
 Posters A-Z 

Acharya, Srijita Presenter: Dey, Sucharita 
Identifying the molecular determinants of proteins’ robustness to 
mutations 

 43 

Adjei-Doku, Grace 
Probing PIEZO1-MDFIC interactions: insights from molecular 
dynamics simulations 

 44 

Al-Salhi, Suhad 
From genomes to therapeutics: computational structural 
biology–driven drug design in basidiomycete fungi 

 45 

Alvarado Valverde, Jesús 
Prediction of variant pathogenicity through the structural modeling of 
domain-motif interfaces 

 46 

Amrit, V 
Comprehensive analysis of lncRNA-miRNA-mRNA network in 
neurodegenerative disorders 

 47 

Ateeque, Muhammad Yasir 
Modeling the structural dynamics of the DnaB-DNA complex using AI 
structure prediction tools and solid-state NMR data 

 48 

Azizi, Latifeh 
Towards understanding STAT protein function through structural 
biology 

 49 

Ballabio, Federico Presenter: Capelli, Riccardo 
Mechanistic insights into protonation-dependent GPCR inactivation 
via constant-pH simulations 

 50 

Bendel, Alexandra Presenter: Kempf, Georg 
Application of deep-learning methods to decipher the human bZIP 
interaction network 

 51 

Ber, Sophia 
Uncovering the gating mechanism of K2P channels via molecular 
dynamics simulations 

 52 

Bianchi, Danielle Presenter: Borza, Razvan 
Zincore: an atypical coregulator of ZNF transcription factors  53 
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Biswas, Kabir 
Allosteric regulation mediated by distant, coevolving residues in GAF 
domains 

 54 

Bolz, Sarah 
The structural basis of drugs targeting protein-protein interactions 
uncovered with the protein-ligand interaction profiler PLIP 

 55 

Borsatto, Alberto 
CryptoBank: a resource for the identification and prediction of cryptic 
sites in proteins 

 56 

Brancolini, Giorgia 
Multiscale, data-driven modeling of ACE2–DX600 interactions for 
Anti–SARS-CoV-2 drug design 

 57 

Buschmann, Lukas 
Much ado about nothing: modelling amino acid replacement with 
predicted protein structures 

 58 

Casado-Barragán, Felipe 
De novo generation of functional nanobodies using language and 
machine learning pipelines: a full sequence aware appreache for 
antigen-specific design 

 59 

Chacón, Carlos 
Automated and modular protein binder design with BinderFlow  60 

Chakraborty, Shrestha 
Integration of dynamic residue network and experimental profiling of 
SARS-CoV-2 Mpro mutations linked to drug resistance 

 61 

Chan, Elliot 
Electrostatic embedding of machine learning potentials for fast, 
accurate simulation of enzyme catalysis 

 62 

Chhabra, Hemani 
Strand stories - understanding ssDNA dynamics using all-atom MD 
simulations guided via high throughput FRET 

 63 
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 64 

 65 

 66 

 67 

 68 

 69 

 70 

 72 

 71 

Chyzy, Piotr 
Multidimensional molecular dynamics simulations of nucleic 
acid-ligand recognition: binding of aminoglycosides by a riboswitch 

Chyzy, Piotr 
Optimization of alchemical simulations for designing antimicrobial 
peptides containing unnatural amino acids 

Cohen, Tomer 
Detection of macromolecules in cryo-electron tomograms using 
autonomous-driving deep-learning based architectures 

Cohen, Tomer Presenter: Schneidman, Dina 
Epitope-specific antibody design using diffusion models on the latent 
space of ESM embeddings 

Coker, Emma 
Structural characterisation of protein-protein interactions governing 
chlorination in the biosynthesis of aeruginosin 

Console, Lara 
Transport cycle of the mitochondrial carnitine/acylcarnitine carrier 

Crauwels, Charlotte 
Gaining functional insights into GPCRs through chimeric design 

da Silva Antunes, Patricia 
Phylodynamics-driven de novo design of a novel diagnostic protein 
for Dengue virus Serotype 1 

Aho, Noora       
Molecular dynamics simulations of a protein-detergent complex to 
model contrast-variation SAXS experiments 

Dapkunas, Justas 
PPI3D clusters: non-redundant datasets of protein-protein, 
protein-peptide and protein-nucleic acid complexes, interaction 
interfaces and binding sites 

 73 
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Das, Swati 
Exploring the mutational landscape to identify variant superoxide 
dismutases with altered biochemical and biophysical properties 

 74 

Daumiller, Diandra 
Design of multi-target antiviral drugs from 49+ amino acids  75 

Demharter, Samuel 
Quantifying stability effects of antibody-antigen interface mutations  76 

Dijkhuizen, Christa 
Molecular simulations explain the effects of the p.(L2026M+G2032R) 
double mutation in ROS1 on targeted TKI treatment 

 77 

Dixit, Bhawna Presenter: Vranken, Wim 
Protein dynamics and conformational heterogeneity in solution are 
not well captured computationally 

 78 

Docter, Steffen 
AI-based engineering of transaminase stability and substrate 
acceptance 

 79 

Domanska, Maria 
Probing the curvature-sensing properties of model transmembrane 
helices in lipid bilayers through multiscale molecular dynamics 
simulations 

 80 

Dutta, Debabrata 
Computational modelling of wheat small secreted proteins with 
intrinsically disordered regions interacting with Zt-11, a secreted 
effector from the fungal pathogen Zymoseptoria tritici 

 81 

Dutta, Subhajeet Presenter: Upadhyay, Aditya 
CyanoCIN: an integrated platform for cyanobacterial RiPP discovery, 
annotation, and comparative genomic analysis 

 82 

El-Hendi, Ferras 
On the role of secondary structure in remote homology detection. A 
viable approach? 

 83 
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Eliasian, Roi 
Interpretable markov models reveal distinct transport pathways and 
bottlenecks in the nuclear pore complex 

 84 

Elmaci, Dilsah Nur 
Unraveling the conformational landscape of Rab7a: the role of 
nucleotide state and membrane anchoring 

 85 

Engel, Anna 
Protein-quest: finding structural treasures in the protein jungle  86 

Fairchild, Emily Presenter: Hines, Jennifer 
Development of computational methods to predict RNA-ligand 
affinity, specificity and functional modulation 

 87 

Fasemire, Ayomide 
Exploring protein–protein interface dynamics with CABS-flex 3.0: 
insights from the IL-1 receptor–antagonist complex 

 88 

Fauconnet, Yoann 
A bioinformatic investigation of biomolecular interactions: 
integrating AI-driven modeling and multi-omics data analysis 

 89 

Fernandes, Thales 
Structural modeling of bothrops jararaca oligosaccharyltransferase 
complexes via deep learning and molecular dynamics 

 90 

Galpern, Ezequiel 
Probing the dark energy in the functional protein universe  91 

Garai, Swarnava 
TF-NRD: a curated non-redundant dataset of transcription factors  92 

Garber, Noah 
Simulating antibiotic permeation across outer membranes of 
gram-negative bacteria 

 93 

Gardasevic, Tania 
Accelerating TCR drug discovery through deep-learning structure 
prediction 

 94 
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 98 
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Gaur, Kritika 
Proline-rich motifs mediate STK35L1 degradation by NEDD4l: 
insights into ubiquitin pathways in cancer 

Giannetti, Guido 
Atomistic modeling of AGEs crosslinks in collagen fibrils 

Goedl, Laura 
Structural and functional insights into ATGL regulation by ABHD5 in 
intracellular lipolysis 

Gomez Flores, Claudia Leticia 
Atlas: automated topology learning and structure-solving workflow 

González Calatayud, Alberto 
Assessing structural prediction tools for protein mutants  99 

Green, Kendall Presenter: Vedanayagam, Jeffrey 
Functional unknomics through structure-informed homology 
detection 

 100 

Gregory, Holly 
Elucidating the role of regulatory proteins in their modulation of the 
bacterial elongasome 

 101 

Gupta, Himanshu 
Cancer-associated mutation at glycine 400 in TIP60 disrupt its phase 
separation property and catalytic activity resulting in compromised 
DNA damage repair function of the cell 

 102 

Haddad, Bassam 
Molecular mechanisms underlying ionic conduction and rectification 
in Cx46 and Cx50 gap junctions 

 103 

Heidig, Sophie-Luise 
Defining biophysical constraints in the evolution of β-lactamases 
through ancestral sequence reconstruction 

 104 

Hermans, Pauline 
Predicting enzyme fitness by combining structural and 
(co)evolutionary methods 

 105 
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Hoch, Jeffrey Presenter: Simon, Bernd 
NMRbox: a shared platform for scientific computation, collaboration, 
and instruction 

 106 

Holland-Kaye, Ingelise 
High-throughput PPI screening with AlphaFold  107 

Horne, Jim 
Mapping the space of protein binding sites by integrating 
sequence-based protein language models with pocket-context 

 108 

Ibragimov, Ruslan 
Investigation of molecular mechanism behind enzymatic activity of a 
novel family of TeTIR protein domains using multi-scale 
computational approach 

 109 

Jartti, Minne 
Computational analysis of structurally important regions on 
enterovirus cerhino capsid for improved virus-like particle stability 

 110 

Karabogdan, Ivana 
A computational workflow for identification of potential novel ligand 
binding sites within the cytosolic AHR complex 

 111 

Karampa, Panagiota 
Structural basis for enhanced MHET degrading activity of 
engineering feruloyl esterase 

 112 

Kazmierczak, Magdalena 
Accurate and efficient multiscale modelling of Diels-Alder enzyme 
reactions with machine learning potentials. 

 113 

Kim, Tom Dongmin 
Photosystem II in the AI era: linking structural evolution to function  114 

Klaiss Luna, Maria Camila 
Energetics of CyaA translocation: an integrative molecular dynamics 
and biophysical approach 

 115 
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Kluge, Paul 
Parametrically designed helical bundles to probe the CISS effect  116 

Kopany, Stefan 
Filling the gaps of the flavivirus life cycle by molecular dynamics 
simulations 

 117 

Kosinski, Jan Presenter: Egger, Luca 
Improving AlphaFold 3 structural modeling by incorporating explicit 
crosslinks 

 118 

Kropivsek, Klara 
NatiNb: a naïve llama nanobody database  119 

Kudrevceva, Anastasija 
Protein-ligand binding affinity prediction using descriptors derived 
from Voronoi tessellation 

 120 

Kumawat, Amit 
Molecular insights into the G6PD inhibition by the allosteric 
modulator G6PDi-1 

 121 

Kurt, Han Presenter: Morra, Giulia 
Rational design of an allosteric modulator of arrestin-GPCR 
interaction 

 122 

Lankina, Anastasia Presenter: Lankina, Anastasia 
Cross-herpesvirus immunity of the cytomegalovirus gB/MF59 vaccine 
response 

 123 

Leon, Diana 
Mechanistic insights into Cas12a cleavage via comparative analysis 
of nickase variants 

 124 

Li, Haochen 
Prediction of protein dynamics properties from protein sequence by 
SSLPD 

 125 

Lindahl, Isabell 
Who induces what? Exploring membrane curvature generation and 
sensing of mitochondrial membrane proteins using coarse-grained 
MD 

 126 
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Logonder, Tina 
Exploring the interaction between FHL2 and β-catenin using 
cross-linking mass spectrometry and small-angle X-ray scattering 

 127 

Loonen, Stefan 
How to characterize the interactome of promiscuously interacting 
proteins through enhanced sampling 

 128 

Lytje, Kristian 
Addressing common SAS misunderstandings in MD-based 
calculations 

 129 

Maksymenko, Kateryna Presenter: Wörtwein, Tobias 
Damietta: physics-based protein design  130 

Malatesta, Marco 
Integrating complementary functional association signals uncovers a 
novel partner in Coenzyme Q biosynthesis 

 131 

Malekian Boroujeni, Negin 
Surface mutations and structural insights: positive selection sheds 
light on antibiotic resistance in Escherichia coli 

 132 

Mamun, Mohammad AL 
In-silico development of cd20 specific dna-aptamers for targeted 
phenotyping of b-Cell neoplasms in non-hodgkin lymphoma 

 133 

Martínez-León, Alejandro 
Moldrug and BindFlow: open-source tools for chemical space 
exploration and binding free energy calculations 

 134 

Martins, Junior 
Integrating evolutionary and structural biology for de novo protein 
design aiming at yellow fever virus diagnostics 

 135 

Matus, María Francisca 
Dynamic behavior of ultrasmall ligand-protected gold nanoclusters in 
blood plasma 

 136 
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Maurer, Valentin 
Helfrich Monte Carlo flexible fitting: physics-based, data-driven 
cell-scale simulations 

 137 

McCubbin, Patrick 
Modelling the progression and impact of radiation damage  138 

Mishra, Aanchal 
SUMO:SIM interactions - when predictions meet experiments  139 

Molodenskiy, Dmitry 
AlphaPulldown2—a general pipeline for high-throughput structural 
modeling 

 140 

Mondal, Manas 
Multivalent modes of interactions and potential structure induced 
effects of the secondary structural motifs of RNA in RNA-RNA 
association 

 141 

Morley, Lucas 
Integrative modeling of the rhoptry secretory apparatus in 
toxoplasma gondii 

 142 

Nandi, Suvendu 
Integrating in silico screening and experimental validation to identify 
potential inhibitor in glioblastoma 

 143 

Narrowe Danielsson, Sarah 
AlphaFold predicts more false positives for homodimers than 
heterodimers 

 144 

Nechepurenko, Diana 
Developing synthetic foldamers catalogue containing non-canonical 
aminoacids 

 145 

Pantolini, Lorenzo 
Rewriting the language of life by discretising protein language 
models 

 146 

Passi, Gal 
CalibVEP - calibrated variant effect prediction with unsupervised 
variants clustering 

 147 
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Passmore, Munro 
Elucidating the structural role of docking domains in HDAC inhibitor 
biosynthesis 

 148 

Pérez Aguilar, José Manuel Presenter: Muñoz Granados, Ian Asaf 

Investigation of the selectivity of the atypical chemokine receptor 
CXCR7 and its mode of interaction with various ligands. 

 149 

Pilgram, Laura-Marie 
Expanding the arabidopsis thaliana interactome using coevolutionary 
signals and deep learning 

 150 

Pohjolainen, Emmi 
Systematic evaluation of molecular dynamics-based features and 
targets for predictive modeling of binding sites in 
nanocluster–biomolecule systems 

 151 

Pölläniemi, Angelika 
Assay development for JAK2 inhibitor screening and identification of 
allosteric inhibitors 

 152 

Raad, Charbel 
Rational engineering of synthetic protein degraders for targeted 
protein degradation 

 153 

Ramasamy, Pathmanaban 
Assessing the relation between protein phosphorylation, AlphaFold3 
models, and conformational variability 

 154 

Rammer, Laura 
Molecular architectures of the carboxylesterase 2 family  155 

Ramos-Guzmán, Carlos 
QM/MM dissection of faropenem turnover by L1 metallo-β-lactamase 
reveals the timing of 6α-hydroxyethyl reorientation 

 156 

Ratnasinghe, Brian 
Mesoscale modeling of plant cell wall formation  157 
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 160 

 161 

 162 

 163 

 164 

 165 

 166 

 167 

 EMBO Workshop: Computational structural biology 

Rehneke, Laura 
Comprehensive analysis of beneficial effectors for improved plant 
fitness 

Reys, Victor 
On the road to predict the human PDZ domains interactome by 
combining both structure based and machine learning methods 

Røgen, Peter 
Sequence-similar protein domain pairs with structural or topological 
dissimilarity 

Rouger, Quentin 
Naive prediction of complete protein complex structure using 
AlphaFold, applied in Type 4 secretion system 

Sahu, Sneha 
Structural basis of product-mediated allosteric inhibition of 
β-glucosidase, BglB, from Paenibacillus polymyxa 

Sanlley, Javier 
Connecting the dots: characterization of protein dynamics and 
allostery in the SARS-CoV-2 main protease (MPro)” 

Schake, Philipp 
PLIP 2025: introducing protein–protein interactions to the 
protein–ligand interaction profiler 

Schifino, Gioacchino 
Computational design of ssDNA-aptamer-functionalized nanomaterial 
for West Nile virus E protein recognition 

Schott-Verdugo, Stephan 
Molecular dynamics insights on how the bacterial ESCRT-III PspA 
complex induces membrane tubulation 

Schwerin, Inken Kaja 
Energy landscape sampling of the PAR1 receptor reveals the 
structural dynamics of its molecular activation mechanism 

Cancelled  168 
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Sgarbossa, Damiano Presenter: Malbranke, Cyril 
ProtMamba: a homology-aware but alignment-free protein state space 
model 

 169 

Smorodina, Eva Presenter: Kropivsek, Klara 
Confidence, correctness, and cost in machine learning docking of 
VHH–antigen complexes 

 170 

Stegani, Bruno 
Multi-eGO: a reweightable structure-based model bridging data and 
simulations of complex protein dynamics 

 171 

Stepien, Jan 
Machine learning predictions of protein-protein interaction sites 
using rotation-invariant Zernike descriptors of molecular surface 
hydration 

 172 

Strom, Joelle 
Interface alignment and clustering with foldseek-multimer  173 

Sudha Bhagavath Eswaran, Vishal 
Geometric constraints of IFM binding in Nav1.7 fast inactivation 
revealed by molecular dynamics and mutational analysis 

 174 

Szleper, Katarzyna 
LPMOcat: an interactive database for comparative structural analysis 
of lytic polysaccharide monooxygenases 

 175 

Tadiello, Matteo 
Improving model selection of AlphaFold antibody–antigen complexes 
by learning to rank 

 176 

Tajane, Surbhi 
On the abundance and importance of AXXXA sequence motifs and 
glycine-mediated interactions in globular proteins 

 177 

Torrent, Marc Presenter: Gómez Borrego, Jordi 
Mining antimicrobial peptides from de novo generated proteins  178 

Treyde, Wojtek 
Computational design of metallo-β-lactamase inhibitors  179 
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Tropin, Timur 
SASFold: a program for integrating BioSAXS data analysis with 
deep-learning approaches at the P12 beamline 

 180 

Tubiana, Thibault 
Cross-genotype comparison of HEV pORF1 domain architecture: 
insights from AlphaFold modeling 

 181 

V M, Datta Darshan 
In silico energetic calculations and molecular dynamics simulations 
uncover mechanisms of ptm-modulated hsp90 co-chaperone 
interactions with implications for function 

 182 

Vilchez-Pinto, Gonzalo 
Structural profiling of OsLecRK1 and its binding with mixed-linked 
glucans (MLGs) 

 183 

Vincent, Eloi 
Reprogramming a family-A DNA polymerase: directed evolution 
reveals epistatic networks behind non-canonical RNA recognition 

 184 

Voloshina, Maria 
A tripp down memory lane  185 

Wang, Huibin 
Structure-function analysis of a novel non-heme iron oxygenase 
TqaM in the biosynthesis of 2-aminoisobutyric acid 

 186 

Wang, Liguo 
Martini3 disordered protein force field development and application 
in bio-condensates 

 187 

Wang, Yunchuan 
Evolution of SOS1 in salicornia  188 

Weber, Verena Presenter: Natale, Federico 
Photoswitches in the serotonin 5-HT2A receptor  189 

Xie, Bingxin 
EpiLoop: explainable graph transformer for cell type–specific 
chromatin loop identification and classification 

 190 
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Xu, Xiaotong 
DeepRank-Ab: a deep learning scoring function tailored for 
antibody-antigen complexes. 

 191 

Yasar, Ekrem 
Ligand-independent activation of FGFR2 fusion mediated by 
Shootin1 

 192 

Yousaf, Muhammad Abrar 
How cytochrome c mutations enhance peroxidase activity and 
apoptosis in THC4: a computational study 

 193 

Yousefi, Mohammad 
Enhancing product specificity of chalcone synthase using natural 
deep eutectic solvents 

 194 

Yu, Conny 
UniProt as a central hub for structure-function analysis  195 

Zakary, Sefatullah 
Tomographic docking revealed two ligand-binding sites in basal fish 
bitter taste receptors 

 196 

Zhafran, Aiman 
Computational docking of JR-AB2-011 to rictor: revealing a potential 
'door site' for mTORC2 complex activation in Duchenne Muscular 
Dystrophy (DMD) 

 197 

Zillmer, Hanne 
Towards a comprehensive view of the pocketome 
universe—biological implications and algorithmic challenges 

 198 
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