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150 Kutzner, Carsten GROMACS in the Cloud: A Global Supercomputer to Speed up
Alchemical Drug Design

155 Mukherjee, Saumyak Entropy of Water in Protein Condensates

179 Guzman, Horacio V. Nanomechanical Crowding at the Interface between RNA and Soft
Surfaces

185 Alibakhshi, Amin Evaluating the Inhibition of CYP450 Enzyme by Theoretical
Chemistry and Machine Learning

228 Riedmiller, Kai Predicting Radical Migration in Collagen

231 Sz6l16si, Daniel The Mechanism of Sodium Binding to SERT - In Silico Investigation

236 Starke, Leonhard Molecular Dynamic Simulations of Hydrophobins: Pure-Protein
Bilayers and Lipid-Protein Interactions

267 | Pohjolainen, Emmi Mechanism by which a Cyclic-Nucleotide Gated lon Channel
Discriminates between Nucleotides Revealed by AFM Force
Spectroscopy and Molecular Dynamics Simulations

286 Ali, Ahmed Allostery in Nonequilibrium Simulations

294 | Tusha, Gers Computational Studies of Confinement-Controlled Chemistry in
Supramolecular Cages

297 Dorbath, Emanuel Log-Periodic Oscillations in Proteins

302 Bock, Lars V Effects of Cryo-EM Cooling on Structural Ensembles

320 Eltzner, Benjamin Modeling Protein Ensembles with Doubly Intractable Distributions

327 Rogacheva, Olga MD-Based Approach to Study Activation of the Mechanosensitive
lon Channel MscL in Response to Various Stimuli

329 Kozlowski, Nicolai Uncertainty in Markov State Models of Small Macromolecules

343 De Vecchis, Dario Fear Not Complexity: Molecular Dynamics Simulations of Pgp in a
Composite Membrane Blend Reveal Functional Lipid Wedges

347 Kopec, Wojciech Selectivity Filter Gating in the MthK Potassium Channel and its V55E
Mutant

358 | Krieger, Lukas Ishmael Understanding Ultrafast Protein Dynamics in Crystals

359 | Anselmi, Massimiliano Experiment-Guided Molecular Simulations Reveal the
Heterogeneous Ensemble of the SH2 Tandem of SHP2 Phosphatase

361 Horvath, Ferdinand Voltage Sensing in Protein-Conducting Channel SecYEG

363 Gabrielli, Sara Elongation Factor G and Bacterial Resistance to Aminoglycosides
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368 Spies, Katharina Computational Study of the Channelrhodopsin Chrimson Wild-Type
and Mutants

375 Gil Herrero, Cristina Coarse-Grained Modeling of Salbutamol and Salmeterol Binding to
Beta 2-Adrenergic Receptor

377 Nagy, Gabor A Proposed Mechanism for Vibrio Export Monitoring Polypeptide
Folding in the Ribosome Exit Tunnel

390 Leidner, Florian Towards Understanding the Functional Dynamics of ACP Mediated
Substrate Transport in the Fungal Fatty Acid Synthase

408 Kasparyan, Gari Free Energy Simulations of Electroporation

412 Spinetti, Elena Investigating Human Irela Assembly Process via Multiscale
Molecular Dynamics Simulations

418 | Arghittu, Serena Maria Insight into the Activation Mechanism of the c-Met Receptor
Ectodomain from a Mechanistic Point of View

421 Schultze, Steffen Bayesian Structure Determination from Single Molecule X-Ray
Diffraction

422 Finn, Lauren Evaluating Changes in Configurational Entropy with Molecular
Dynamics Simulations

424 Chen, Yaoyi A Machine Learning Implicit Solvent Approach for Molecular
Dynamics

426 Heinz, Frederick Simulation of Hydrogels with Low Polymer Mass Fraction

430 Rennekamp, Benedikt Hybrid Simulations of Collagen Breakages Reveal Mechanical and
Oxidative Buffering

436 Becker, Robert A. A Continuous Complete RNA Translocation Cycle by the DEAH-Box
Helicase Prp43 in Atomic Detail

439  |Jager, Miriam Predicting lon Channel Conductance from Dissipation-Corrected
Targeted MD and Langevin Equation Simulations

442 Rajabzadehtahmasebi, Identifying The Metastable States

Noosheen

447 Oellers, Mareike Free Energy Calculation of Peptide Binding to Lipid Droplets

448 Driver, Mark Complementary or Competing Interactions? Effects of DPRs and
RNA on FUS Condensates, and Their Implications in ALS Progression.

452 Chatzimsagas, Leonie Simulation of Liquid Jet Explosions and Shock Waves Induced by X-

Ray Free-Electron Lasers
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459 Prass, Tobias Marcel Exploring Protein-Protein Interactions at High Concentrations using
the Martini3 Coarse-Grained Force Field

472 Keller, Bettina Path Probability Ratios for Langevin Dynamics — Exact and
Approximate

477 Linse, Johanna-Barbara Scrutinizing the Hydration Shell of Proteins from SAXS and MD
Simulations: Effects of Water Models and Force Fields

478 de Buhr, Svenja Mechanoactivation of Abl Kinase Using Force-Probe Molecular
Dynamics Simulations

480 Tiirkaydin, Berke Investigation of Activation and Inhibition Mechanism in TREK-1 and
TREK-2 Potassium Channels Using Molecular Dynamics Simulations

481 Griining, Gesa The Influence of Dynamical Degrees of Freedom on Compass
Sensitivity: A Comparison between Plant and Migratory Bird
Cryptochrome

489 Nagel, Daniel Correlation-Based Feature Selection to Identify Functional Dynamics
in Proteins

493 Kretschmer, Katarina Binding of Oxygen at the Qo-Site of the Human bc1-Complex may
Lead to Formation of Superoxide

496 Pusara, Srdjan Specific and Non-Specific Protein-Protein Interactions for Beta-
Lactoglobulin

498 Schulze-Niemand, Eric C-Terminal Activation of USP48

499 Kumar, Deepak Permeability and Ammonia Selectivity Through Aquaporin AtTIP2;1
in Liquid and Gel Phase Lipid

508 Mironenko, Andrei Study of the Slo1 Channel Gating Using Molecular Dynamics
Simulations

510 Hui, Chenggong Quantum Chemical Analysis of lon Permeation in Potassium
Channels

518 Sarngadharan, Pooja A QM/MM Molecular Dynamics Approach to the Light Harvesting
Complexes

519 Griinewald, Fabian High-Throughput Polymer Design with Martini 3
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523 Aponte-Santamaria, Coarse-Grained Models for Intrinsically Disordered Domains, IDD,
Camilo Ported into GROMACS: How Phosphorylation Shifts IDD

Conformational Ensembles

525 Stevens, Jan Constructing Large Scale Simulations using the Martini Force Field

529 Poojari, Chetan S. Lipid Binding Specificity of Viral Fusion Proteins

535 Chen, Yixin The Minimal Markov Model for Rotary Catalysis of F1-ATPase

537 | Kohnke, Bartosz Fast Multipole Method for a Constant ph Algorithm in GROMACS

538 | Tran, Thu Thi Minh Capturing Aggregation Pathways of Cellulose | Microfibrils in Water

by All-Atom Molecular Dynamics Simulation
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