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30 | Khalak, Yuriy Learning to Bind: In Silico Ligand Optimization via Adaptive Learning
of Computed Binding Free Energies
40 | Anthony Raj, Xavier Role of Seipin in Lipid Droplet Biogenesis
Prasanna
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
195 | Boukabcha, Maamar Role of Biophysical, Mathematical and Informatics Methods and
Tools in Studying Plant Growth and Development: A Case Study of
Sunflower
203 | Matthes, Dirk In Silico Investigation of Membrane-Embedded AR Oligomers
Highlight the Effect and Specificity of Pore Formation along 3-Sheet
Edges
205 | Poma, Adolfo B. Martini 3 Model of Cellulose Microfibrils: On the Route to Capture
Large Conformational Changes of Polysaccharides
228 | Riedmiller, Kai Predicting Radical Migration in Collagen
231 | Sz6ll6si, 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
263 | Kav, Batuhan Does the Inclusion of Electronic Polarisability Lead to a Better
Modelling of Peptide Aggregation?
264 | Zdorevskyi, Oleksii Interaction of Quinone-Based Compounds with Mitochondrial
Respiratory Complex I: A Molecular Dynamics Study
267 | Pohjolainen, Emmi Mechanism by which a Cyclic-Nucleotide Gated lon Channel
Discriminates between Nucleotides Revealed by AFM Force
Spectroscopy and Molecular Dynamics Simulations
268 | Matamoros-Recio, Full-Atom Model of the Activated Toll-Like Receptor 4 Dimer in a
Alejandra Membrane Environment
271 | Lopez Santini, Brianda In Silico Design of Cyclic Peptide Binders Targeting Protein-Protein
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363

Gabrielli, Sara

Elongation Factor G and Bacterial Resistance to Aminoglycosides

368

Spies, Katharina

Computational Study of the Channelrhodopsin Chrimson Wild-Type
and Mutants

369

Post, Matthias

Langevin Models from Constrained MD Simulations

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

383 | Roostaei, Sara Modeling Charge Transport in Organic Semiconductors

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

393 | Badshah, Syed Lal Identification and Inhibition of the Allosteric site of SARS-CoV-2
NSP10/NSP16 Methyltransferase

401 | Scherer, Katharina Effect of Transmembrane Domains on the Free Energy of Stalk

Nucleation during Membrane Fusion

402 | Kienlein, Maximilian Prolyl Cis-trans Isomerization Investigated with Advanced Hamilton
Replica Exchange Molecular Dynamics

407 | Herold, Julian Machine Learning Based Optimization for Tumor Simulations

408 | Kasparyan, Gari Free Energy Simulations of Electroporation

412 | Spinetti, Elena Investigating Human Irela Assembly Process via Multiscale

Molecular Dynamics Simulations

414 | Ives, Callum A Co-Operative Knock-On Mechanism Underpins Ca2+-Selective
Cation Permeation in TRPV Channels
418 | Arghittu, Serena Maria Insight into the Activation Mechanism of the c-Met Receptor

Ectodomain from a Mechanistic Point of View

420

Scharbert, Lara

Engineering of an Organic Solvent Tolerant Esterase based on
Computational Predictions

421

Schultze, Steffen

Bayesian Structure Determination from Single Molecule X-Ray
Diffraction
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282 | Martinez-Ledn, Alejandro | Binding Mode Characterization of PfFNT Inhibitors through Docking
and Molecular Dynamics Simulations

286 | Ali, Ahmed Allostery in Nonequilibrium Simulations

292 | Raghavan, Bharath High Performance Computing-based Molecular Simulations of the
IDH1 Enzyme—A Target For Anticancer Therapy

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

297 | Dorbath, Emanuel Log-Periodic Oscillations in Proteins

301 | Gapsys, Vytautas Pre-Exascale Computing of Protein-Ligand Binding Free Energies
with Open Source Software for Drug Design

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

312 | Guischard, Felix Protein Vibrations and their Localization Properties: A Numerical
Scaling Analysis

320 | Eltzner, Benjamin Modeling Protein Ensembles with Doubly Intractable Distributions

322 | Kremer, Nora Diffusion of Cocaine through a Model Membrane: A Computational
Approach

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

330 | Schéffner, Malte Insights into the Operation Mode of ABCE1 via Markov Models

335 | Morozov, Dmitry Scalable QM/MM Simulations of Biological Systems using Novel
GROMACS-CP2K Interface

340 | Getin, Ebru Manipulation of a Cryptic Site on DHFR to Combat Trimethoprim
Resistance in E. coli

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

351 | Buslaev, Pavel Constant pH MD in GROMACS

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
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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
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481

Griining, Gesa

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

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

497 | Tanzel, Victor Finding Protein-Ligand Unbinding Pathways in dcTMD Simulations

Using Distance-Based Clustering

499 | Kumar, Deepak Permeability and Ammonia Selectivity Through Aquaporin AtTIP2;1
in Liquid and Gel Phase Lipid
503 | Jana, Kalyanashis Computational Modelling of Transmembrane Pores from Mirror-

Image Peptides

504

Castro Nepomuceno,
Felipe

Peptide Elongation in Carbon Nanotube: An Atomistic Approach

506

Gomez Flores, Claudia
Leticia

Studying Disulfide Shuffling with the Aid of Machine Learning

507 | liter, Metehan Conformational Transitions in the Catalytic Cycle of Cezanne-1

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
520 | Konig, Melanie Lipid Sorting in Curved Membranes
523 | Aponte-Santamaria, Coarse-Grained Models for Intrinsically Disordered Domains, IDD,

Camilo

Ported into GROMACS: How Phosphorylation Shifts IDD
Conformational Ensembles
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428 | Behle, Eric In Silico Tumor Invasion Dynamics

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

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

440 | Inanlou, Samaneh Understanding Excited State Properties of Host Materials in OLED

441 | Versini, Raphaélle Structural Basis of the Transmembrane Domain of the Yeast
Mitofusin Fzol with MARTINI3

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

453 | Loschwitz, Jennifer Unraveling Large-Scale Motions and Membrane Binding of
Dynamin-Like Proteins by Molecular Simulations

457 | Ezat, Ahmed Adel Study of the binding site dynamics, druggability and cryptic pocket
formation in different human coronaviruses' main protease (Mpro)

459 | Prass, Tobias Marcel Exploring Protein-Protein Interactions at High Concentrations using
the Martini3 Coarse-Grained Force Field

466 | Zschau, Richard Kinetics of Azochignolin Beta-Hairpin Folding

469 | €ernekova, Michaela Unfolding of the VemP-Helix Inside the Ribosomal Exit Tunnel:
Metadynamics Approach

470 | Changiarath Sivadasan, Liquid-Liquid Phase Separation in Gene Transcription

Arya

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
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524 | Pekel, Hanife A Novel Approach for Targeting Specific State of a Protein that
Emerges Under Disease Conditions: A Case Study on
Phosphorylated Farnesyltransferase

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

528

Kansari, Mayukh

Correlated Quantum MD for the Price of Semiempirical:
Parameterisation of DFTB3 and Long QM/MM Simulations
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819

Afrose, Syeda Samira

Targeting Purine Nucleoside Phosphorylase for T-cell-mediated
Diseases by Newly Designed Acyclovir Analogs: Combined Density
Functional, Molecular Docking, and Molecular Dynamics Study

829 | Hruska, Eugen Adaptive Seeding Strategies to Speed up Protein Dynamics
Estimation

846 | Nazarian, Zohreh Solvent Dependent Activity of Candida Antarctica lipase B and its
Correlation with a Regioselective Mono Aza-Michael Addition-
Experimental and Molecular Dynamics Simulation Studies

857 | Vrban, Lucija Computational Study of the Monoamine Oxidase B Mechanism-

Based Irreversible Inhibitors
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529 | Poojari, Chetan S. Lipid Binding Specificity of Viral Fusion Proteins

530 | Senju, Yosuke Dynamics of Actin-Binding Proteins on the Membranes

532 | Stelzl, Lukas From Atomic Resolution Ensembles of Disordered Proteins to
Simulations of the Condensates and Phase Behaviour of
Neurodegeneration-Linked Proteins

533 | Peralta Moreno, Maria Accelerating the Detection of Allosteric Sites in FBDD

Nuria

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

624 | Oung, Sangwar Wadtey Diffusion of Cocaine through a Model Membrane: A Computational
Approach

671 | Oztuerk, Mehmet Ali finDr: A Web Server for in Silico D-Peptide Ligand Identification

686 | Jonniya, Nisha Amarnath | Molecular Mechanism of Inhibiting WNK Binding to OSR1 by
Targeting the Allosteric Pocket of the OSR1-CCT Domain with
Potential Antihypertensive Inhibitors: An In Silico Study

687 | Roy, Rajarshi Comparative Structural Dynamics of Isoforms of Helicobacter Pylori
Adhesin BabA Bound to Lewis b Hexasaccharide via Multiple Replica
Molecular Dynamics Simulations

688 | Sk, Md Fulbabu Phosphorylation-Induced Conformational Dynamics and Inhibition
of Janus Kinase 1 by Suppressors of Cytokine Signaling 1

708 | Bouquiaux, Charlotte Investigation of the Second Harmonic Generation Responses of Di-
8-ANEPPS in a Collection of Lipid Bilayers: A Combined Molecular
Dynamics-Quantum Chemistry Study

715 | Qian, Xuliang Boron Nitride Nanosheets Can Induce Water Channels Across Lipid
Bilayers Leading to Lysosomal Permeabilization

746 | Magalhaes, Rita A QM/MM Computational Study on the Catalytic Mechanism of
Ideonella Sakaiensis PETase

778 | Santra, Golokesh Going Beyond the PT2 Correlation for DSD Double Hybrids: Direct
Random-Phase Approximation and Scaled MP3 Corrections

814 | Liao, Qinghua Development and Application of the Nonbonded Cationic Dummy

Model Accounting for lon-Induced Dipole Interactions
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875 | Wang, Yuhan Using Molecular Dynamics Simulations to Predict Antibody
Aggregation Propensity and Accelerate Manufacturing
Development

885 | Pfaendner, Christian Resolution Transformation of Coarse-Grained to Atomistic Models -
From Traditional Approaches to Modern Machine Learning
Techniques

893 | Raczynska, Agata Structural and Functional Analysis of Macromolecules based on
Simulations of Small Molecular Probes

894 | Schmitz, Mirko PatcHwork: A User-Friendly pH Sensitivity Analysis Web Server for
Protein Sequences and Structures

897 | Mozibullah, Md. Molecular Dynamics Based Analyses of the Structural Impacts of
Y429C Mutation on PAK1 in Neurodevelopmental Disorder

898 | Siddika, Aysha Identifying BACE1 Natural Inhibitors Against Alzheimer’s Disease: A
Computational Approach

899 | Shirin, Mumtaz In silico Screening of Novel COX-2 Inhibitors from Marine Natural
Products Against Colorectal Cancer

900 | Emon, Md. Mehedi Hasan | Structure-Based Drug Design by Targeting CHEK1 from Potent

Natural Products against Colorectal Cancer
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