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91 Sohraby, Farzin Characterization of the bottlenecks and pathways for inhibitor 

dissociation from [NiFe] hydrogenase 

93 Aho, Noora Modelling contrast-variation SAXS experiments by explicit-solvent 

molecular dynamics 

159 Matthes, Dirk Amyloid-β Oligomer Conformations and Membrane 

Permeabilization 

196 Biswal, Satyaranjan Collagen Structured Hydration 

307 Kumar, Akhil Peripheral linker mediates ACP’s recognition of DH and stabilizes 

Mycobacterium tuberculosis FAS-I 

317 Wasim, Abdul Modulation of α-Synuclein Aggregation Amid Diverse 

Environmental Perturbation 

336 Kersten, Lisa Sophie Atomistic Mechanism of Copper Transfer to Plant Receptor ETR and 

Structural Receptor Dynamics after Binding of Ethylene and 1-

Methylcyclopropene 

355 Rahimi, Zeinab NrfH in External Electric Fields: Protonation and Dielectrics 

368 Ntallis, Charalampos A Realistic Outer Membrane Model of the Bacterium Escherichia 

Coli 

383 Yang, Song Switching Gō-Martini for Investigating Protein Conformational 

Transitions and Associated Protein-Lipid Interactions 

393 Akkus, Ebru Elucidating the Exciton Transfer Mechanism in LHCII Through ML 

433 Pooja, Pooja Harmonizing Nature's Symphony: A Computational Ballet Predicting 

Calcium-Binding Protein Mutants' Affinity to Ca2+ Through a Physics 

and Evolution-Based Strategy, Elevating Protein Design 

435 Patel, Smit Deciphering Niemann-Pick C Disease: Structural and Functional 

Perspectives on NPC2-Mediated Cholesterol Transport using 

Molecular Dynamics Simulations 

447 Mathur, Apoorva Brownian Dynamics Simulations of the Bacterial Cytoplasm 

462 Sequeira, João G. N. Extending the Stochastic Titration CpHMD Method to AMBER14SB 

for Acid-Sensing Ion Channels Modeling 

466 de Maeyer, Annke Base-Pair and Downstream-Structure Free-Energy Differences 

Estimated from Viral Frameshifting Efficiencies 

487 Sehrawat, Vidhi A Green Approach to Tackling Glycomic Challenges in the Brain and 

Beyond 
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509 Yousef, Mohannad Jawad 

Mustafa 

Computational Insights into the Effects of pH on β-Glucosidase 

Stability and Catalysis 

525 Goss, Christina Parameterizing the Intrinsically Disordered Glycoprotein Lubricin for 

the Martini 3 Coarse-Grained Force Field 

532 Pires, Ines Constant-pH MD Simulations of Cytochrome c Oxidase 

533 Buck, Johanna Variously Crosslinked Collagen Microfibrils Under Force 

552 Prass, Tobias Marcel Fine-Tuning Martini3: Protein-Cosolvent Interactions 

556 Bock, Lars V. Ribosome Stalling in Presence and Absence of Antiobiotics studied 

by MD Simulations 

558 Wolf, Nicolas SE(3)^N Equivariant Diffusion Models for the Design of a Small 

Protein with Trivalent Crosslink 

561 Arciszewski, Krystian Investigation of Activation Mechanism of Auxiliary Chaperone 

Proteins from the Hsp40 Family 

579 McGrath, Hugo Nascent Peptide Presence in Ribosomal Tunnel Linked to Long-

range Allostery 

587 Betz, Johannes Efficient Generation of Disordered Protein Ensembles at Atomic 

Resolution:  An Easy-to-Use Implementation of Hierarchical Chain 

Growth 

590 Mašek, Martin Exploring the Evolutionary Stability of the Peptidyl Transferase 

Center in Ribosomes Using All-Atom and Coarse Grained 

Simulations 

600 Ezat, Ahmed Study of the Binding Site Dynamics, Druggability and Cryptic Pocket 

Formation in Different Human Coronaviruses' Main Protease 

(Mpro) 

606 Polverini, Eugenia The C282Y Mutation in Hereditary Hemochromatosis: Structural 

and Functional Implications Investigated by Molecular Dynamics 

Simulations 

614 Jahani, Kiana Superoxide Production in Protein Complexes 

735 Sayed, Azmy Mohammed Unveiling the TP53-CDK1 Axis to Target CDK1 in Breast and Lung 

Cancer via Integrative Multi-Omics, Molecular Docking and 

Molecular Dynamics Simulation 

742 Tummeley, Marco 

Andreas Malte 

Calculating Mössbauer Parameters of Iron Centers in 

Macromolecules with Density Functional Theory 

743 Knauer, Lukas Vibrational Properties and Protonation States of the [2Fe-2S] 

Cluster of Apd1 Protein and its Ligands 
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766 Rajesh, Ramanathan V-Nitrogenase Reduction of Carbon Monoxide: A Multiscale 

Computational Investigation 

768 Kahler, Anna Improving MD Performance on HPC Clusters Through In-Depth 

Hardware Knowledge and Advanced Program Usage 

 


