Program, Hybrid Workshop in Hiinfeld, April 24-25, 2026 wiﬂ_i
“COMPUTER SIMULATION AND THEORY OF MACROMOLECULES” “

25 YEARS

Friday, April 24, 2026 Times given in CET: Central European Time (UTC+2)

11:00 —13:00 Arrival, registration and lunch (starts 11:30)
13:00-13:05 |Welcome
Leonie Chatzimagas (Saarland University, Germany)
13:05-13:30 | A Reaction Coordinate for a-Helical Content to Enable Coupling of MD Simulations with
Circular Dichroism Data
13:30 — 13:55 Valentin Gradisteanu (OneAngstrom/Constructor University, France/Germany)
) ) Understanding pKa Shifts Through Local Environment Analysis
Elias Wippermann (University of Regensburg, Germany)
13:55-14:20 From Coordinates to Contact Patterns: Fast and Efficient Interaction Analysis of
Protein Structure and Dynamics
Linge Li (Max Planck Institute for the Physics of Complex Systems, Germany)
14:20 - 14:45 Tuning pH With Phase Separation and Chemical Control via Thermodynamic
Programming
Carter Wilson (Max Planck Institute for Multidisciplinary Sciences, Germany)
14:45 -15:10 . e L . .
Probing Covalent Modifications with Computational Alchemy
15:10-15:35 Coffee break
Maximilian Omlor (University of Leipzig, Germany)
15:35-16:00 mdAnnotator: From Isolated Expert Analysis to Collaborative Shared Intelligence in
MD Simulations
16:00 — 16:75 Morltz' Sn"ulde (Ur?lvgrsny of Grqz, Austria)
Quantitative Prediction of Protein Allostery
16:25 — 16:50 Salvatore Di Marco (Scuola Internazionale Superiore di Studi Avanzati, Italy)
' ' Toward Efficient RNA Sampling: Refining Solute Tempering Protocols
Rakesh Das (Max Planck Institute for the Physics of Complex Systems, Germany)
16:50-17:15 A Physical Mechanism of Broken DNA-End Tethering by Break-Induced DNA—Protein
Co-Condensation
Natalia Evdokimova (Max Planck Institute for Multidisciplinary Sciences/University of
17:15-17:40 | Gottingen, Germany)
Conformational Dynamics of Dysferlin Suggest a Mechanism for Lipid Binding
17:40 — 18:05 Madhav Samanta (J. Heyrovsky Institute of Physical Chemistry, Czech Republic)
) ) Atomistic Insights into Crowder Driven Modulation of Adenylate Kinase Dynamics
18:05-19:30 Break / Dinner starts at 18:30
19:30-20:30 Poster Presentations: odd numbers
20:30 -21:30 Poster Presentations: even numbers
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Program, Hybrid Workshop in Hiinfeld, April 24-25, 2026 wiﬂ_i
“COMPUTER SIMULATION AND THEORY OF MACROMOLECULES” “

25 YEARS

Saturday, April 25, 2026 Times given in CET: Central European Time (UTC+2)

8:00 - 9:00 Breakfast
Invited Speaker: Florian Miiller-Plathe (Technical University of Darmstadt, Germany)
9:00 -9:40 . .
Coarse-graining and Dynamics
Vahid Nateghi (Max Planck Institute for Dynamics of Complex Technical Systems,
9:40-10:05 |°&MaW) . . . . o
Consistent Projection of Langevin Dynamics: Preserving Thermodynamics and Kinetics
in Coarse-Grained Models
André Zeipelt (Ruhr University Bochum, Germany)
10:05 -10:30 Light Martini Water Accelerates Conformational Sampling of IDPs in Coarse-Grained
MD Simulations
10:30-10:55 Coffee break
10:55 — 11:20 Khaled MehyDine (University of Strasbourg, France)
) ’ Predicting Relative Affinities with Coarse-grained Martini Simulations
11:20 — 1145 Ha'na Zupan (Free' U'n|ver5|ty Berlin, Germa'ny')
Grid-Based Description of Molecular Association
11:45 — 12:10 Rinto Thomas (Philipps University Marburg, Germany)
) ’ A Robust Residence Time Approach for Position-Dependent Diffusivity Calculations
12:10-13:15 Break / Lunch starts at 12:30
13:15 — 1340 Ainara Claveras Cabezudo (Max Planck Institute of Biophysics, Germany)
) ' Lipid Highways: Mechanistic Insights into ATG2-mediated Lipid Transport
13:40 — 1405 Milos lvanovi¢ (University of Zurich, Switzerland)
) ) Achieving Predictive All-Atom Simulations of Disordered Proteins and Condensates
14:05 — 14:30 David Varas Rubio (Constructor University Bremen, Germany)
) ’ Multiscale Simulation of a Fucoxanthin Chlorophyll a/c Protein Complex
Sina GeiBller (CNRS, Université Paris Cité, France)
14:30 — 14:55 A Comparative Investigation of the Mannose Binding Interface in DC-SIGN and MRC1
Carbohydrate Recognition Domains
Vinicius Avila Cabral (Heidelberg Institute for Theoretical Studies, Germany)
14:55-15:20 Mobility-Driven Carbohydrate Recognition by CBM21 Directs GH15 Toward Productive
Catalysis
15:20 - 15:45 Coffee break
Marius Trollmann (Friedrich-Alexander University Erlangen-Nuremberg, Germany)
15:45-16:10 . . . . .
Decoding pH-Driven Phase Transition of Lipid Nanoparticles
16:10 — 16:35 Maksim Kalutskii (Max Planck Institute for Multidisciplinary Sciences, Germany)
) ) A Tension Dependent Grip of the DAM1-Microtubule Complex
25" Anniversary Speaker: Jeremy Smith
16:35-17:15 Hinfeld: 800 Years and 25
17:15-17:25 Poster prize, final remarks and departure

Last updated: 30. Mrz. 2026




