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13. M. H. Palmer, S. Vrønning Hoffmann, N. C. Jones, M. Coreno, M. de Simone, C. Grazioli, K. A. 

Peterson, A. Baiardi, T. Zhang, and M. Biczysko “A combined theoretical and experimental 
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Peterson, A. Baiardi,  T. Zhang, M. Biczysko “A combined theoretical and experimental study of 
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corresponding author) 

18. M. H. Palmer, T. Ridley, S. Vrønning Hoffmann, N. C Jones, M. Coreno, M. de Simone, C. 
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ISI:4; S:3, GS:8, corresponding author) 

32. M. H. Palmer, T. Ridley, S. Vrønning Hoffmann, N. C Jones, M. Coreno, M.de Simone, C. Grazioli, 
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ISI:6; S:5, GS:11, corresponding author) 
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corresponding author) 

39. V. Barone, M. Biczysko, J. Bloino, C. Puzzarini “Accurate molecular structures and infrared 
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40. C. Puzzarini, E. Penocchio, M. Biczysko, V. Barone “Molecular Structure and Spectroscopic 
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the optical properties of molecular systems by time-independent and time-dependent approaches: 
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S:18, GS:18, corresponding author) 

42. T Fornaro, M Biczysko, S Monti, V Barone “Dispersion corrected DFT approaches for Anharmonic 

Vibrational Frequency Calculations: Nucleobases and their Dimers” Phys. Chem. Chem. Phys. 16, 
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Umbelliferone-Alizarin Bichromophore” Phys. Chem. Chem. Phys. 16, 10059-10074, 2014 
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44. C. Puzzarini, M. Biczysko, J. Bloino, V. Barone “Accurate spectroscopic characterization of 
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46. C. Greco, G. Moro, L. Bertini, M. Biczysko, V. Barone, U. Cosentino “Computational Investigation 

on the Spectroscopic Properties of Thiophene Based Europium beta-Diketonate Complexes” J. 
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Paris, France, 13-15 April 2011, oral.  

50. M. Biczysko, J. Bloino, V. Barone “Simulation of optical spectra line-shapes for 

chromophoric systems in natural conditions.” Modelling of biologically-inspired photoactive 

systems. Marseille, France, 30-31 March, 1 April 2011, oral.  

51. M. Biczysko, J. Bloino, M. Borkowska-Panek, V. Barone “Toward an understanding of 

chlorophylls: Simulation of the coordination and vibrational effects in the UV-vis spectra.” 

Ninth Triennial Congress of the World Association of Theoretical and Computational 

Chemists WATOC 2011. Santiago de Compostela, Spain, 17-22 July 2011, oral. 

52. M. Biczysko “Computational spectroscopy as a tool to interpret experimental results: from 

small molecules in the gas phase to large systems in condensed phases”, EUCMOS 2010 - 

30th European Congress of  Molecular Spectroscopy, Firenze, 29 August- 3 September 2010, 

oral. 

53. M. Biczysko,  J. Bloino, M. Pavone,  V. Barone “Integrated approach to compute optical 

spectra for molecular systems of biological interest”, Winter Modeling 2008, Pisa, Italia, 19 

December 2008,  oral. 

54. M. Biczysko, J. Bloino, M. Pavone,  V. Barone  “Integrated computational approaches for 

ground and excited state studies for molecular systems of biological interest ”, Current 

Trends in Theoretical Chemistry V, Krakow, Poland, 6-10 July 2008,  oral. 

55. M. Biczysko, A.J.C. Varandas ”Accurate ab initio calculation of reaction steps for nitrogen 
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hydrogenation leading to ammonia” Workshop “Predicting Catalysis: Understanding 

Ammonia Production from First Principles”, Leiden, Olanda, 21-23 June 2006, oral. 

56. M. Biczysko, L. A. Poveda and A. J. C. Varandas “Single-sheeted double many-body 

expansion potential energy surface for N2H2 (
1
A) from accurate MRCI calculations.” EC 

RTN Midterm Meeting, Innsbruck, Austria, 24-26 February 2005,  oral. 

57. M. Biczysko, L. A. Poveda, V. C. Mota and A. J. C. Varandas “Toward a global potential 

energy surface for N2H2”, EC RTN Meeting, Coimbra, Portugal, 23-25 April 2004, oral. 

58. M. Biczysko, "Vibrational calculations for anharmonic systems", Theonet II Meeting, 

Cambridge, UK, 12-15 September 2002, oral. 

59. M. Biczysko, P. Palmieri, R. Tarroni "Rovibronic levels for systems showing the Renner-

Teller effect and large spin-orbit coupling", Theonet II Meeting, Helsinki, Finland, 1-2 

September 2001,  oral. 

60. M. Biczysko, P. Palmieri, R. Tarroni "Rovibronic levels for HBS
+
, a radical cation showing 

the Renner-Teller effect and large spin-orbit coupling", Gruppo Nazionale Cofinanziamento 

MURST ,II Riunione Scientifica delle Unita di Ricerca, , Roma, Italy, Jun. 2001 oral. 

 

INVITED SEMINARS 

1. M. Biczysko “"Simulation of vibrational and electronic spectra with a multifrequency virtual 

spectrometer: accuracy and interpretation." Faculty of Chemistry, University of Wroclaw, 

Wroclaw, Poland, 22 December 2014. 

2. M. Biczysko “Toward reliable line-shapes for the electronic spectra of large molecular systems”, 

Wroclaw Centre for Networking and Supercomputing, Wroclaw, Poland, 22 September 2010 

3. M. Biczysko “Toward reliable line-shapes for the electronic spectra of large molecular systems”, 

Gorlaeus Laboratories, Universiteit Leiden, Netherlands, 10 June 2010 

4. M. Biczysko “Vibrationally resolved electronic spectra in Gaussian 09”, Institute of Physical 

and Theoretical Chemistry, Department of Chemistry of the Wroclaw University of Technology, 

Wroclaw, Poland, September 2009 

 

TEACHING 

1. Modeling of Soft Molecular Systems, Master Course at Shanghai University (2016-2020) 

2. Professional English, Undergraduate Course at Shanghai University (2018-2019) 



 

 

24/28 

3. Advances in Physics, Undergraduate Course at Shanghai University (2018-2019) 

4. Quantum statistics, Master Course at Shanghai University (2016-2017) 

5. Excited states and photochemistry The European and Erasmus Mundus Master in Theoretical 

Chemistry and Computational Modelling (TCCM), September 5-30, 2016 Porto, Portugal 

6. Vibrational Spectra and Thermochemistry, Smart (Space-time Multiscale Approaches for 

Research and Technology) Winter School, Scuola Normale Superiore, January 25-29, 2016, 

Pisa, Italy 

7. Simulation of electronic and vibrational spectra line-shapes - CoDECS Summer School on 

Theoretical Spectroscopy 2013, 26-30 August, 2013, Geneva, Switzerland 

8. Molecular Spectroscopy (series of lectures on Computational Spectroscopy) 2013, Scuola 

Normale Superiore, Pisa, Italy 

9. Computational Modeling of Bio- and Nano-systems (series of lectures + exercises), 2012-

2014, Scuola Normale Superiore, Pisa, Italy 

10. Frontiers in Chemistry (introductory lectures), 2011-2012, Scuola Normale Superiore, Pisa, 

Italy 

11. Modeling of complex systems, 2010, The European and Erasmus Mundus Master in 

Theoretical Chemistry and Computational Modeling, Porto, Portugal 

12. Socrates-Erasmus program, 2008-2010, student project tutoring (P. Kus, S. Bakowski, P. 

Panek, M. Borkowska-Panek, M. Dargiewicz, D. Michalski) University di Wroclaw, Poland/ 

Università Federico II, Naples, Italy 

13. Computational Chemistry (support of didactical activity) 2006-2010, Università Federico II, 

Naples, Italy 

14. Elements of physical and quantum chemistry, 1996- 1999, University of Wroclaw, Poland 

15. Quantum chemistry, 1995-1999 , University of Wroclaw, Poland 

16. Statistical thermodynamics, 1994-1999, University of Wroclaw, Poland 

 

THESIS SUPERVISION 

1. MSc Thesis: Zhenlong Gong  “Effective computational models for protein science” Shanghai 

University, to be graduated July 2020, co-supervisor 

2. MSc Thesis: Mingzhu Sheng “Structural and spectroscopic studies of weak interactions in bio-

molecules” Shanghai University, to be graduated July 2020, co-supervisor 
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3. MSc Thesis: Chong Shu “Accurate determination of structural and energetic properties of 

peptides building-blocks” Shanghai University, to be graduated July 2020, co-supervisor 

4. MSc Thesis: Xinxing Li “Simulation of fluorescent dyes optical properties” Shanghai 

University, to be graduated July 2020 

5. MSc Thesis: Hongli Zhang “Understanding the structure-function relationships by simulating 

and interpreting spectroscopic outcomes” Shanghai University, graduated July 2019 

6. MSc Thesis: Zhongming Jiang “Accurate determination of energies and molecular structures 

for isolated amino acids and small peptides mimicking protein local arrangements” Shanghai 

University, graduated July 2018 

7. PhD Thesis. Teresa Fornaro “Spectroscopic Studies of Molecular Systems Relevant in 

Astrobiology” Scuola Normale Superiore, Pisa, January 2016, co-supervisor 

8. PhD Thesis: Luciano Carta “Interpretation and prediction of optical properties of medium-to-

large systems by computational approaches”, Scuola Normale Superiore, Pisa, March 2014, co-

supervisor 

9. MSc Thesis: Pawel Panek “Theoretical studies of vibrational spectra for model molecular  

systems” University of Wroclaw, 2010, co-supervisor 

10. MSc Thesis: Monika Borkowska-Panek “Theoretical studies of spectroscopic properties of 

chlorophyll-a” University of Wroclaw, 2010, co-supervisor 

11. MSc Thesis: Monika Dargewicz  “DFT study on electron-driven proton-transfer processes in 

DNA complexes” University of Wroclaw, 2010, co-supervisor 

 

 

 

CONGRESS ORGANISING  

1. “Elsevier Chemistry Connect China Tour – Chemistry Advancing Health” 25 March 2019, 

Shanghai, China, Chair of Local Organizing Committee 

2. International Astro-Spectroscopy Symposium, 20 November 2018, Shanghai, China, Chair of 

Local Organizing Committee 

3. International Meeting on Atomic and Molecular Physics and Chemistry (IMAMPC), 19-22 June 

2017, Torun, Poland; Member of International Scientific Committee 
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4. Smart (Space-time Multiscale Approaches for Research and Technology) Winter School, Scuola 

Normale Superiore, January 25-29, 2016, Member of International Organizing and Scientific 

Committee 

5. Winter Modeling: Special Edition “In the frameworks of DREAMS”, Scuola Normale 

Superiore, December 1-2, 2014, Pisa, Italy, co-Chair 

6. The 23rd International Conference on High Resolution Molecular Spectroscopy, Bologna, Italy, 

September 2-6, 2014, member of local organizing committee. 

7. “CoDECS Summer School on Theoretical Spectroscopy 2013”, 26-30 August, 2013, Geneva, 

Switzerland, member of scientific and organizing committees. 

8. IMAMPC 2013 - International Meeting on Atomic and Molecular Physics and Chemistry, 02-05 

July 2013, Lille, France, member of the scientific committee. 

9. “Convergent Distributed Environment for Computational Spectroscopy” CoDECS 2013 

Workshop, April 18-22, 2013, San Lorenzo de El Escorial, Madrid (Spain), member of the 

scientific and organizing committees. 

10. International Conference “Theory, Experiments and Modelling of Chemical Processes, 

Dynamics and Molecular Interactions”, 29 November 29 2012, Bologna, Italy, member of the 

organizing committee 

11. IMAMPC 2012 - International Meeting on Atomic and Molecular Physics and Chemistry, 

Scuola Normale Superiore, 12-14 September 2012, Pisa, Italy, member of scientific and 

organizing committees 

12. "Winter Modeling: Special Edition" CMST Action CM1002 - CODECS Workshop, Scuola 

Normale Superiore, November 9, 2012, Pisa, Italy, member of the organizing committee 

13. "Holistic Computational Spectroscopy: innovative concepts, modern tools, strategic vision and 

challenges" CMST Action CM1002 - CODECS Workshop, Scuola Normale Superiore, 

November 16-18, 2011, Pisa, Italy, member of scientific and organizing committees 

14. Workshop “Inauguration of International Year of Chemistry”, Scuola Nazionale Superiore 11 

February 2011, Pisa, Italia, member of the organizing committee 

15. Workshop “Winter Modeling 2010”, Scuola Nazionale Superiore, 26 February 2010, Pisa, Italia, 

member of the organizing committee. 

 

GRANTS/PROJECTS 
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1. SHU-Global grant for High-end International Academic Conference, Quantum International 

Frontiers, 2019/01-2019/12, total amount 150’000 yuan, in research, MB is project host 

2. National Natural Science Foundation of China, 31870738, Quantum Refinement: the next 

generation method for bio-crystallography and cryo-EM, 2019/01 - 2022/12, total amount about 

450’000 yuan, in research, MB is a project member. 

3. National Natural Science Foundation of China Major Research Program - Cultivation Project 

91641128, Molecular Simulation Study on Low - polluting Combustion Reaction Mechanism of 

Aero - Engine Hydrocarbon Fuel, 2017/01 - 2019/12, Total amount of about 700,000 yuan. MB 

is a project member. 

4. European Cooperation in Science and Technology (COST), COST Action CM1405, MOLecules 

In Motion, 2015/03-2019/03, 400 kEUR. MB is Managment Committee Member 

5. European Cooperation in Science and Technology (COST), COST Action CM1002: COnverged 

Distributed Environment for Computational Spectroscopy (CODECS, 

www.idea.sns.it/CODECS),  2010-2014. MB actively participated to the preparation of grant 

proposal, and has been responsible during the project for the scientific and administrative 

organization, budget planning and reporting on behalf of CoDECS Action Chair Prof. Vincenzo 

Barone and  CoDECS Management Committee.  

6. European Union's Seventh Framework Programme (FP7/2007-2013) Grant Agreement No 

ERC-2012-AdG-320951-DREAMS “Development of a Research Environment for Advanced 

Modelling of Soft matter”, Principal Investigator Prof. Vincenzo Barone, (2013-2018), total 

budget about 2’000’000 EUR (http://dreamserc.sns.it/). MB actively participated to the project 

proposal preparation and have been responsible for the scientific reporting.  

7. Grant within HPC-Europa2.  The HPC-Europa2 project is funded by the European Commission 

- DG Research in the Seventh Framework Programme under grant agreement n° 228398 and 

aims on sharing Pan-European Research Infrastructure on High Performance Computing and 

foster international collaboration. HPC-Europa2 research grant for the project “Computational 

studies on spectroscopic properties of polysulfanes and diallyltetrasulfide” assigned in 2012 to 

Dr. Krzysztof Mierzwicki.  MB acted as a grant coordinator and scientific host. 

8. HPC-Europa2 research grant for the project “Spectroscopic Properties of Chlorophyll-a - 

Theoretical Study”, assigned in 2011 to Ms Monika Borkowska_Panek. MB acted as a grant 

coordinator and scientific host 
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9. PON 01_01078 “Identification of biomarkers and development of diagnostic and therapeutic 

methods in the field of oncology and vascular biology”. MB has been a project member. 

10. FIRB Futuro in Ricerca 2010, 3-year (2010-2013) National Research Grant for the project 

“Studies of energy and charge transfer in new multichromophoric systems of increasing 

complexity: toward “intelligent” materials for organic photovoltaics”, national Coordinator: Dr. 

MariaAngela Di Donato, total grant 770’000 EUR, MB actively participated to the project 

proposal preparation and has been a project member.  

11. PRIN 2009 ``Molecular Spectroscopy for Atmospherical and Astrochemical Research: 

Experiment, Theory and Applications'' – MB has been a project member. 

12. PRIN08 "Theory, Experiments And Modelling Of Chemical Processes, Dynamics And 

Molecular Interactions", a national 2-year research grant, National Coordinator: Prof. Walther 

Caminati, Pisa research Unit: “Application and development of integrated computational 

approaches for studies of spectroscopic properties and dynamics of molecules and molecular 

aggregates.” Local Coordinator: Prof. Ivo Cacelli, local budget about 60’000 EUR. MB has 

actively participated to the project proposal preparation and has been responsible for the 

coordination of joint research with Florence Research Unit (Dr. Maurizio Becucci, LENS, the 

European Laboratory for Non-linear Spectroscopy). 

13. Research grant at computational center CINECA, Casalechio di Reno (Bo), within the European 

MINOS project. MB received a grant for the research project “Calculations of highly accurate 

rovibronic levels for systems showing non-adiabatic interactions”, 2 month initial stay at 

CINECA supercomputer center along with generous computer time for next 3 years. 

14. Research grant from University of Lubljana (Slovenia) for 3-months stay at the Laboratory of  

Prof. Dusan Hadzi to work on "Modulation of the phenol hydrogen bonding propensity of 

phenol by Pi-bonding: Possible role of tyrosine in receptor triggering." 


