KscA. Theoretical 
Chemistry Accounts, 2007. 117(5-6): p. 1121-1129. 
245. Khafizov K., C. Anselmi, A. Menini, and P. Carloni, Ligand specificity of 
odorant receptors. Journal of Molecular Modeling, 2007. 13(3): p. 401-409. 
246. Herrera F.E., S. Zucchelli, A. Jezierska, Z.S. Lavina, S. Gustincich, and 
P. Carloni, On the oligomeric state of DJ-1 protein and its mutants associated 
with Parkinson disease – A combined computational and in vitro study. 
Journal of Biological Chemistry, 2007. 282(34): p. 24905-24914. 
247. De Vivo M., A. Cavalli, P. Carloni, and M. Recanatini, Computational 
study of the phosphoryl transfer catalyzed by a cyclin-dependent kinase. 
Chemistry-a European Journal, 2007. 13(30): p. 8437-8444. 
248. Dal Peraro M., A.J. Vila, P. Carloni, and M.L. Klein, Role of zinc content 
on the catalytic efficiency of B1 metallo beta-lactamases. Journal of the 
American Chemical Society, 2007. 129(10): p. 2808-2816.
249. Dal Peraro M., P. Ruggerone, S. Raugei, F.L. Gervasio, and P. Carloni, 
Investigating biological systems using first principles Car-Parrinello 
molecular dynamics simulations. Current Opinion in Structural Biology, 
2007. 17(2): p. 149-156. 



60 Doctor Honoris Causa

250. Carnevale V., S. Raugei, C. Micheletti, and P. Carloni, Large-scale motions 
and electrostatic properties of furin and HIV-1 protease. Journal of Physical 
Chemistry A, 2007. 111(49): p. 12327-12332. 
251. Berrera M., S. Pantano, and P. Carloni, Catabolite activator protein 
in aqueous solution: A molecular simulation study. Journal of Physical 
Chemistry B, 2007. 111(6): p. 1496-1501. 
252. Anselmi C., P. Carloni, and V. Torre, Origin of functional diversity 
among tetrameric voltage-gated channels. Proteins-Structure Function and 
Bioinformatics, 2007. 66(1): p. 136-146. 
253. Vidossich P., S. Piana, A. Miani, and P. Carloni, Deuterium isotope effects 
in A : T and A : U base pairs: A computational NMR study. Journal of the 
American Chemical Society, 2006. 128(22): p. 7215-7221. 
254. Vidossich P. and P. Carloni, Binding of phosphinate and phosphonate 
inhibitors to aspartic proteases: A first-principles study. Journal of Physical 
Chemistry B, 2006. 110(3): p. 1437-1442. 
255. Vargiu A.V., P. Ruggerone, A. Magistrato, and P. Carloni, Anthramycin-
DNA binding explored by molecular simulations. Journal of Physical 
Chemistry B, 2006. 110(48): p. 24687-24695. 
256. Bucher D., S. Raugei, L. Guidoni, M. Dal Peraro, U. Röthlisberger, P. 
Carloni, M.L. Klein, Polarization effects and charge transfer in the KcsA 
potassium channel. Biophysical Chemistry, 2006. 124(3): p. 292-301. 
257. Spiegel K., U. Röthlisberger, and P. Carloni, Duocarmycins binding to 
DNA investigated by molecular simulation. Journal of Physical Chemistry B, 
2006. 110(8): p. 3647-3660. 
258. Raugei S., F.L. Gervasio, and P. Carloni, DFT modeling of biological 
systems. Physica Status Solidi B-Basic Solid State Physics, 2006. 243(11): p. 
2500-2515. 
259. Raugei S. and P. Carloni, Structure and function of vanadium 
haloperoxidases. Journal of Physical Chemistry B, 2006. 110(8): p. 3747-3758. 
260. Pantano S., A. Marcello, A. Ferrari, D. Gaudiosi, A. Sabo, V. Pellegrini, 
F. Beltram, M. Giacca, and P. Carloni, Insights on HIV-1 Tat : P/CAF 
bromodomain molecular recognition from in vivo experiments and molecular 
dynamics simulations. Proteins-Structure Function and Bioinformatics, 
2006. 62(4): p. 1062-1073.
261. Miani A., P. Carloni, and S. Raugei, A novel parametrization scheme for 
classical and quantum mechanical simulations of large, floppy molecular 
systems. Chemical Physics Letters, 2006. 427(1-3): p. 230-235. 
262. Magistrato A., P. Ruggerone, K. Spiegel, P. Carloni, and J. Reedijk, 
Binding of novel azole-bridged dinuclear platinum(II) anticancer drugs 



61Doctor Honoris Causa

to DNA: Insights from hybrid QM/MM molecular dynamics simulations. 
Journal of Physical Chemistry B, 2006. 110(8): p. 3604-3613. 
263. Fiorin G., A. Pastore, P. Carloni, and M. Parrinello, Using metadynamics 
to understand the mechanism of calmodulin/target recognition at atomic 
detail. Biophysical Journal, 2006. 91(8): p. 2768-2777. 
264. Cavallari M., C. Ghio, S. Monti, M. Ferrario, A. Maritan, P. Carloni, Partially 
folded states of HIV-1 protease: Molecular dynamics simulations and ligand 
binding. Journal of Molecular Structure-Theochem, 2006. 769 (1-3): p. 111-121. 
265. De Vivo M., A. Cavalli, G. Bottegoni, P. Carloni, and M. Recanatini, Role 
of phosphorylated Thr160 for the activation of the CDK2/Cyclin a complex. 
Proteins-Structure Function and Bioinformatics, 2006. 62(1): p. 89-98. 
266. Cavalli A., P. Carloni, and M. Recanatini, Target-related applications of 
first principles quantum chemical methods in drug design. Chemical Reviews, 
2006. 106(9): p. 3497-3519. 
267. Cascella M., A. Magistrato, I. Tavernelli, P. Carloni, and U. Röthlisberger, 
Role of protein frame and solvent for the redox properties of azurin from 
Pseudomonas aeruginosa. Proceedings of the National Academy of Sciences of 
the United States of America, 2006. 103(52): p. 19641-19646. 
268. Carnevale V., S. Raugei, C. Micheletti, and P. Carloni, Convergent 
dynamics in the protease enzymatic superfamily. Journal of the American 
Chemical Society, 2006. 128(30): p. 9766-9772. 
269. Berrera M., S. Pantano, and P. Carloni, CAMP modulation of the 
cytoplasmic domain in the HCN2 channel investigated by molecular 
simulations. Biophysical Journal, 2006. 90(10): p. 3428-3433. 
270. Neri M., C. Anselmi, V. Carnevale, A. V. Vargiu, P. Carloni, Molecular 
dynamics simulations of outer-membrane protease T from E-coli based on a 
hybrid coarse-grained/atomistic potential, J. Phys.: Cond. Mat., 2006. 18(14): p. 
S347-S355. 
271. Berrera M., A. Cattaneo, and P. Carloni, Molecular simulation of the 
binding of nerve growth factor peptide mimics to the receptor tyrosine kinase 
A. Biophysical Journal, 2006. 91(6): p. 2063-2071.
272. Pantano S., M. Zaccolo, and P. Carloni, Molecular basis of the allosteric 
mechanism of cAMP in the regulatory PKA subunit. Febs Letters, 2005. 
579(12): p. 2679-2685. 
273. Pantano S. and P. Carloni, Comparative analysis of HIV-1 Tat variants. 
Proteins-Structure Function and Bioinformatics, 2005. 58(3): p. 638-643. 
274. Neri M., C. Anselmi, M. Cascella, A. Maritan, and P. Carloni, Coarse-
grained model of proteins incorporating atomistic detail of the active site. 
Physical Review Letters, 2005. 95(21). 



62 Doctor Honoris Causa

275. Giorgetti A., A.V. Nair, P. Codega, V. Torre, and P. Carloni, Structural basis 
of gating of CNG channels. Febs Letters, 2005. 579(9): p. 1968-1972. 
276. Giorgetti A., P. Carloni, P. Mistrik, and V. Torre, A homology model of the 
pore region of HCN channels. Biophysical Journal, 2005. 89(2): p. 932-944. 
277. Fiorin G., R.R. Biekofsky, A. Pastore, and P. Carloni, Unwinding the 
helical linker of calcium-loaded calmodulin: A molecular dynamics study. 
Proteins-Structure Function and Bioinformatics, 2005. 61(4): p. 829-839. 
278. Dal Peraro M., S. Raugei, P. Carloni, and M.L. Klein, Solute-solvent charge 
transfer in aqueous solution. Chemphyschem, 2005. 6(9): p. 1715-1718. 
279. Cascella M., C. Micheletti, U. Röthlisberger, and P. Carloni, Evolutionarily 
conserved functional mechanics across pepsin-like and retroviral aspartic 
proteases. Journal of the American Chemical Society, 2005. 127(11): p. 3734-3742. 
280. Vidossich P., M. Cascella, and P. Carloni, Dynamics and energetics 
of water permeation through the aquaporin channel. Proteins-Structure 
Function and Bioinformatics, 2004. 55(4): p. 924-931. 
281. Spiegel K., U. Röthlisberger, and P. Carloni, Cisplatin binding to DNA 
oligomers from hybrid Car-Parrinello/molecular dynamics simulations. 
Journal of Physical Chemistry B, 2004. 108(8): p. 2699-2707. 
282. Raugei S., M. Cascella, and P. Carloni, A proficient enzyme: Insights on 
the mechanism of orotidine monophosphate decarboxylase from computer 
simulations. Journal of the American Chemical Society, 2004. 126(48): p. 
15730-15737. 
283. Piana S., D. Bucher, P. Carloni, and U. Röthlisberger, Reaction 
mechanism of HIV-1 protease by hybrid carparrinello/classical MD 
simulations. Journal of Physical Chemistry B, 2004. 108(30): p. 11139-11149. 
284. Pantano S., M. Tyagi, M. Giacca, and P. Carloni, Molecular dynamics 
simulations on HIV-1 Tat. European Biophysics Journal with Biophysics 
Letters, 2004. 33(4): p. 344-351. 
285. Musiani F., P. Carloni, and S. Ciurli, The asn 38-cys 84 H-bond in 
plastocyanin. Journal of Physical Chemistry B, 2004. 108(22): p. 7495-7499. 
286. Micheletti C., P. Carloni, and A. Maritan, Accurate and efficient description 
of protein vibrational dynamics: Comparing molecular dynamics and Gaussian 
models. Proteins-Structure Function and Bioinformatics, 2004. 55(3): p. 635-645. 
287. Dal Peraro M., A.J. Vila, and P. Carloni, Substrate binding to mononuclear 
metallo-beta-lactamase from Bacillus cereus. Proteins-Structure Function 
and Genetics, 2004. 54(3): p. 412-423. 
288. Dal Peraro M., L.I. Llarrull, U. Röthlisberger, A.J. Vila, and P. Carloni, 
Water-assisted reaction mechanism of monozinc beta-lactamases. Journal of 
the American Chemical Society, 2004. 126(39): p. 12661-12668. 



63Doctor Honoris Causa

289. Compoint M., P. Carloni, C. Ramseyer, and C. Girardet, Molecular 
dynamics study of the KcsA channel at 2.0-angstrom resolution: stability 
and concerted motions within the pore. Biochimica Et Biophysica Acta-
Biomembranes, 2004. 1661(1): p. 26-39. 
290. Cascella M., S. Raugei, and P. Carloni, Formamide hydrolysis investigated 
by multiple-steering ab initio molecular dynamics. Journal of Physical 
Chemistry B, 2004. 108(1): p. 369-375. 
291. Sulpizi M., U. Röthlisberger, and P. Carloni, Molecular dynamics studies 
of caspase-3. Biophysical Journal, 2003. 84(4): p. 2207-2215. 
292. Sulpizi M., A. Laio, J. VandeVondele, A. Cattaneo, U. Röthlisberger, and 
P. Carloni, Reaction mechanism of caspases: Insights from QM/MM Car-
Parrinello simulations. Proteins-Structure Function and Genetics, 2003. 52(2): 
p. 212-224. 
293. Sulpizi M., P. Carloni, J. Hutter, and U. Röthlisberger, A hybrid TDDFT/
MM investigation of the optical properties of aminocoumarins in water and 
acetonitrile solution. Physical Chemistry Chemical Physics, 2003. 5(21): p. 
4798-4805. 
294. Spiegel K. and P. Carloni, Electrostatic role of phosphate 2485 in the large 
ribosomal unit from H-marismortui. Journal of Physical Chemistry B, 2003. 
107(9): p. 2091-2097. 
295. Settanni G., A. Cattaneo, and P. Carloni, Molecular dynamics simulations 
of the NGF-TrkA domain 5 complex and comparison with biological data. 
Biophysical Journal, 2003. 84(4): p. 2282-2292. 
296. Punta M., A. Cavalli, V. Torre, and P. Carloni, Molecular Modeling studies 
on CNG channel from bovine retinal rod: A structural model of the cyclic 
nucleotide-binding
domain. Proteins-Structure Function and Genetics, 2003. 52(3): p. 332-338. 
297. Giorgetti A. and P. Carloni, Molecular modeling of ion channels: structural 
predictions. Current Opinion in Chemical Biology, 2003. 7(1): p. 150-156. 
298. Gervasio F.L., V. Schettino, S. Mangani, M. Krack, P. Carloni, and M. 
Parrinello, Influence of outer-shell metal ligands on the structural and 
electronic properties of horse liver alcohol dehydrogenase zinc active site. 
Journal of Physical Chemistry B, 2003. 107(28): p. 6886-6892. 
299. Dal Peraro M., A.J. Vila, and P. Carloni, Protonation state of Asp120 in the 
binuclear active site of the metallo-beta-lactamase from Bacteroides fragilis. 
Inorganic Chemistry, 2003. 42(14): p. 4245-4247. 
300. Costa V., A. Nistri, A. Cavalli, and P. Carloni, A structural model of 
agonist binding to the alpha 3 beta 4 neuronal nicotinic receptor. British 
Journal of Pharmacology, 2003. 140(5): p. 921-931. 



64 Doctor Honoris Causa

301. Costa V. and P. Carloni, Calcium, binding to the transmembrane domain 
of the sarcoplasmic reticulum Ca2+-ATPase: Insights from molecular 
modeling. Proteins-Structure Function and Genetics, 2003. 50(1): p. 104-113.
302. Sulpizi M., G. Folkers, U. Röthlisberger, P. Carloni, and L. Scapozza, 
Applications of density functional theory-based methods in medicinal chemistry. 
Quantitative Structure-Activity Relationships, 2002. 21(2): p. 173-181. 
303. Piana S., P. Carloni, and U. Röthlisberger, Drug resistance in HIV-1 
protease: Flexibility-assisted mechanism of compensatory mutations. Protein 
Science, 2002. 11(10): p. 2393-2402. 
304. Guidoni L. and Carloni, P., Tetraethylammonium binding to the outer 
mouth of the KcsA potassium channel: Implications for ion permeation. 
Journal of Receptor and Signal Transduction Research 2002. 22(1-4): p. 315. 
305. Piana S., P. Carloni, and M. Parrinello, Role of conformational 
fluctuations in the enzymatic reaction of HIV-1 protease. Journal of Molecular 
Biology, 2002. 319(2): p. 567-583. 
306. Pantano S., M. Tyagi, M. Giacca, and P. Carloni, Amino acid modification 
in the HIV-1 Tat basic domain: Insights from molecular dynamics and in vivo 
functional studies. Journal of Molecular Biology, 2002. 318(5): p. 1331-1339. 
307. Pantano S., F. Alber, D. Lamba, and P. Carloni, NADH interactions 
with WT- and S94A-acyl carrier protein reductase from Mycobacterium 
tuberculosis: An ab initio study. Proteins-Structure Function and Genetics, 
2002. 47(1): p. 62-68.
308. Guidoni L. and P. Carloni, Potassium permeation through the  
KcsA channel: a density functional study. Biochimica Et Biophysica  
Acta-Biomembranes, 2002. 1563(1-2): p. 1-6. 
309. Gervasio F.L., P. Carloni, and M. Parrinello, Electronic structure of wet 
DNA. Physical Review Letters, 2002. 89(10). 
310. Di Angelantonio S., V. Costa, P. Carloni, L. Messori, and A. Nistri,  
A novel class of peptides with facilitating action on neuronal nicotinic 
receptors of rat chromaffin cells in vitro: Functional and molecular 
dynamics studies. Molecular Pharmacology, 2002. 61(1): p. 43-54. 
311. Dal Peraro M., A.J. Vila, and P. Carloni, Structural determinants and 
hydrogen-bond network of the mononuclear zinc(II)-beta-lactamase active 
site. Journal of Biological Inorganic Chemistry, 2002. 7(7-8): p. 704-712. 
312. Cavalli A. and P. Carloni, Enzymatic GTP hydrolysis: Insights from 
an ab initio molecular dynamics study. Journal of the American Chemical 
Society, 2002. 124(14): p. 3763-3768. 
313. Cascella M., L. Guidoni, A. Maritan, U. Röthlisberger, and P. Carloni, 
Multiple steering molecular dynamics applied to water exchange at alkali 



65Doctor Honoris Causa

ions. Journal of Physical Chemistry B, 2002. 106(50): p. 13027-13032. 
314. Carloni P., U. Röthlisberger, and M. Parrinello, The role and perspective 
of ab initio molecular dynamics in the study of biological systems. Accounts 
of Chemical Research, 2002. 35(6): p. 455-464. 
315. Carloni P., Density functional theory-based molecular dynamics of 
biological systems. Quantitative Structure-Activity Relationships, 2002. 
21(2): p. 166-172. 
316. Sulpizi M., P. Schelling, G. Folkers, P. Carloni, and L. Scapozza, The 
rational of catalytic activity of herpes simplex virus thymidine kinase – A 
combined biochemical and quantum chemical study. Journal of Biological 
Chemistry, 2001. 276(24): p. 21692-21697. 
317. Piana S., D. Sebastiani, P. Carloni, and M. Parrinello, Ab initio 
molecular dynamics-based assignment of the protonation state of 
pepstatin A/HIV-1 protease cleavage site. Journal of the American 
Chemical Society, 2001. 123(36): p. 8730-8737. 
318. Frigyes D., F. Alber, S. Pongor, and P. Carloni, Arginine-phosphate 
salt bridges in protein-DNA complexes: a Car-Parrinello study. Journal of 
Molecular Structure-Theochem, 2001. 574: p. 39-45. 
319. Dal Peraro M., F. Alber, and P. Carloni, Ser133 phosphate-KIX interactions 
in the CREB-CBP complex: an ab initio molecular dynamics study. European 
Biophysics Journal with Biophysics Letters, 2001. 30(1): p. 75-81. 
320. Cecconi F., C. Micheletti, P. Carloni, and A. Maritan, Molecular 
dynamics studies on HIV-1 protease drug resistance and folding pathways. 
Proteins-Structure Function and Genetics, 2001. 43(4): p. 365-372. 
321. Sulpizi M. and P. Carloni, Cation-pi versus OH-pi interactions in proteins: 
A density functional study. Journal of Physical Chemistry B, 2000. 104(43):  
p. 10087-10091. 
322. Sigel H., A. Saha, N. Saha, P. Carloni, L.E. Kapinos, and R. Griesser, 
Evaluation of intramolecular equilibria in complexes formed between 
substituted imidazole ligands and nickel(II), copper(II) or zinc(II). Journal of 
Inorganic Biochemistry, 2000. 78(2): p. 129-137. 
323. Röthlisberger U., P. Carloni, K. Doclo, and M. Parrinello, A comparative 
study of galactose oxidase and active site analogs based on QM/MM Car 
Parrinello simulations. Journal of Biological Inorganic Chemistry, 2000. 5(2): 
p. 236-250. 
324. Piana S. and P. Carloni, Conformational flexibility of the catalytic Asp 
dyad in HIV-1 protease: an ab initio study on the free enzyme. Proteins-
Structure Function and Genetics, 2000. 39(1): p. 26-36. 
325. Pantano S., F. Alber, and P. Carloni, Proton dynamics in an enzyme 



66 Doctor Honoris Causa

model substrate: an ab initio molecular dynamics study. Journal of Molecular 
Structure-Theochem, 2000. 530(1-2): p. 177-181. 
326. Guidoni L., V. Torre, and P. Carloni, Water and potassium dynamics 
inside the KcsA K+ channel. Febs Letters, 2000. 477(1-2): p. 37-42. 
327. Carloni P., M. Sprik, and W. Andreoni, Key steps of the cis-platin-
DNA interaction: Density functional theory-based molecular dynamics 
simulations. Journal of Physical Chemistry B, 2000. 104(4): p. 823-835. 
328. Alber F. and P. Carloni, Ab initio molecular dynamics studies on HIV-1 
reverse transcriptase triphosphate binding site: Implications for nucleoside-
analog drug resistance. Protein Science, 2000. 9(12): p. 2535-2546. 
329. Sigel H., C.P. Da Costa, B. Song, P. Carloni, and F. Gregan, Stability and 
structure of metal ion complexes formed in solution with acetyl phosphate 
and acetonylphosphonate: Quantification of isomeric equilibria. Journal of 
the American Chemical Society, 1999. 121(26): p. 6248-6257. 
330. Rovira C., P. Carloni, and M. Parrinello, The iron-sulfur bond in 
cytochrome c. Journal of Physical Chemistry B, 1999. 103(33): p. 7031-7035.
331. Röthlisberger U. and P. Carloni, Ab initio molecular dynamics studies of 
a synthetic biomimetic model of galactose oxidase. International Journal of 
Quantum Chemistry, 1999. 73(2): p. 209-218. 
332. Guidoni L., V. Torre, and P. Carloni, Potassium and sodium binding to the 
outer mouth of the K+ channel. Biochemistry, 1999. 38(27): p. 8599-8604. 
333. De Santis L. and P. Carloni, Serine proteases: An ab initio molecular dynamics 
study. Proteins-Structure Function and Genetics, 1999. 37(4): p. 611-618. 
334. Clementi C., P. Carloni, and A. Maritan, Protein design is a key factor for 
subunit-subunit association. Proceedings of the National Academy of Sciences 
of the United States of America, 1999. 96(17): p. 9616-9621. 
335. Alber F., G. Folkers, and P. Carloni, Dimethyl phosphate: Stereoelectronic 
versus environmental effects. Journal of Physical Chemistry B, 1999. 103(29): 
p. 6121-6126. 
336. Alber F., G. Folkers, and P. Carloni, Conformational analysis of dimethyl 
phosphate in aqueous solution: a density functional theory-based molecular 
dynamics study. Journal of Molecular Structure-Theochem, 1999. 489(2-3): p. 
237-245. 
337. Carloni P. and F. Alber, Density-functional theory investigations of 
enzyme-substrate interactions. Perspectives in Drug Discovery and Design, 
1998. 9-11: p. 169-179. 
338. Alber F., O. Kuonen, L. Scapozza, G. Folkers, and P. Carloni, Density 
functional studies on herpes simplex virus type 1 thymidine kinase-
substrate interactions: The role of Tyr-172 and Met-128 in thymine fixation. 



67Doctor Honoris Causa

Proteins-Structure Function and Bioinformatics, 1998. 31(4): p. 453-459. 
339. Carloni P., W. Andreoni, and M. Parrinello, Self-assembled peptide 
nanotubes from first principles. Physical Review Letters, 1997. 79(4): p. 761-764. 
340. Hutter J., P. Carloni, and M. Parrinello, Nonempirical calculations of 
a hydrated RNA duplex. Journal of the American Chemical Society, 1996. 
118(36): p. 8710-8712. 
341. Carloni P. and W. Andreoni, Platinum-modified nucleobase pairs in the 
solid state: A theoretical study. Journal of Physical Chemistry, 1996. 100(45): p. 
17797-17800. 
342. Banci L., P. Carloni, A. Diaz, and G.G. Savellini, Molecular dynamics 
calculations on peroxidases: The effect of calcium ions on protein structure. 
Journal of Biological Inorganic Chemistry, 1996. 1(3): p. 264-272. 
343. Tornaghi E., W. Andreoni, P. Carloni, J. Hutter, and M. Parrinello, 
Carboplatin Versus Cisplatin – Density-Functional Approach To Their 
Molecular-Properties. Chemical Physics Letters, 1995. 246(4-5): p. 469-474.
344. Carloni P., P.E. Blochl, and M. Parrinello, Electronic-Structure Of The Cu, 
Zn Superoxide-Dismutase Active-Site And Its Interactions With The Substrate 
Journal of Physical Chemistry, 1995. 99(4): p. 1338-1348. 
345. Carloni P., P.E. Blochl, and P.L. Orioli, Electronic structure of crystalline 
(NH4)(2)CuCl4 from first principles. Gazzetta Chimica Italiana, 1995. 125(10): 
p. 497-500. 
346. Carloni P., W. Andreoni, J. Hutter, A. Curioni, P. Giannozzi, and M. 
Parrinello, Structure And Bonding In Cisplatin And Other Pt(II) Complexes. 
Chemical Physics Letters, 1995. 234(1-3): p. 50-56. 
347. Mangani S., P.L. Orioli, A. Scozzafava, L. Messori, and P. Carloni, EXAFS 
Studies Of Fe(III)-Phosvitin At High Metal To Protein Ratios. Biometals, 1994. 
7(2): p. 104-108. 
348. Mangani S., P.L. Orioli, and P. Carloni, EXAFS Investigation On Nickel 
Substituted Cu, Zn Bovine Superoxide-Dismutase. Inorganica Chimica Acta, 
1994. 216(1-2): p. 121-124. 
349. Banci L., P. Carloni, and G.G. Savellini, Molecular-Dynamics Studies On 
Peroxidases – A Structural Model For Horseradish-Peroxidase And A Substrate 
Adduct. Biochemistry, 1994. 33(41): p. 12356-12366. 
350. Banci L., P. Carloni, and P.L. Orioli, Molecular-Dynamics Studies On 
Mutants Of Cu, Zn Superoxide-Dismutase – The Functional-Role Of Charged 
Residues In The Electrostatic Loop-VII. Proteins-Structure Function and 
Genetics, 1994. 18(3): p. 216-230. 
351. Banci L., I. Bertini, B. Bruni, P. Carloni, C. Luchinat, S. Mangani, 
P.L. Orioli, M. Piccioli, W. Ripniewski, and K.S. Wilson, X-Ray, NMR And 



68 Doctor Honoris Causa

Molecular-Dynamics Studies On Reduced Bovine Superoxide-Dismutase – 
Implications For The Mechanism. Biochemical and Biophysical Research 
Communications, 1994. 202(2): p. 1088-1095. 
352. Banci L., I. Bertini, F. Capozzi, P. Carloni, S. Ciurli, C. Luchinat, and M. 
Piccioli, The Iron-Sulfur Cluster In The Oxidized High-Potential Iron Protein 
From Ectothiorhodospira-Halophila. Journal of the American Chemical 
Society, 1993. 115(9): p. 3431-3440. 
353. Mangani S., P. Carloni, M.S. Viezzoli, and J.E. Coleman, EXAFS Study Of 
The Active-Site Of Alkaline-Phosphatase From Escherichia-Coli. Inorganica 
Chimica Acta, 1992. 191(2): p. 161-165. 
354. Mangani S., P. Carloni, and P. Orioli, X-Ray-Diffraction Study Of 
The Interaction Between Carboxypeptidase-A And (S)-(+)-1-Amino-2-
Phenylethyl Phosphonic Acid. European Journal of Biochemistry, 1992. 
203(1-2): p. 173-177. 
355. Mangani S., P. Carloni, and P. Orioli, Crystal-Structure Of The 
Complex Between Carboxypeptidase-A And The Biproduct Analog Inhibitor 
L-Benzylsuccinate At 2.0-A Resolution. Journal of Molecular Biology, 1992. 
223(2): p. 573-578. 
356. Mangani S., P. Carloni, and P. Orioli, X-Ray-Diffraction Studies On 
Carboxypeptidase-A Complexes – The Zinc Stereochemistry. Coordination 
Chemistry Reviews, 1992. 120: p. 309-324. 
357. Banci L., P. Carloni, G. Lapenna, and P.L. Orioli, Molecular-Dynamics 
Studies On Superoxide-Dismutase And Its Mutants – The Structural And 
Functional-Role Of ARG-143. Journal of the American Chemical Society, 1992. 
114(18): p. 6994-7001.
358. Banci L., I. Bertini, P. Carloni, C. Luchinat, and P.L. Orioli, Molecular-
Dynamics Simulations On HIPIP From Chromatium-Vinosum And 
Comparison With NMR Data. Journal of the American Chemical Society, 1992. 
114(27): p. 10683-10689.

-

-



Publications | Paolo Carloni  

-
-



70 Doctor Honoris Causa



71Doctor Honoris Causa



72 Doctor Honoris Causa



73Doctor Honoris Causa



74 Doctor Honoris Causa



2025
UNIVERSITATEA DIN BUCUREȘTI

Virtute et Sapientia

Șoseaua Panduri nr. 90, București, România
www.unibuc.ro




