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E U R O P E A N  
C U R R I C U L U M  V I T A E  

F O R M A T  

 

 
 
 
 
 
 

PERSONAL INFORMATION 
 

Name  MAURIZIO FERMEGLIA  

Address   

Telephone   

Fax   

E-mail   

 

Nationality  Italian 
 

Date of birth   

 
 
 

WORK EXPERIENCE 
 

• Dates (from – to)   2016 - 2018 

• Name and address of employer  Ministry of Research Education and University, Viale Trastevere, Roma - Italy 

• Type of business or sector  Scientific evaluation of professors (ASN) 

• Occupation or position held  President of the AN commission for sector 09D2 

• Main activities and responsibilities  Evaluation of profiles of candidates to professorships at national level 

 

• Dates (from – to)   2013 - 2019 

• Name and address of employer  University of Trieste, Piazzale Europa 1, 34127 Trieste - Italy 

• Type of business or sector  Rectorate 

• Occupation or position held  Rector of the University of Trieste 

• Main activities and responsibilities  Legal representation and management of the University of Trieste 

 

• Dates (from – to)   2011 - 2017 

• Name and address of employer  DECHEMA, Frankfurt, Germany 

• Type of business or sector  Member of the EU working party on thermodynamics 

• Occupation or position held  Member of the working party of the European federation of chemical engineering on 
thermodynamics and transport properties 

• Main activities and responsibilities  Coordination of scientific activities 

  

• Dates (from – to)   2002 - 

• Name and address of employer  University of Trieste, Piazzale Europa 1, 34127 Trieste - Italy 

• Type of business or sector  Faculty of Engineering, then Department of Engineering and Architecture 

• Occupation or position held  Full Professor of Chemical Engineering 

• Main activities and responsibilities  Coordinator of the MOSE (Molecular Simulation Engineering) laboratory of the University of 
Trieste 

 

• Dates (from – to)    2009 - 2013 

• Name and address of employer  UNEP / MAP- MedPol 48, Vassileos Konstantinou Ave. 11635 Athens - Greece 

• Type of business or sector  UN agency 
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• Occupation or position held  Consultant on PRTR implementation 

• Main activities and responsibilities  Scientific and technical responsibility of PRTR project implementation in developing countries. 

 

• Dates (from – to)  2006 - 2013 

• Name and address of employer  University of Trieste, Piazzale Europa 1, 34127 Trieste - Italy 

• Type of business or sector  PhD Schools 

• Occupation or position held  Director of the PhD School of Nanotechnology of the University of Trieste 

• Main activities and responsibilities  Member of the teachers’ board and, as the school director, coordination of the teaching and 
research activities of its PhD students  

 

• Dates (from – to)   2010 - 2012 

• Name and address of employer  University of Trieste, Piazzale Europa 1, 34127 Trieste - Italy 

• Type of business or sector  Faculty of Engineering 

• Occupation or position held  Director of the Department of Industrial Engineering and Information Technology (DI3) 

• Main activities and responsibilities  Coordination of research activities in industrial engineering, materials engineering and ICT 

 

• Dates (from – to)   2010 - 2012 

• Name and address of employer  University of Trieste, Piazzale Europa 1, 34127 Trieste - Italy 

• Type of business or sector  Administration and scientific coordination 

• Occupation or position held  President of the ‘Council of the scientific structures’ of the University of Trieste (CSS) 

• Main activities and responsibilities  Coordination of research activities and science administration for the University 

 

• Dates (from – to)   1998 - 2011 

• Name and address of employer  ICS – UNIDO, Area Science Park, Padriciano 99, 34012 Trieste - Italy 

• Type of business or sector  UN agency 

• Occupation or position held  Consultant on process simulation for sustainable industrial development 

• Main activities and responsibilities  Training and coordination of activities in the area of sustainable industrial development in 
developing countries. Project leader of PRTR implementation. 

 

• Dates (from – to)  2009 - 2010 

• Name and address of employer  University of Trieste, Piazzale Europa 1, 34127 Trieste - Italy 

• Type of business or sector  Faculty of Engineering 

• Occupation or position held  Director of the Department of Materials and Natural Resources (DMRN) 

• Main activities and responsibilities  Coordination of research activities in process engineering, materials engineering and 
environment 

 

• Dates (from – to)   2006 - 2009 

• Name and address of employer  University of Trieste, Piazzale Europa 1, 34127 Trieste - Italy 

• Type of business or sector  Faculty of Engineering 

• Occupation or position held  Director of the Department of Chemical, Environmental and Raw Materials Engineering 
(DICAMP) 

• Main activities and responsibilities  Coordination of research activities in process engineering, material engineering and environment 

 

• Dates (from – to)   2005 - 2008 

• Name and address of employer  University of Trieste, Piazzale Europa 1, 34127 Trieste - Italy 

• Type of business or sector  Industrial Liaison Office (ILO) 

• Occupation or position held  Member of the scientific committee of Innovaction the Fair of Innovation, put in charge of the 
project by an official Rector’s act 

• Main activities and responsibilities  Member of the scientific committee for Innovaction fair and coordination of the participation of 
the University to the fair. 

 

• Dates (from – to)  1993 - 2006 

• Name and address of employer  Università di Padova, via 8 Febbraio, 2 - 35122 Padova - Italia 

• Type of business or sector  Faculty of Engineering 

• Occupation or position held  Member of the teachers’ board 

• Main activities and responsibilities  Member of the teachers’ board of the PhD in Chemical Engineering, organized by the 
Universities of Trieste and Padua. Coordination of PhD projects. 
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• Dates (from – to)   2004 

• Name and address of employer  University of Trieste, Piazzale Europa 1, 34127 Trieste - Italy 

• Type of business or sector  Faculty of Engineering 

• Occupation or position held  President evaluation committee of CIVR Sector 09 – Industrial Engineering and ICT 

• Main activities and responsibilities  Selection of research product to be presented for the national university evaluation on Sector 09 

 

• Dates (from – to)   1998 - 2003 

• Name and address of employer  University of Trieste, Piazzale Europa 1, 34127 Trieste - Italy 

• Type of business or sector  Rectorate 

• Occupation or position held  Rector’s delegate for the digitalization of the University administration offices  

• Main activities and responsibilities  Coordination of ICT projects: year 2000, Euro, ERP SAP implementation, SAS data warehouse, 
students ID and e-mail system, directory service, faculty logistics and students data base 

 

• Dates (from – to)   1992 -2002 

• Name and address of employer  University of Trieste, Piazzale Europa 1, 34127 Trieste - Italy 

• Type of business or sector  Faculty of Engineering 

• Occupation or position held  Associate Professor of Chemical Engineering 

• Main activities and responsibilities  Research and teaching activities in Chemical Engineering 

 

• Dates (from – to)   1983 - 1992 

• Name and address of employer  University of Trieste, Piazzale Europa 1, 34127 Trieste - Italy 

• Type of business or sector  Faculty of Engineering 

• Occupation or position held  Assistant Professor of Chemical Engineering 

• Main activities and responsibilities  Research and teaching activities in Chemical Engineering 

 
 
 

EDUCATION AND TRAINING 
 

• Dates (from – to)  2002 

• Name and type of organisation 
providing education and training 

 Italian Ministry of University 

• Principal subjects/occupational 
skills covered 

 Chemical Engineering Principles 

• Title of qualification awarded  Full Professor 

• Level in national classification   

 

• Dates (from – to)  1992 

• Name and type of organisation 
providing education and training 

 Italian Ministry of University 

• Principal subjects/occupational 
skills covered 

 Chemical Engineering Principles 

• Title of qualification awarded  Associate Professor 

• Level in national classification   

 

• Dates (from – to)  1983 

• Name and type of organisation 
providing education and training 

 Italian Ministry of University 

• Principal subjects/occupational 
skills covered 

 Chemical Engineering Principles 

• Title of qualification awarded  Assistant Professor 

• Level in national classification   

 

• Dates (from – to)  1981 - 1982 

• Name and type of organisation 
providing education and training 

 Technical University of Denmanrk, Lyngby 

• Principal subjects/occupational  Chemical Engineering Principles 
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skills covered 

• Title of qualification awarded  Researcher 

• Level in national classification   

 

• Dates (from – to)  1980 - 1981 

• Name and type of organisation 
providing education and training 

 Italian Ministry of Defense 

• Principal subjects/occupational 
skills covered 

 Military service as on officer of Alpine infantry 

• Title of qualification awarded  Lieutenant, then Captain 

• Level in national classification   

 
 

• Dates (from – to)  1974 - 1979 

• Name and type of organisation 
providing education and training 

 University of Trieste, Faculty of Engineering 

• Principal subjects/occupational 
skills covered 

 Chemical Engineering 

• Title of qualification awarded  MSc in Chemical Engineering 

• Level in national classification   

 

• Dates (from – to)  1974 

• Name and type of organisation 
providing education and training 

 Liceo Scientifico G. Oberdan – Trieste, Italy 

• Principal subjects/occupational 
skills covered 

 Scientific curriculum 

• Title of qualification awarded  High school graduation 

• Level in national classification   

 

 
PERSONAL SKILLS AND 

COMPETENCES 
Acquired in the course of life and career 

but not necessarily covered by formal 

certificates and diplomas. 

 

Mother tongue(s) ITALIAN 
  

Other language(s) ENGLISH, SPANISH, FRENCH 

Self-assessment  Understanding Speaking Writing 

European level (*)  Listening Reading Spoken interaction Spoken production  

English   C2  C2  C2  C2  C2 

Spanish   B1  B2  A2  A2  A1 

French   A1  A1  A1  A1  A1 

 (*) Common European Framework of Reference for Languages 

 

SOCIAL SKILLS AND 

COMPETENCES 
Living and working with other people, in 
multicultural environments, in positions 
where communication is important and 
situations where teamwork is essential 

(for example culture and sports), etc. 

 I GAINED EXCELLENT MANAGING SKILLS DURING THE EXPERIENCES IN THE MANAGEMENT OF RESEARCH 

GROUPS, THE MILITARY SERVICE, DIRECTOR OF THE DEPARTMENT AND PHD SCHOOLS AND ABOVE ALL IN 

THE MANAGEMENT OF THE UNIVERSITY OF TRIESTE FOR 5 YEARS. THE SAME EXPERIENCES ALLOWED ME 

TO GAIN RELATIONAL SKILLS AND WORKGROUP CAPACITY. IN MORE THAN 15 YEARS OF EXPERIENCE 

WORKING WITH EU ORGANIZATIONS SPECIFICALLY FOR DEVELOPING AND EMERGING COUNTRIES I GOT 

SKILLS IN DEALING WITH MULTI LANGUAGE AND MULTI ETHNIC GROUPS. 

 

ORGANISATIONAL SKILLS AND 

COMPETENCES   

Coordination and administration of 

 IN MOST OF THE ACTIVITIES CARRIED OUT DURING MY PROFESSION I HAD TO LEAD, ORGANIZE AND 

MANAGE GROUP  ACTIVITIES. DURING THE MILITARY SERVICE I HAD THE RESPONSIBILITY OF SOLDIERS IN 

OUTDOOR ACTIVITIES IN THE ALPS, IN SPORT ACTIVITY I WAS TRAINER AND PROFESSIONAL PLAYER  AND I 

http://europass.cedefop.europa.eu/LanguageSelfAssessmentGrid/en
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people, projects and budgets; at work, in 
voluntary work (for example culture and 

sports) and at home, etc. 

ALSO WAS INSTRUCTOR OF MOUNTAINEERING, LEADING  GROUPS OF PEOPLE IN THE MOUNTAINS. I WAS 

RESPONSIBLE OF ALPINE RESCUE TEAM IN FRIULI REGION IN ITALY, THUS MANAGING THE RESCUE 

ACTIONS. AT THE UNIVERSITY, I MANAGED RESEARCH PROJECTS AND COORDINATED RESEARCH 

ACTIVITIES. 

 

TECHNICAL SKILLS AND 

COMPETENCES 

With specific kinds of equipment, 
machinery, etc. 

 MY RESEARCH ACTIVITY IS CARRIED OUT AT THE ‘DEPARTMENT OF ENGINEERING AND ARCHITECTURE 

OF THE UNIVERSITY OF TRIESTE. THE MAIN RESEARCH ACTIVITIES ARE FOCUSED ON  MULTISCALE 

MODELING FOR MANAGING THE COMPLEXITY OF PROCESS – PRODUCT DESIGN, SUSTAINABLE PROCESS 

DESIGN AND ANALYSIS, THEORY, MODELING AND SIMULATION OF NANOSTRUCTURED MATERIALS, DRUG 

DESIGN AND DESIGN OF CONTROLLED RELEASE PROCESSES. OTHER FIELD OF INTEREST IS TRANSPORT 

AND THERMODYNAMIC PROPERTY, THEIR EXPERIMENTAL DETERMINATION, CORRELATION AND 

PREDICTION. IN THIS FIELD, I HAVE DONE EXPERIMENTAL WORK IN THE DETERMINATION OF PHASE 

EQUILIBRIA (VAPOR - LIQUID, LIQUID - LIQUID AND GAS -LIQUID) DATA, CORRELATION AND PREDICTION OF 

EXPERIMENTAL DATA BY MEANS OF DIFFERENT MODELS (EXCESS GIBBS ENERGY MODELS AND 

EQUATIONS OF STATE), APPLICATION OF THE MODELS TO THE SIMULATION OF CHEMICAL PROCESSES 

(STEADY STATE AND DYNAMIC PROCESSES).  

THE RESEARCH ACTIVITY CAN BE SUMMARIZED IN THE FOLLOWING AREAS: 

1. EXPERIMENTAL DETERMINATIONS 
a. EXPERIMENTAL DETERMINATION OF PHASE EQUILIBRIUM 
b. DATA COLLECTION 
c. EXPERIMENTAL DETERMINATION OF TRANSPORT PROPERTIES 

2. MULTISCALE MOLECULAR MODELING 
a. THERMO PHYSICAL PROPERTIES FOR REFRIGERANTS AND ORGANICS 
b. THERMO PHYSICAL PROPERTIES FOR POLYMERS AND POLYMER SYSTEMS 

INCLUDING BLENDS 
c. TRANSPORT PROPERTIES FOR POLYMERS 
d. NANOTECHNOLOGY AND NANOCOMPOSITES  
e. CHEMICAL REACTION ENGINEERING  
f. MOLECULAR MODELING FOR BIOLOGICAL SYSTEMS 

3. CHEMICAL ENGINEERING THERMODYNAMICS 
a. EXCESS GIBBS ENERGY MODELS DEVELOPMENT 
b. EQUATIONS OF STATE DEVELOPMENT 
c. THERMODYNAMICS OF POLYMER SYSTEMS AND GELS 

4. PROCESS ENGINEERING 
a. TRADITIONAL PROCESSES 
b. NON TRADITIONAL PROCESSES 

 

IN COMPUTER SCIENCE, MY MAIN RESEARCH ACTIVITY IS IN THE DATA BASE AND INTERNET FIELDS, 
WHERE I FOCUSED ON THE DIFFERENT ASPECTS AND POSSIBILITIES OF PUBLISHING DATA BASE 

INFORMATION IN THE WWW. IN THIS FIELD, I PERFORMED DESIGN AND DEVELOPMENT OF DATA BASE 

SYSTEMS, WITH PARTICULAR ATTENTION TO DATA BASE OF PHYSICAL PROPERTIES, TOXICOLOGICAL DATA 

AND POLLUTANT RELEASES.  

IN THE AREA OF NANOMATERIALS I WAS THE LOCAL LEADER OF SEVERAL EU FP6, FP7 AND H2020 

PROJECTS DEALING WITH MODELING AND SIMULATION. I WAS SCIENTIFIC CONSULTANT OF ICS - UNIDO 

WITHIN THE SUBPROGRAM 'PROCESS SIMULATION' FROM 1998 TO 2011 AND OF UNEP FOR THE 

IMPLEMENTATION OF PRTR IN DIFFERENT COUNTRIES.  

I AM IUPAC FELLOWS FROM 2003. I AM MEMBER OF THE EUROPEAN WORKING PARTY OF 

THERMODYNAMICS AND TRANSPORT PROPERTIES. 

 

COMPUTER SKILLS AND 

COMPETENCES 

 FTN JAVA, C#, VISUAL BASIC PROGRAMMER. DATA BASE DEVELOPER. WINDOWS SYSTEM ENGINEER. 
ADVANCED USER OF PROCESS SIMULATION AND MOLECULAR SIMULATION SOFTWARE.  DATA BASE 

ADMINISTRATOR. COMPUTER NETWORK DESIGN AND COMPUTER SYSTEM ARCHITECTURES DESIGN. 
DESIGN AND DEVELOPMENT OF APPLICATIONS AND DATA BASES 

 

ARTISTIC SKILLS AND 

COMPETENCES 
Music, writing, design, etc. 

 I WAS A MEMBER OF A MUSICAL GROUP OF CLASSICAL AND FOLK MUSIC, WHERE I WAS PLAYING STRING 

INSTRUMENTS. 

 

OTHER SKILLS AND 

COMPETENCES 

Competences not mentioned above. 

 SPORTS PERFORMED: VOLLEYBALL, MOTORCYCLING, TENNIS, CLIMBING SKI, BASKET, ATHLETIC. I WAS 

MOUNTAINEERING AND SKI INSTRUCTOR FROM 1985 TO 2005. I PARTICIPATED TO DIFFERENT 

MOUNTAINEERING EXTRA EUROPEAN EXPEDITIONS IN THE EIGHTIES. I WAS A MEMBER OF THE NATIONAL 
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ALPINE RESCUE TEAM FROM 1982 TO 2000. I AM ACADEMIC MEMBER OF THE ITALIAN ALPINE CLUB.  

 

 

DRIVING LICENSE  LICENSE B (CAR) 
ITALIAN MOUNTAINEERING INSTRUCTOR 
ITALIAN SKI-TOURING INSTRUCTOR  

 

ADDITIONAL INFORMATION  I PUBLISHED MORE THAN 200 PEER REVIEWED JOURNAL ARTICLES AND BOOK CHAPTERS AND I MADE 

MORE THAN 200 CONFERENCE PRESENTATIONS AS INVITED PLENARY, KEYNOTE, ORAL OR POSTER 

PRESENTER. I HAVE ALSO GIVEN INVITED LECTURES SEMINARS AT NUMEROUS COMPANIES AND 

ACADEMIC INSTITUTIONS AND ORGANIZED SEVERAL WORKSHOPS ON TOPICS RELATED TO PROCESS 

ENGINEERING, NANOTECHNOLOGY AND MULTISCALE MODELING. I SUPERVISED DOZENS OF MASTER 

THESIS IN CHEMICAL ENGINEERING AND COMPUTER TECHNOLOGY AS WELL AS PH.D. PROJECTS AT THE 

UNIVERSITY OF PADOVA AND AT THE UNIVERSITY OF TRIESTE. IN THE AREA OF NANOMATERIALS I WAS 

THE LOCAL LEADER OF SEVERAL EU FP6 AND FP7 AND H2020 PROJECTS DEALING WITH MODELING AND 

SIMULATION. I WAS SCIENTIFIC CONSULTANT OF ICS - UNIDO WITHIN THE SUBPROGRAM 'PROCESS 

SIMULATION' FROM 1999 TO 2011 AND OF UNEP FOR THE IMPLEMENTATION OF PRTR IN DIFFERENT 

COUNTRIES FROM 2005 TO 2013.  
MORE INFORMATION IN WWW.MOSE.UNITS.IT  . H INDEX IN 2019 IS 46; NUMBER OF CITATIONS 7065; 
I10 INDEX 139; TOTAL NUMBER OF PAPERS 533 (GOOGLE SCHOLAR). 

 

ANNEXES  LISTS OF PUBLICATIONS AND RESEARCH PROJECTS ARE AVAILABLE AT WWW.MOSE.UNITS.IT  

 
 

 
 

 

http://www.mose.units.it/
http://www.mose.units.it/
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Appendix 1: teaching activity 

Main teaching activity at the University of Trieste :  

 Chemical Engineering principles II from 1990 to 2003 

 Chemical reaction engineering from 2002 to 2009 

 Chemical and biochemical reaction engineering from 2009 to now 

 Process simulation from 2003 to 2006. 

 Process and product design from 2011 to 2017. 

 Data base design from 1994 to 2014 

 Advanced Data base design from 2004 to 2009. 

 

Appendix 2: scientific projects 

Main International research projects of the last 10 years: 

 Innovative Molecular modeling approach to up grade polymeric materials from post 

industrial rejects (MoMo), EU STREP - FP6: 2004 – 2006. 

 MOMO: Innovative Molecular modeling approach to up grade polymeric materials from 

post industrial rejects, FP6: 2004 – 2006. 

 MULTIPRO: Design of ‘tailor to made’ MULTIfunctional organic material by 

molecular modeling of structure property relationship, experimentation and PROcessing: 

FP6: 2006-2008. 

 MULTYHYBRID: Innovative sensor-based procesing technology of nanoscrutured 

multifunctioanl hybrids and composites, FP6: 2006-2009. 

 NANOMODEL: Multi-Scale Modelling of Nano-Structured Polymeric Materials: From 

Chemistry to Materials Performance, FP7, 2008-2011. 

 MODENA: MOdelling of morphology DEvelopment of micro- and NAnostructures 

(MoDeNa), FP7, 2013-2016. 

 COMPOSELECTOR: (NMP NMBP-23-2016)— Advancing the integration of Materials 

Modelling in Business Processes to enhance effective industrial decision making and 

increase competitiveness, H2020, 2016- 2019. 

 Novel direct HRTEM imaging of DNA, DNA/proteins interaction and cell membrane 

structure,  CRG Proposal Framework collaboration KAUST – University of Trieste. 

2017 - .  

  

 

Appendix 3: publications 

Scopus summary table (July 2019) 
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Publication list (2008 – 2018 from Scopus). 

 
1. Laurini, Erik; Marson, Domenico; Fermeglia, Maurizio; Pricl, Sabrina, Multimodel approach for 

accurate determination of industry-driven properties for Polymer Nanocomposite Materials, 
JOURNAL OF COMPUTATIONAL SCIENCE, 2018, 26, 28-38.  

2. Marson, Domenico; Laurini, Erik; Fermeglia, Maurizio; Smith, David K.; Pricl, Sabrina, Mallard 
Blue binding to heparin, its SDS micelle-driven de-complexation, and interaction with human 
serum albumin: A combined experimental/modeling investigation, FLUID PHASE EQUILIBRIA, 
2018, 470, 259-267.  

3. Loddo, Roberta; Francesconi, Valeria; Laurini, Erik; Boccardo, Silvia; Aulic, Suzana; Fermeglia, 
Maurizio; Pricl, Sabrina; Tonelli, Michele, 9-Aminoacridine-based agents impair the bovine viral 
diarrhea virus (BVDV) replication targeting the RNA-dependent RNA polymerase (RdRp), 
BIOORGANIC & MEDICINAL CHEMISTRY, 2018, 26, 855-868.  

4. Carta, Antonio; Sanna, Giuseppina; Briguglio, Irene; Madeddu, Silvia; Vitale, Gabriella; Piras, 
Sandra; Corona, Paola; Peana, Alessandra Tiziana; Laurini, Erik; Fermeglia, Maurizio; Pricl, 
Sabrina; Serra, Alessandra; Carta, Elisa; Loddo, Roberta; Giliberti, Gabriele, Quinoxaline 
derivatives as new inhibitors of coxsackievirus B5, EUROPEAN JOURNAL OF MEDICINAL 
CHEMISTRY, 2018, 145, 559-569. 

5. Karimi, Mohsen; Marchisio, Daniele; Laurini, Erik; Fermeglia, Maurizio; Pricl, Sabrina, Bridging 
the gap across scales: Coupling CFD and MD/GCMC in polyurethane foam simulation, 
CHEMICAL ENGINEERING SCIENCE, 2018, 178, 39-47.  

6. Kokornaczyk, A.K., Schepmann, D., Yamaguchi, J., Itami, K., Laurini, E., Fermeglia, M., Pricl, S., 
Wünsch, B.;Thiazole-Based σ Receptor Ligands: Diversity by Late-Stage C−H Arylation of 
Thiazoles, Structure–Affinity and Selectivity Relationships, and Molecular 
Interactions;2017;12:1070-1080 

7. Ferkl, P., Toulec, M., Laurini, E., Pricl, S., Fermeglia, M., Auffarth, S., Eling, B., Settels, V., Kosek, 
J.;Multi-scale modelling of heat transfer in polyurethane foams;2017;172:323-334 

8. Zampieri, D., Vio, L., Fermeglia, M., Pricl, S., Wünsch, B., Schepmann, D., Romano, M., Mamolo, 
M.G., Laurini, E.;Computer-assisted design, synthesis, binding and cytotoxicity assessments of 
new 1-(4-(aryl(methyl)amino)butyl)-heterocyclic sigma 1 ligands;2016;121:712-726 
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9. Petrescu, L., Fermeglia, M., Cormos, C.-C.;Life Cycle Analysis applied to acrylic acid production 
process with different fuels for steam generation;2016;133:294-303 

10. Laurini, E., Marson, D., Posocco, P., Fermeglia, M., Pricl, S.;Structure and binding 
thermodynamics of viologen-phosphorous dendrimers to human serum albumin: A combined 
computational/experimental investigation;2016;422:18-31 

11. Chen, C., Posocco, P., Liu, X., Cheng, Q., Laurini, E., Zhou, J., Liu, C., Wang, Y., Tang, J., Col, V.D., 
Yu, T., Giorgio, S., Fermeglia, M., Qu, F., Liang, Z., Rossi, J.J., Liu, M., Rocchi, P., Pricl, S., Peng, 
L.;Mastering Dendrimer Self-Assembly for Efficient siRNA Delivery: From Conceptual Design to 
In Vivo Efficient Gene Silencing;2016;:3667-3676 

12. Chen, C., Posocco, P., Liu, X., Cheng, Q., Laurini, E., Zhou, J., Liu, C., Wang, Y., Tang, J., Col, V.D., 
Yu, T., Giorgio, S., Fermeglia, M., Qu, F., Liang, Z., Rossi, J.J., Liu, M., Rocchi, P., Pricl, S., Peng, 
L.;siRNA Delivery: Mastering Dendrimer Self-Assembly for Efficient siRNA Delivery: From 
Conceptual Design to In Vivo Efficient Gene Silencing (Small 27/2016);2016;:3604- 

13. Carta, A., Briguglio, I., Piras, S., Corona, P., Ibba, R., Laurini, E., Fermeglia, M., Pricl, S., Desideri, 
N., Atzori, E.M., La Colla, P., Collu, G., Delogu, I., Loddo, R.;A combined in silico/in vitro 
approach unveils common molecular requirements for efficient BVDV RdRp binding of linear 
aromatic N-polycyclic systems;2016;117:321-334 

14. Laurini, E., Posocco, P., Fermeglia, M., Pricl, S.;MoDeNa Nanotools: An integrated multiscale 
simulation workflow to predict thermophysical properties of thermoplastic 
polyurethanes;2016;15:24-33 

15. Weber, F., Brune, S., Börgel, F., Lange, C., Korpis, K., Bednarski, P.J., Laurini, E., Fermeglia, M., 
Pricl, S., Schepmann, D., Wünsch, B.;Rigidity versus Flexibility: Is This an Issue in σ Receptor 
Ligand Affinity and Activity?;2016;59:5505-5519 

16. Posel, Z., Posocco, P., Lísal, M., Fermeglia, M., Pricl, S.;Highly grafted 
polystyrene/polyvinylpyridine polymer gold nanoparticles in a good solvent: Effects of chain 
length and composition;2016;12:3600-3611 

17. Posocco, P., Hassan, Y.M., Barandiaran, I., Kortaberria, G., Pricl, S., Fermeglia, M.;Combined 
Mesoscale/Experimental Study of Selective Placement of Magnetic Nanoparticles in Diblock 
Copolymer Films via Solvent Vapor Annealing;2016;120:7403-7411 

18. Beiranvand, Z., Bani, F., Kakanejadifard, A., Laurini, E., Fermeglia, M., Pricl, S., Adeli, 
M.;Anticancer drug delivery systems based on specific interactions between albumin and 
polyglycerol;2016;6:11266-11277 

19. Karimi, M., Laurini, E., Fermeglia, M., Pricl, S., Marchisio, D.;Multiscale modeling of reacting 
polymer foams via computational fluid dynamics and molecular dynamics;2016;1:218- 

20. Briguglio, I., Loddo, R., Laurini, E., Fermeglia, M., Piras, S., Corona, P., Giunchedi, P., Gavini, E., 
Sanna, G., Giliberti, G., Ibba, C., Farci, P., La Colla, P., Pricl, S., Carta, A.;Synthesis, cytotoxicity 
and antiviral evaluation of new series of imidazo[4,5-g[quinoline and pyrido[2,3-
g[quinoxalinone derivatives;2015;105:63-79 

21. Wei, T., Chen, C., Liu, J., Liu, C., Posocco, P., Liu, X., Cheng, Q., Huo, S., Liang, Z., Fermeglia, M., 
Pricl, S., Liang, X.-J., Rocchi, P., Peng, L.;Anticancer drug nanomicelles formed by self-
assembling amphiphilic dendrimer to combat cancer drug resistance;2015;112:2978-2983 

22. Marson, D., Laurini, E., Posocco, P., Fermeglia, M., Pricl, S.;Cationic carbosilane dendrimers and 
oligonucleotide binding: An energetic affair;2015;7:3876-3887 

23. Zampieri, D., Laurini, E., Vio, L., Fermeglia, M., Pricl, S., Wunsch, B., Schepmann, D., Mamolo, 
M.G.;Improving selectivity preserving affinity: New piperidine-4-carboxamide derivatives as 
effective sigma-1-ligands;2015;90:797-808 

24. Pricl, S., Cortelazzi, B., Dal Col, V., Marson, D., Laurini, E., Fermeglia, M., Licitra, L., Pilotti, S., 
Bossi, P., Perrone, F.;Smoothened (SMO) receptor mutations dictate resistance tovismodegib in 
basal cell carcinoma;2015;9:389-397 

25. Brambilla, L., Genini, D., Laurini, E., Merulla, J., Perez, L., Fermeglia, M., Carbone, G.M., Pricl, S., 
Catapano, C.V.;Hitting the right spot: Mechanism of action of OPB-31121, a novel and potent 
inhibitor of the Signal Transducer and Activator of Transcription 3 (STAT3);2015;9:1194-1206 

26. Rossi, D., Marra, A., Rui, M., Laurini, E., Fermeglia, M., Pricl, S., Schepmann, D., Wuensch, B., 
Peviani, M., Curti, D., Collina, S.;A step forward in the sigma enigma: A role for chirality in the 
sigma1 receptor-ligand interaction?;2015;6:138-146 
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27. Liu, X., Zhou, J., Yu, T., Chen, C., Cheng, Q., Sengupta, K., Huang, Y., Li, H., Liu, C., Wang, Y., 
Posocco, P., Wang, M., Cui, Q., Giorgio, S., Fermeglia, M., Qu, F., Pricl, S., Shi, Y., Liang, Z., 
Rocchi, P., Rossi, J.J., Peng, L.;Adaptive amphiphilic dendrimer-based nanoassemblies as robust 
and versatile siRNA delivery systems;2014;53:11822-11827 

28. Bromfield, S.M., Posocco, P., Fermeglia, M., Tolosa, J., Herreros-López, A., Pricl, S., Rodríguez-
López, J., Smith, D.K.;Shape-persistent and adaptive multivalency: Rigid transgeden (TGD) and 
flexible PAMAM dendrimers for heparin binding;2014;20:9666-9674 

29. Wang, Y., Liu, X., Laurini, E., Posocco, P., Ziarelli, F., Fermeglia, M., Qu, F., Pricl, S., Zhang, C.-C., 
Peng, L.;Mimicking the 2-oxoglutaric acid signalling function using molecular probes: Insights 
from structural and functional investigations;2014;12:4723-4729 

30. Brune, S., Schepmann, D., Klempnauer, K.-H., Marson, D., Dal Col, V., Laurini, E., Fermeglia, M., 
Wünsch, B., Pricl, S.;The sigma enigma: In vitro / in silico site-directed mutagenesis studies 
unveil σ1 receptor ligand binding;2014;53:2993-3003 

31. Gibbons, D.L., Pricl, S., Posocco, P., Laurini, E., Fermeglia, M., Sun, H., Talpaz, M., Donato, N., 
Quintás-Cardama, A.;Molecular dynamics reveal BCR-ABL1 polymutants as a unique 
mechanism of resistance to PAN-BCR-ABL1 kinase inhibitor therapy;2014;111:3550-3555 

32. Zampieri, D., Laurini, E., Vio, L., Golob, S., Fermeglia, M., Pricl, S., Mamolo, M.G.;Synthesis and 
receptor binding studies of some new arylcarboxamide derivatives as sigma-1 
ligands;2014;24:1021-1025 

33. Barnard, A., Posocco, P., Fermeglia, M., Tschiche, A., Calderon, M., Pricl, S., Smith, D.K.;Double-
degradable responsive self-assembled multivalent arrays-temporary nanoscale recognition 
between dendrons and DNA;2014;12:446-455 

34. Ottaviani, M.F., Cangiotti, M., Fattori, A., Coppola, C., Posocco, P., Laurini, E., Liu, X., Liu, C., 
Fermeglia, M., Peng, L., Pricl, S.;Copper(ii) binding to flexible triethanolamine-core PAMAM 
dendrimers: A combined experimental/in silico approach;2014;16:685-694 

35. Laurini, E., Posocco, P., Fermeglia, M., Gibbons, D.L., Quintás-Cardama, A., Pricl, S.;Through the 
open door: Preferential binding of dasatinib tothe active form of BCR-ABL unveiled by in silico 
experiments;2013;7:968-975 

36. Liu, X., Wang, Y., Laurini, E., Posocco, P., Chen, H., Ziarelli, F., Janicki, A., Qu, F., Fermeglia, M., 
Pricl, S., Zhang, C.-C., Peng, L.;Structural requirements of 2-oxoglutaric acid analogues to mimic 
its signaling function;2013;15:4662-4665 

37. Rossi, D., Pedrali, A., Gaggeri, R., Marra, A., Pignataro, L., Laurini, E., DalCol, V., Fermeglia, M., 
Pricl, S., Schepmann, D., Wünsch, B., Peviani, M., Curti, D., Collina, S.;Chemical, 
pharmacological, and in vitro metabolic stability studies on enantiomerically pure RC-33 
compounds: Promising neuroprotective agents acting as σ<inf>1</inf> receptor 
agonists;2013;8:1514-1527 

38. Posocco, P., Liu, X., Laurini, E., Marson, D., Chen, C., Liu, C., Fermeglia, M., Rocchi, P., Pricl, S., 
Peng, L.;Impact of siRNA overhangs for dendrimer-mediated siRNA delivery and gene 
silencing;2013;10:3262-3273 

39. Fermeglia, M., Posocco, P., Pricl, S.;Nano tools for macro problems: Multiscale molecular 
modeling of nanostructured polymer systems;2013;20:379-394 

40. Conca, E., Miranda, C., Col, V.D., Fumagalli, E., Pelosi, G., Mazzoni, M., Fermeglia, M., Laurini, 
E., Pierotti, M.A., Pilotti, S., Greco, A., Pricl, S., Tamborini, E.;Are two better than one? A novel 
double-mutant KIT in GIST that responds to Imatinib;2013;7:756-762 

41. Bromfield, S.M., Posocco, P., Fermeglia, M., Pricl, S., Rodríguez-López, J., Smith, D.K.;A simple 
new competition assay for heparin binding in serum applied to multivalent PAMAM 
dendrimers;2013;49:4830-4832 

42. Rossi, D., Marra, A., Picconi, P., Serra, M., Catenacci, L., Sorrenti, M., Laurini, E., Fermeglia, M., 
Pricl, S., Brambilla, S., Almirante, N., Peviani, M., Curti, D., Collina, S.;Identification of RC-33 as a 
potent and selective σ1 receptor agonist potentiating NGF-induced neurite outgrowth in PC12 
cells. Part 2: G-Scale synthesis, physicochemical characterization and in vitro metabolic 
stability;2013;21:2577-2586 

43. Posel, Z., Posocco, P., Fermeglia, M., Lísal, M., Pricl, S.;Modeling hierarchically structured 
nanoparticle/diblock copolymer systems;2013;9:2936-2946 
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44. Bromfield, S.M., Barnard, A., Posocco, P., Fermeglia, M., Pricl, S., Smith, D.K.;Mallard blue: A 
high-affinity selective heparin sensor that operates in highly competitive 
media;2013;135:2911-2914 

45. Posocco, P., Pricl, S., Fermeglia, M.;Multiscale modeling approach for polymeric 
nanocomposites;2013;:95-128 

46. Marson, D., Dal Col, V., Posocco, P., Laurini, E., Fermeglia, M., Pricl, S.;Genes within bottles. 
Synergism between simulation and experiment in designing nanovectors for DNA/RNA 
delivery;2012;26:447-465 

47. Laurini, E., Marson, D., Dal Col, V., Fermeglia, M., Mamolo, M.G., Zampieri, D., Vio, L., Pricl, 
S.;Another brick in the wall. Validation of the σ<inf>1</inf> receptor 3d model by computer-
assisted design, synthesis, and activity of new σ<inf>1</inf> ligands;2012;9:3107-3126 

48. Posocco, P., Laurini, E., Dal Col, V., Marson, D., Karatasos, K., Fermeglia, M., Pricl, S.;Tell me 
something I do not know. Multiscale molecular modeling of dendrimer/ dendron organization 
and self-assembly in gene therapy;2012;19:5062-5087 

49. Posocco, P., Gentilini, C., Bidoggia, S., Pace, A., Franchi, P., Lucarini, M., Fermeglia, M., Pricl, S., 
Pasquato, L.;Self-organization of mixtures of fluorocarbon and hydrocarbon amphiphilic 
thiolates on the surface of gold nanoparticles;2012;6:7243-7253 

50. Braiuca, P., Khaliullin, I., Švedas, V., Knapic, L., Fermeglia, M., Halling, P.J., Gardossi, L.;BESSICC, 
a COSMO-RS based tool for in silico solvent screening of biocatalyzed reactions;2012;109:1864-
1868 

51. Nieto, D.R., Santese, F., Toth, R., Posocco, P., Pricl, S., Fermeglia, M.;Simple, fast, and accurate 
in silico estimations of contact angle, surface tension, and work of adhesion of water and oil 
nanodroplets on amorphous polypropylene surfaces;2012;4:2855-2859 

52. Xia, Y., Viel, S., Wang, Y., Ziarelli, F., Laurini, E., Posocco, P., Fermeglia, M., Qu, F., Pricl, S., Peng, 
L.;Rationalizing the F⋯S interaction discovered within a tetrafluorophenylazido-containing 
bola-phospholipid;2012;48:4284-4286 

53. Toth, R., Santese, F., Pereira, S.P., Nieto, D.R., Pricl, S., Fermeglia, M., Posocco, P.;Size and 
shape matter! A multiscale molecular simulation approach to polymer 
nanocomposites;2012;22:5398-5409 

54. Liu, X., Wu, J., Yammine, M., Zhou, J., Posocco, P., Viel, S., Liu, C., Ziarelli, F., Fermeglia, M., 
Pricl, S., Victorero, G., Nguyen, C., Erbacher, P., Behr, J.-P., Peng, L.;Structurally flexible 
triethanolamine core pamam dendrimers are effective nanovectors for DNA transfection in 
vitro and in vivo to the mouse thymus;2011;22:2461-2473 

55. Laurini, E., Col, V.D., Mamolo, M.G., Zampieri, D., Posocco, P., Fermeglia, M., Vio, L., Pricl, 
S.;Homology model and docking-based virtual screening for ligands of the σ <inf>1</inf> 
receptor;2011;2:834-839 

56. Carta, A., Briguglio, I., Piras, S., Boatto, G., La Colla, P., Loddo, R., Tolomeo, M., Grimaudo, S., Di 
Cristina, A., Pipitone, R.M., Laurini, E., Paneni, M.S., Posocco, P., Fermeglia, M., Pricl, S.;3-Aryl-
2-[1H-benzotriazol-1-yl]acrylonitriles: A novel class of potent tubulin inhibitors;2011;46:4151-
4167 

57. Liu, X., Chen, H., Laurini, E., Wang, Y., Dal Col, V., Posocco, P., Ziarelli, F., Fermeglia, M., Zhang, 
C.-C., Pricl, S., Peng, L.;2-Difluoromethylene-4-methylenepentanoic acid, a paradoxical probe 
able to mimic the signaling role of 2-oxoglutaric acid in cyanobacteria;2011;13:2924-2927 

58. Jones, S.P., Gabrielson, N.P., Wong, C.-H., Chow, H.-F., Pack, D.W., Posocco, P., Fermeglia, M., 
Pricl, S., Smith, D.K.;Hydrophobically modified dendrons: Developing structure-activity 
relationships for DNA binding and gene transfection;2011;8:416-429 

59. Fermeglia, M., Toma, L., Longo, G.;Process Sustainability Prediction: A computer aided design 
tool for sustainable industrial development;2011;144:165-176 

60. Posocco, P., Posel, Z., Fermeglia, M., Lísal, M., Pricl, S.;A molecular simulation approach to the 
prediction of the morphology of self-assembled nanoparticles in diblock 
copolymers;2010;20:10511-10520 

61. Piscitelli, F., Posocco, P., Toth, R., Fermeglia, M., Pricl, S., Mensitieri, G., Lavorgna, M.;Sodium 
montmorillonite silylation: Unexpected effect of the aminosilane chain length;2010;351:108-
115 
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62. Posocco, P., Fermeglia, M., Pricl, S.;Morphology prediction of block copolymers for drug 
delivery by mesoscale simulations;2010;20:7742-7753 

63. Giliberti, G., Ibba, C., Marongiu, E., Loddo, R., Tonelli, M., Boido, V., Laurini, E., Posocco, P., 
Fermeglia, M., Pricl, S.;Synergistic experimental/computational studies on arylazoenamine 
derivatives that target the bovine viral diarrhea virus RNA-dependent RNA 
polymerase;2010;18:6055-6068 

64. Laurini, E., Zampieri, D., Mamolo, M.G., Vio, L., Zanette, C., Florio, C., Posocco, P., Fermeglia, 
M., Pricl, S.;A 3D-pharmacophore model for σ<inf>2</inf> receptors based on a series of 
substituted benzo[d]oxazol-2(3H)-one derivatives;2010;20:2954-2957 

65. Tonelli, M., Boido, V., Colla, P.L., Loddo, R., Posocco, P., Paneni, M.S., Fermeglia, M., Pricl, 
S.;Pharmacophore modeling, resistant mutant isolation, docking, and MM-PBSA analysis: 
Combined experimental/computer-assisted approaches to identify new inhibitors of the bovine 
viral diarrhea virus (BVDV);2010;18:2304-2316 

66. Cosoli, P., Fermeglia, M., Ferrone, M.;Molecular simulation of atrazine adhesion and diffusion 
in a saturated sand model;2010;19:72-87 

67. Fermeglia, M., Pricl, S.;Multiscale molecular modelling of dispersion of nanoparticles in 
polymer systems of industrial interest;2009;13:261-270 

68. Carta, A., Pricl, S., Piras, S., Fermeglia, M., La Colla, P., Loddo, R.;Activity and molecular 
modeling of a new small molecule active against NNRTI-resistant HIV-1 mutants;2009;44:5117-
5122 

69. Toth, R., Voorn, D.-J., Handgraaf, J.-W., Fraaije, J.G.E.M., Fermeglia, M., Priel, S., Posocco, 
P.;Multiscale computer simulation studies of water-based montmorillonite/ poly(ethylene 
oxide) nanocomposites;2009;42:8260-8270 

70. Fermeglia, M., Pricl, S.;Multiscale molecular modeling in nanostructured material design and 
process system engineering;2009;33:1701-1710 

71. Zampieri, D., Mamolo, M.G., Laurini, E., Florio, C., Zanette, C., Fermeglia, M., Posocco, P., 
Paneni, M.S., Pricl, S., Vio, L.;Synthesis, biological evaluation, and three-dimensional in silico 
pharmacophore model for σ1 receptor ligands based on a series of substituted benzo[d 
]oxazol-2(3H)-one derivatives;2009;52:5380-5393 

72. Conca, E., Negri, T., Gronchi, A., Fumagalli, E., Tamborini, E., Pavan, G.M., Fermeglia, M., 
Pierotti, M.A., Pricl, S., Pilotti, S.;Activate and resist: L576P-KIT in GIST;2009;8:2491-2495 

73. Scocchi, G., Posocco, P., Handgraaf, J.-W., Fraaije, J.G.E.M., Fermeglia, M., Pricl, S.;A complete 
multiscale modelling approach for polymer-clay nanocomposites;2009;15:7586-7592 

74. Woodman, S.E., Trent, J.C., Stemke-Hale, K., Lazar, A.J., Pricl, S., Pavan, G.M., Fermeglia, M., 
Gopal, Y.N.V., Yang, D., Podoloff, D.A., Ivan, D., Kim, K.B., Papadopoulos, N., Hwu, P., Mills, 
G.B., Davies, M.A.;Activity of dasatinib against L576P KIT mutant melanoma: Molecular, 
cellular, and clinical correlates;2009;8:2079-2085 

75. Zampieri, D., Mamolo, M.G., Laurini, E., Fermeglia, M., Posocco, P., Pricl, S., Banfi, E., Scialino, 
G., Vio, L.;Antimycobacterial activity of new 3,5-disubstituted 1,3,4-oxadiazol-2(3H)-one 
derivatives. Molecular modeling investigations;2009;17:4693-4707 

76. Tonelli, M., Vazzana, I., Tasso, B., Boido, V., Sparatore, F., Fermeglia, M., Paneni, M.S., Posocco, 
P., Pricl, S., Colla, P.L., Ibba, C., Secci, B., Collu, G., Loddo, R.;Antiviral and cytotoxic activities of 
aminoarylazo compounds and aryltriazene derivatives;2009;17:4425-4440 

77. Fermeglia, M., Longo, G., Toma, L.;Computer aided design for sustainable industrial processes: 
Specific tools and applications;2009;55:1065-1078 

78. Negri, T., Pavan, G.M., Virdis, E., Greco, A., Fermeglia, M., Sandri, M., Pricl, S., Pierotti, M.A., 
Pilotti, S., Tamborini, E.;T670X KIT mutations in gastrointestinal stromal tumors: Making sense 
of missense;2009;101:194-204 

79. Cosoli, P., Ferrone, M., Pricl, S., Fermeglia, M.;Hydrogen sulphide removal from biogas by 
zeolite adsorption. Part I. GCMC molecular simulations;2008;145:86-92 

80. Fermeglia, M., Maly, M., Posocco, P., Pricl, S.;Multiscale molecular modeling of hybrid organic-
inorganic nanocomposites of type I and II;2008;54:265-269 

81. Cosoli, P., Ferrone, M., Pricl, S., Fermeglia, M.;Hydrogen sulfide removal from biogas by zeolite 
adsorption. Part II. MD simulations;2008;145:93-99 
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82. Fermeglia, M., Pricl, S., Posocco, P., Mály, M., Lisal, M.;Computer simulation of hybrid organic-
inorganic nanocomposites;2008;:- 

83. Pricl, S., Scocchi, G., Fermeglia, M., Handgraaf, J.-W., Fraaije, J.;A complete multiscale modeling 
approach for nanocomposites;2008;:- 

84. Pricl, S., Posocco, P., Mály, M., Lisal, M., Fermeglia, M.;Beyond patterns to mechanisms. 
Multiscale molecular simulations of nanoparticles/block copolymers self-assembled bulk 
nanocomposites;2008;:- 

85. Pricl, S., Posocco, P., Pavan, G.M., Scocchi, G., Mály, M., Malek, A., Fermeglia, M., Danani, A., 
Catapano, C.;Finding your way. The drude initiative for nanocarriers in delivery of small 
interfering RNA therapeutics;2008;:- 

86. Posocco, P., Pavan, G.M., Scocchi, G., Handgraaf, J.-W., Malek, A., Maly, M., Fermeglia, M., 
Fraaije, J.G.E.M., Catapano, C.V., Danani, A., Pricl, S.;Base invaders. Coupling experiments and 
multiscale modeling of dendrimer-based siRNA delivery agents;2008;57:154-159 

87. Fermeglia, M.;Multiscale molecular modeling: a tool for the design of nano structured 
materials;2008;25:725- 

88. Fermeglia, M., Longo, G., Toma, L.;Cowar: A cape open software module for the evaluation of 
process sustainability;2008;27:373-382 

89. Tonelli, M., Boido, V., Canu, C., Sparatore, A., Sparatore, F., Paneni, M.S., Fermeglia, M., Pricl, 
S., La Colla, P., Casula, L., Ibba, C., Collu, D., Loddo, R.;Antimicrobial and cytotoxic 
arylazoenamines. Part III: Antiviral activity of selected classes of 
arylazoenamines;2008;16:8447-8465 

90. Cosoli, P., Fermeglia, M., Ferrone, M.;GCMC simulations in zeolite MFI and activated carbon for 
benzene removal from exhaust gaseous streams;2008;34:1321-1327 

91. Maly, M., Posocco, P., Fermeglia, M., Pricl, S.;Scripting approach in hybrid organic-inorganic 
condensation simulation: The GPTMS proof-of-concept;2008;34:1215-1236 

92. Maly, M., Posocco, P., Pricl, S., Fermeglia, M.;Self-assembly of nanoparticle mixtures in diblock 
copolymers: Multiscale molecular modeling;2008;47:5023-5038 

93. Martin, L., Kortaberria, G., Vazquez, A., Fermeglia, M., Martinelli, L., Sinesi, S., Jimeno, A., De La 
Caba, K., Mondragon, I.;A comparative study of nanocomposites based on a recycled 
poly(methyl methacrylate) matrix containing several nanoclays;2008;29:782-790 

94. Angusti, A., Manfredini, S., Durini, E., Ciliberti, N., Vertuani, S., Solaroli, N., Pricl, S., Ferrone, M., 
Fermeglia, M., Loddo, R., Secci, B., Visioli, A., Sanna, T., Collu, G., Pezzullo, M., La Colla, 
P.;Design, synthesis and anti flaviviridae activity of N6-, 5′,3′-O- and 5′,2′-O-substituted adenine 
nucleoside analogs;2008;56:423-432 

95. Mazzei, M., Nieddu, E., Miele, M., Balbi, A., Ferrone, M., Fermeglia, M., Mazzei, M.T., Pricl, S., 
La Colla, P., Marongiu, F., Ibba, C., Loddo, R.;Activity of Mannich bases of 7-hydroxycoumarin 
against Flaviviridae;2008;16:2591-2605 

96. Cosoli, P., Scocchi, G., Pricl, S., Fermeglia, M.;Many-scale molecular simulation for ABS-MMT 
nanocomposites: Upgrading of industrial scraps;2008;107:169-179 

97. Mensitieri, G., Larobina, D., Guerra, G., Venditto, V., Fermeglia, M., Pricl, S.;Chloroform 
sorption in nanoporous crystalline and amorphous phases of syndiotactic 
polystyrene;2008;46:8-15 

 

Appendix 4: invited talks (2008-2018)  

Year Conference - Event Organizer Place Period Title 

2008 18th European Symposium on 

Computer Aided Process 

Engineering 

ELSEVIER Lyon, F June 1-4, 

2008 

Multiscale molecular modeling: a tool 

for the design of nano structured 

materials. 

 Drug Design and Discovery 

for Developing Countries 

ICS-UNIDO Trieste, I July 3-5, 

2008 

Multiscale molecular strategies for drug 

delivery 

 5th Chemical Engineering 

Conference for Collaborative 

Research in Eastern 

Mediterranean Countries 

University of 

Cosenza 

Cetraro, I May 24-29, 

2008 

Multiscale molecular modeling for 

nanostructured materials 

 DPD: addressing deficiencies 

and establishing new frontiers 

CECAM  Lausanne, 

CH 

July 16-18, 

2008 

Message –passing multiscale molecular 

modeling: mapping atomistic to 
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Year Conference - Event Organizer Place Period Title 

- CECAM mesoscale simulation 

 International Seminar on 

Multiscale Modeling of 

Polymer Materials 

National 

Technical 

University of 

Norway 

Trondheim, 

N 

October 13-

14, 2008 

Multiscale molecular modelling of 

nanostructured polymer systems of 

industrial interest 

2009 Proceedings of the IUTAM 

Symposium 

SPRINGER-

VERLAG 

Aalborg, 

DK 

May 19-22, 

2008 

Multiscale molecular modelling of 

dispersion of nanoparticles in polymer 

systems of industrial interest 

 Accelrys Science Forum 2009 Accelrys Paris, F July 2, 2009 Molecular modeling for nanostructured 

polymer systems of industrial interest 

2010 AIChE Annual Meeting 2010, 

American Institute of 

Chemical Engineering,  

AICHE Salt Lake 

City, US 

November 7-

12, 2010 

Multiscale Molecular Modeling of 

Polymer/Silica Nanocomposites 

 6th Chemical Engineering 

Conference for Collaborative 

Research in Eastern 

Mediterranean Countries 

Sabancı 

University, 

Istanbul 

Antalya, T March 7-12, 

2010 

Multiscale molecular modeling for 

nanostructured and hybrid 

inorganic/organic materials 

2011 SimMolMod 2011  DECHEMA Dortmund, 

D 

September 

15-16, 2011 

Nano tools for macro problems: 

multiscale molecular modeling of 

polymer nanocomposites 

 MULT-EU-SIM satellite 

Workshop at TNT2011 

TNT 2011, 

Phantoms 

Foundation 

Tenerife, S November 

21-25, 2011 

Nano tools for macro problems: 

multiscale molecular modeling of 

nanostrucured systems 

 Towards a multi-scale, multi-

phenomena modelling-

simulation-design-engineering 

environment & tools 

DG Research 

and 

Innovation, 

European 

Commission 

Brussels, B  September 

22, 2011 

Opportunities and challenges from 

HPC and research 

 POZNAN 2011: Summer 

Symposium on Nanomaterials 

and their application to 

Biology and Medicine 

Adam 

Mickiewicz 

University  

Poznan, P June 13-16, 

2011 

Multiscale molecular modelling for the 

design of nanostructures in materials 

and life sciences 

2012 2nd Nanosymposium on 

Nanomaterials. 

Adam 

Mickiewicz 

University,  

Poznań, PL June 20-24, 

2012 

Multiscale molecular modeling: a 

virtual microscope for material and life 

science  

 7th Chemical Engineering 

Conference for Collaborative 

Research in Eastern 

Mediterranean Countries 

FORTH/ICE-

HT 

Corfu 

Island GR 

April 27-May 

1, 2012 

Multiscale molecular modeling for the 

design of materials in the nano-bio-

based economy 

2013 3rd Summer Symposium on 

Nanomaterials and their 

application to Biology and 

Medicine 

Adam 

Mickiewicz 

University, 

Poznan, PL 16-19 June 

2013 

Nano tools for macro problems: 

multiscale molecular modeling for 

nano-bio-tecnology 

 3 Int. Elsevier Conference on 

Multifunctional, Hybrid and 

Nanomaterials 

Elsevier Sorrento, I, 4-7 March 

2013 

Nano tools for macro problems: 

multiscale molecular modeling of 

functional hybrid nanomaterials 

 J.C. Maxwell meeting 2013 Kings 

College 

London, 

UK 

11 June 2013 The role of Multiscale Modeling in 

Horizon 2020 

 Chemelot Colloquium 2013 Dutch School 

of Mines, NL 

Geleen, NL 26 April 2013 Nano tools for macro problems: 

multiscale molecular modeling of 

nanostructured polymer systems 

2014 Material Challenges in 

Devices for Fuel Solar 

Production and Employment 

ICTP  Trieste, I 19-23 May 

2014 

Nano tools for macro problems: 

multiscale molecular modeling of 

nanostructured polymer systems 

 Workshop on geothermal 

energy: 

Status and future in the peri-

adriatic- area 

ICTP Losinj, 

CRO 

25 agosto 

2014 

Workshop on geothermal energy: 

Status and future in the peri-adriatic- 

area 

2015 Italy meets Asia: scientific 

venue in Kyoto 2015 – Marco 

Polo award 

Italian 

Embassy in 

Japan 

Kyoto, JAP 1 April 2015 Nano tools for macro problems: 

multiscale molecular modeling of 

nanostructured polymer systems 

 Sharif University meetings  Sharif Tehran, 18 April 2015 Nano tools for macro problems: 
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Year Conference - Event Organizer Place Period Title 

University, 

Tehran 

IRAN multiscale molecular modeling of 

nanostructured polymer systems 

 Eurofillers Polymer Blends 

2015 

University of 

Montpellier 

Montpellier, 

F 

26-30 April 

2015 

Nano tools for macro problems: 

multiscale molecular modeling of 

nanostructured polymer systems 

 5° Summer Symposium on 

Nanomaterials and their 

applications to biology and 

medicine 

Adam 

Mickiewicz 

University In 

Poznań 

Zakopane, 

P 

14-18 June, 

2015 

Theory modeling and simulation: a 

fundamental tool for nano – bio – med 

research 

 CERMODEL 2015 – 

Modelling and simulation 

meet innovation in ceramics 

technology 

University of 

Trento 

Trento, I 1-3 July 2015 Materials by design: multiscale 

molecular modeling of nanostructured 

materials 

 Modellistica molecolare per la 

soluzione di problemi 

industriali 

Politecnico 

di Milano 

Milano, I 18 Settembre 

2015 

Materials by design:  multiscale 

molecular modeling of nanostructured 

materials 

 ATMAR: Next generation 

medicine: an integrated 

approach at Cattinara 

university hospital 40 years 

later 

CCIAA TS Trieste, I 8 – Jun 2015 Nano-bio-med: a strategic area of 

scientific and technological 

development 

2016 TU HH – seminar serie TU Hambrug  Hamburg, 

D 

13 January, 

2016 

Materials by design: multiscale 

molecular modeling of nanostructured 

materials 

 From intermolecular forces to 

frontiers in nanoscience and 

nanomedicine. In honor of 

Giacinto Scoles 

ICTP Trieste, I 22 Jan, 2016 Materials by design: multiscale 

molecular modeling of nanostructured 

materials 

 KAUST seminar series KAUST Gedda, 

Saudi 

Arabia  

4 Feb 2016 Materials by design: multiscale 

molecular modeling of nanostructured 

materials 

 Geotermia e idrotermia per il 

riscaldamento e il 

raffrescamento 

FIT Grado, I 20 May 2016 La grande sfida dell’energia: come 

evitare la ‘tempesta perfetta 

 College on multiscale 

computational modeling of 

materials for energy 

applications 

ICTP Trieste, I 11 July 2016 Mesoscopic simulation for the 

prediction of macroscopic properties of 

nanostructured systems. 

 ICNN 4 – international 

conference on nanomechanics 

and nanocomposites 

UNIPD Vicenza, I 14 – 17 Sept. 

2016 

Materials by design: multiscale 

molecular modeling of nanostructured 

materials 

 International conference on 

SESAME 

ESAC Lussino, 

CRO 

30 Aug 2016 The role of University as a catalyst for 

science, technology and society: the 

Trieste science system 

2017 Celebration of Josef Stefan’s 

birthday 2017 

Josef Stefan 

Institute 

Lubiana, 

SLO 

20 Mar 2017 Materials by design:  

multiscale molecular modeling of 

nanostructured materials 

 International festival of 

Science and Education 2017  

University of 

Novi Sad 

Novi Sad 

SRB 

13 May 2017 The role of University as a catalyst for 

science, technology and society 

 Malnisio Science Festival  Pordenone 

Turismo 

Malnisio 

(PN) 

7 Oct 2017 Energia, cibo, acqua e cambiamenti 

climatici: la tempesta perfetta 

 Kyoto Institute of Technology 

Scientific events 

KIT Kyoto (Jap) 30 Oct 2017 Materials by design: multiscale 

molecular modeling of nanostructured 

materials 

 University of Palermo UNIPA - 

DIC 

Palermo 30 Nov 2017 Materials by design: multiscale 

molecular modeling of nanostructured 

materials 

 Seminario internazionale 

Pestalozzi: diritto ed economia 

a scuola: un volano per la 

democrazia 

Liceo Dante-

Carli 

Trieste 12 Dec 2017 Quale ruolo per le scienze umane e 

sociali nelle sfide globali che ci 

attendono?  

2018 Italy Slovenia Business forum Italian Ljubljana 13 Feb 2018 Distributed science in Italy: the role of 
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Year Conference - Event Organizer Place Period Title 

Embassy in 

Slovenia 

University as a catalyst for science, 

technology and society 

 Energia e Ambiente – 

Convegno AEIT 2018 

AEIT Trieste Trieste 11 May 2018 Energia e Ambiente Cosa possiamo 

fare oggi? 

 Elektromobility – University 

of Tarnow 

University of 

Tarnow 

Tarnow 

(PL) 

18 May 2018 The planet in 2030 and  beyond: the 

effect of  digitalization and de 

carbonization 

 Mappe del futuro - Tra 

immaginazione e realtà: 

Dialoghi fra discipline 2018 / 

2019 

Stazione 

Rogers, 

Trieste  

Trieste 10 June 2018 Terra 2030 e oltre: digitalizzazione e 

decarbonizzazione 

 Conference on Processes and 

Procedures of Accreditation 

and Quality Self-Assessment 

in Higher Education  

University of 

Hanoi 

Hanoi 

(Vietnam) 

29 July 2018 An overview of the European 

Standards and Guidelines (ESG 2015): 

a framework for Quality Assurance in 

Higher Education 

 XVIII International 

Conference on Science, Arts 

and Culture: transnational 

cooperation in cultural 

heritage science 

ICTP Losinj, 

CRO 

24 Sept.. 

2018 

Science and Higher Education in an 

international context: the role of the 

University of Trieste 

 Multiscale Materials Modeling 

2018 

Osaka 

University 

Osaka 

(Japan) 

29 Sept 2018 In silico design of self – assembly 

nanostructured polymer systems by 

multiscale molecular modeling. 

 


