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T. Beke, A. Perczel: The Thermodynamic Driving Force of Sheet Structures. Formation and 

Stability Conditions of Nanotubes BIOforum Europe, 2008, 5, 038-041 (Invited 

contribution) 



 

T. Beke, M. A. Sahai, M. Stenta, A. Perczel, A. Bottoni, I. G. Csizmadia: A DFT 

Computational Investigation of the Catalytic Mechanism of Glutathione Peroxidase HPC-

Europa, Science and Supercomputing in Europe/Chemistry, 2005, pp. 46-54, ISBN 88-
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Selected Invited Oral Seminars at International Symposia 

1. June 2006, TAM Meeting-HPC Europa, Barcelona, Spain, ”A DFT Computational 

Investigation of the Catalytic Mechanism of Gluthation Peroxidase” 

2. June 2010, 35th FEBS Congress, Gothenburg, Sweden ”The reaction mechanism in ATP 

synthase: mechanical control by structural changes in the active sites” 

3. September, 2010, Zaragoza, Spain Invited Participant on the workshop ”Peptide Databases 

in Quantum Chemistry” 

4. September 2011, 4th ECCLS, Budapest, Hungary ”A Quantum Mechanical Study on the 

Reaction Mechanism in ATP Synthase” 

5. April 2012, BIT’s 3rd Symposium, Xi’an, China “Double-Ratchet Mechanism in FoF1 ATP 

Synthase. Potential Applications Using Computer-aided Design”  

6. September 2012, SUPRA Meeting, Marstrand, Sweden “Combining light spectroscopy data 

with theoretical calculations for improved molecular interpretation” 

7. October 2013, Chalmers, Presenting of the Nobel Laurates in Chemistry 2013, Gothenburg 

“And the winners are…” 

8. October, 2019, From Protein Complexes to Cell-Cell Communication, Esztergom Hungary, 

“Extracellular vesicles as complex model systems for increased understanding on structure 

and function of membrane active proteins and peptides” 

9. September, 2018, 9th Chemistry towards Biology (CTB) Budapest, Hungary “Complex 

peptide-membrane systems” 

10. October, 2021, 6th Polish-Korean Conference on Protein folding, Gdansk, Poland  “Design 

of Self-Assembling Foldamer Oligomers by Mimicking Natural Chirality Patterns” 

11. June, 2019. BIT’s 12th Annual word protein and Peptide conference,  Beijing, China 

„Membrane Active Peptides” 

12. September, 2021, FilaVisu, Polymorphism of protein oligomers, Paris, France  

“Spontaneous and induced assemblies of antimicrobial peptidic compounds”  

 

Oral Presentation at International Symposia 

May, 2007, Centenary Conference of the Hungarian Chemical Society, Sopron, Hungary  

„From Amino acids to Nanotubes: Theoretical Investigation of beta-Peptide Nanotubes” 

(Oral presentation) 



June, 2013, 5th European Conference on Chemistry for Life Sciences, Barcelona, Spain 

“ATP Synthase: The Complex Biomolecular Machine” (Extended Oral Presentation) 

September, 2013,9th European Conference on Computational Chemistry, Sopron, Hungary 

“Hyperfine Tuning in Complex Biomolecular Machines” (Oral presentation) 

May, 2019, Annual meeting ISEV 2019, Kioto, Japan, “Extracellular Vesicles for new 

Molecular Insight to Biomolecular Interactions” 

May, 2020, Annual meeting ISEV 2020, (Online- Philadelphia, US) „Structural insight to 

interactions of extracellular vesicles and membrane active anticancer-antimicrobial 

peptides“ 
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Whitehead Institute, Massachusets Institute of Technology, Boston, USA, August 2011 
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Murray-Rust, P.; Thomas, J.; Echenique, P.; Hanwell, M.; Phadungsukanan, W.; Westerhoff, 

L.; Beke-Somfai, T.; Rzepa, H.; „Memex for computational chemistry” 
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Beke, T.; Perczel, A. „Secondary structures of -peptides: The unnatural behaviour of -

sheet” Peptides Proceedings, 700, 2005 
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Beke T. ; Perczel A. „Secondary Structures of beta-Peptides: The Unnatural Behaviour or 

beta-Sheets”  Journal of Peptide Science, 10, 220, 2004 
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