
 

         

 

 

 

 

 

GLISTEN Budapest 2014 Conference 

Work group meeting  

Training School 

GPCRDB Satellite Meeting 

 

October 2-4, 2014 

 Budapest, Hungary 

 

 

 

 

  



 

 

 

Kiadja: 

MTA Természettudományi Kutatóközpont 

1117 Budapest, Magyar tudósok körútja 2. 

URL: http://www.ttk.mta.hu 

E-mail: ttk@ttk.mta.hu 

 

 

 

Felelős kiadó: 

Dr. Keserű György Miklós főigazgató 

 

 

Szerkesztő: 

Dr. Ferenczy György 

 

 

ISBN: 978-963-7067-27-3 

 

 

 

 

Nyomdai munka:  

MTA Természettudományi Kutatóközpont 

Reprográfiai Műhely 

 

http://www.ttk.mta.hu/
mailto:ttk@ttk.mta.hu


 -GLISTEN Budapest 2014 Conference- 

1 
 

 

GLISTEN Budapest 2014 Conference 

 

Work group meeting  

Training School 

GPCRDB Satellite Meeting 

October 2-4, 2014 

Budapest, Hungary 

Research Centre for Natural Sciences  

Hungarian Academy of Sciences 

 

 

Abstract booklet  



 -GLISTEN Budapest 2014 Conference- 

2 
 

Useful information 

Scientific committee: 

Peter Kolb - Philipps-University Marburg, Pharmaceutical Chemistry, Marburg, Germany 

Chris de Graaf - VU University, Medicinal Chemistry, Amsterdam, Netherlands 

György Keserű - Research Centre for Natural Sciences, Hungarian Academy of Sciences, Budapest, 

Hungary 

Thematic divisions: 

Working Group 1: Dynamics - Xavier Deupi (CH) and Jan Steyaert (BE) 

Working Group 2: Biased Signalling - Hans Bräuner-Osborne (DK) and Martine Smit (NL) 

Working Group 3: GPCR Lipid/Protein Interactions - Masha Niv (IL) and Jana Selent (ES) 

Working Group 4: Discovery & Design of GPCR Ligands - Esther Kellenberger (FR) and György Keserű 

(HU) 

Local organizers: 

György Ferenczy, György Keserű, Dávid Bajusz, Ádám Kelemen and Rita Csilla Tóth 

Research Centre for Natural Sciences, Hungarian Academy of Sciences, Budapest, Hungary 

Márton Vass and Ákos Tarcsay 

Gedeon Richter Plc, Budapest, Hungary 
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Web page: 

http://glisten.ttk.mta.hu/ 

Venue: 

The GLISTEN Budapest 2014 Conference will be held in the main conference room of the Research 

Centre for Natural Sciences. 

Location: 

1117 Budapest, 

Magyar tudósok körútja 2.  
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Programme 

October 2, Thursday 

08:30-09:00 Registration of participants 

09:00-09:30 Peter Kolb (GLISTEN Chair) 

   Update about recent developments and plans 

Session I. Working Group 3  

Chairs: Mickey Kosloff and Iro Georgoussi 

09:30-10:15 Matthew Todd (University of Sydney, UK)      LP01 

Open source approaches to discovery in medicinal chemistry 

10:15-10:45 Zafiroula Georgoussi (National Centre for Scientific Research, GR)   L301 

Opioid receptor signaling mechanisms: beyond the G-Protein paradigm 

10:45-11:15 Coffee break 

11:15-11:45 Mickey Kosloff (University of Haifa, IL)      L302 

Deciphering and re-designing interaction specificity in G-protein signaling 

11:45-12:00 Martha E. Sommer (Charité - Universitätsmedizin Berlin, DE)    L303 

Formation of the arrestin-GPCR Complex: A tale of two loops 

12:00-12:15 Rosana Inácio dos Reis (Oxford University, UK)     L304 

Formation, purification and characterization of a pharmacologically relevant and functionally 

competent 2 adrenergic receptor-arrestin complex 

12:15-12:30 Stefan Mordalski (Institute of Pharmacology PAS, PL)    L305 

Computational study on GPCR – G protein interfaces 

12:30-12:45 Chayne Piscitelli (Paul Scherrer Institute, CH)     L306 

Structural studies of GPCRs 

12:45-13:00 Patricia M. Dijkman (University of Oxford, UK)     L307 

Dynamic GPCR dimerization shown by ensemble and single molecule FRET, and DEER 

13:00-14:00 Lunch and poster session 

14:00-16:00 MC meeting 

14:00-15:20 Training school 

GPCR pharmacology and fragment screening on GPCRs  

András Visegrády (Gedeon Richter Plc., Budapest, HU) 

Rob Leurs (VU University Amsterdam, NL) 

 

Session II: Working Group 2  

Chair: Marc Parmentier 

16:00-16:45 Rob Leurs (VU University Amsterdam, NL)      L201 

Mapping the structural determinants of histamine receptor binding kinetics  
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16:45-17:20 Daniel Fourmy (University of Toulouse, FR)      L202 

Characterization of internalization of the human GIP receptor enables discovery of a biased 

agonist 

17:20-17:50 Coffee break 

17:50-18:25 Jean-Yves Springael (Université Libre de Bruxelles, BE)    L203 

Biased signaling at chemokine receptors does not follow the G-protein versus β-arrestin 

paradigm 

18:25-19:00 Dietmar Weichert (Friedrich-Alexander University Erlangen-Nuremberg, DE)  L204 

Probing a molecular determinant for biased agonism at the  

ß2-adrenoceptor 

 20:00  Evening activity: Thermal bath (Rudas Fürdő) 

  Location: Budapest, Döbrentei tér 9. 
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October 3, Friday 

Session III. Working Group 4 

Chairs: Esther Kellenberger and György Keserű 

09:00-09:45 Jan Steyaert (Vrije Universiteit Brussel, BE)      LP02 

Nanobody-enabled fragment screening on active-state constrained GPCRs 

09:45-10:15 Holger Stark (Heinrich-Heine-Universitaet, DE)     L401 

Novel agonists for the dopamine D3 receptor subtype with high In vivo activity (WG4) 

10:15-10:45 Dominique Bonnet (University of Strasbourg, FR)     L402 

Fluorescent probes to track GPCR binding and dimerization (WG4) 

10:45-11:20 Coffee break 

11:20-11:30 Katarzyna Kieć-Kononowicz (Jagiellonian University, PL)    L403 

Annelated xanthines as A1/A2A/A2B adenosine receptors ligands  

11:30-11:40 Annika Kreuchwig (Leibniz-Institut für Molekular Pharmakologie (FMP), DE)  L404 

Novel release of the GPCR-SSFE platform for automatic multiple-template based GPCR 

homology modeling 

11:40-11:50 Jhonny Azuaje (University of Santiago de Compostela, ES)    L405 

UGI-based engineering provides convergent assembly and novel architectures for 

homobivalent Ligands 

11:50-12:00 Juan Carlos Mobarec (University of Marburg, DE)     L406 

In-silico targeting of obestity: The case of the human bile acid receptor 

12:00-12:10 Marie Chabbert (CNRS - INSERM, FR)      L407 

Evolutionary hubs in selected GPCR families 

12:10-12:40 Esther Kellenberger (Université de Strasbourg, FR)    L408 

 GLISTENDB presentation 

12:40-14:30 Lunch and poster session 

13:30-14:30 Public GPCRDB demo of new features 

 

Session IV. Working Group 1 

Chairs: Xavier Deupi and Jan Steyaert 

14:30-15:15 Francesca Magnani (University of Pavia, IT)     L101 

Tuning of ligand selectivity to GPCR subtypes by electronic sculpting  

15:15-16:00 Dmitry Veprintsev (Paul Scherrer Institut and ETH Zurich, CH)   L102 

Protein Backbone NMR Reveals Ligand Recognition, Signal Transmission, and quenching of 

motions by thermostabilization in the β1-adrenergic receptor 

16:00-16:30 Coffee break 

16:30-16:50 Bruck Taddese (CNRS-French National Centre for Scientific Research, FR) L103 

Correlated motions in distinctive conformational states of the chemokine receptor CXCR4 
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16:50-17:10 Luc Veya (EPFL, CH)       L103 

Single-molecule microscopy deciphers the relation between trafficking and signaling of the 

NK1 receptor in living cells (WG1) 

17:10-17:30 Mauricio Esguerra (Uppsala University, SE)      L105 

New features for GPCR modeling implemented on GPCR-MODSYM and PYMEMDYN 

17:30-19:30 Training school 

        Fragment docking and virtual screening on GPCRs 

Márton Vass (Gedeon Richter Plc., Budapest, HU)  

Chris de Graaf (VU University Amsterdam, NL) 

20:00  Conference dinner 

The dinner will take place on a boat. The boat departs from a port near the conference venue. 
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October 4, Saturday 

 

09:00-13:00 GPCRDB Satellite Meeting (parallel with Training school) 

09:00-11:00 Introduction and server/mutagenesis committees 

David Gloriam (University of Copenhagen, DK) 

11:00-11:30 Coffee break 

11:30-13:00 Joint discussion, applications & publications 

David Gloriam (University of Copenhagen, DK) 

 

09:00-13:00 Training school 

09:00-11:00 Fragment optimizations 

Greg Makara (ComInnex Budapest, HU) 

György Ferenczy (RCNS-HAS Budapest, HU) 

11:00-11:30 Coffee break 

11:30-13:00 Synthesis lectures  

Tibor Soós (RCNS-HAS Budapest, HU) 

 

13:00-14:30 Lunch 

14:30-18:00 Training school 

14:30-16:00  Retrosynthesis  

Maikel Wijtmans (VU University Amsterdam, NL) 

16:00-16:30 Coffee break 

16:30-18:00  Reaxys tutorial 

Maikel Wijtmans (VU University Amsterdam, NL) 
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