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Monday 13th July 2026
Congress theme:
Computational Chemistry & Al The Power of Data

Session Timing Presenter Title

2 10:15-10:30 tbd

4 10:45-11:00 Shang-Hao Chiang DFT Insights into GaSe/InS Heterostructures for Visiblef-Light-Driven Water Splitting with High Solar-to-hydrogen Efficiency

6

11:15-11:30  Feixiang Xu Multiscale Computational Insights into Thermal and Catalytic Pyrolysis of Polyolefins

(o]

11:45-12:00 Yuman PyOrbb — Automated Analysis Tool for Orbital Interactions

~

14:45-15:00 Przemystaw Grenda CYtochrome Complex Ligand Optimization with Protein Simulation — an automated pipeline for simulations and analysis of
CYP450 docked structures

()]

156:15-15-30 Kenno Vanommeslaeghe The Sampling-based Adaptive Biasing Force (sABF) method efficiently explores the free energy landscape of large-scale
motions in liquid-phase systems

[oe]

15:45-16:00 Christophe de Graaf Bridging molecular dynamics and COSMO-RS simulations with macroscale modeling for advancements in Polyurethane post
depolymerization separation processes

-

16:30-16:45 Anna Bondarenko Modeling charge transport in radical-containing polymers for all-organic batteries

w

17:00-17:15 Andrew Tarzia Unbiased structure prediction of molecular cages

[é)]

17:30-17:45 Maxim Papusha StereoMolGraph: Reliable Computational Toolkit for Chiral Molecules and Reactions
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Tuesday 14th July 2026
Congress theme:
Computational Chemistry & Al The Power of Data

Session Timing Presenter Title

10:15-10:30 Gregor Simm SimPoly: Simulation of Polymers with Machine Learning Force Fields Derived from First Principles

4 10:45-11:00 Philippa Cox Computationally driven exploration of the structure and electronic properties of Cu2GeSe3 for use in high-performance thin
film photovoltaic alloys

6 11:15-11:30 Jelle Vekeman Machine Learning Potentials at Speeds Comparable to Reactive Force Fields

8 11:45-12:00 Mohammed Bin Jassar Packed by the Surface: Relating Surface Structure and Solvation Properties at Solid/Water Interfaces

4 14:45-15:00 Alexander Messler Uncertainty-aware prediction of 195Pt chemical shifts from limited data

6 15:15-15-30 Paul Popelier FFLUX: Machine Learnt Potentials based on Quantum Topological Atoms

8 15:45-16:00 Trung Trinh Data-Driven Process Intensification of Methyl Acetate Production via Surrogate-Based Bayesian Optimization

1 16:30-16:45 Elham Sattarinezhad  Exploring the Mechanism of Protochlorophyllide to Chlorophyllide Conversion

3 17:00-17:15 Hilal Kalkan Computational Screening of Triphenylamine-Based Star-Shaped Molecules: Insights into Electronic and Optical Properties for
Organic Photovoltaic

5 17:30-17:45 Giovanni Bistoni Novel computational strategies for the study of chemical selectivity: Combining high accuracy and chemical insight
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Wednesday 15th July 2026
Congress theme:
Computational Chemistry & Al The Power of Data

Presenter

10:15-10:30  Hans Lischka Machine learning and multireference configuration interaction for high-level nonadiabatic dynamics simulation of hexatriene

4 10:45-11:00 Federico Rossi Convex Hartree-Fock and Density Functional Theory for Stable Simulations at Conical Intersections

11:15-11:30 Francesco Di Maiolo  Organic Diradicals Bridged by Inverted Singlet-Triplet Units for Optical-Spin Interfaces

8 11:45-12:00 Jasper Schuurmans  Digital twins to design reactors for efficient photochemistry

14:45-15:00  Hsin-Yi Tiffany Chen Multiscale modeling of hydrogen coverage on Ru nanoparticle: a combined DFT, AIMD, and DPMD study

15:15-15-30  Giulia Ciattaglia A computational study of beta cyclodextrin-based nanosponge inclusion complexes

8 15:45-16:00  Horacio Poblete Programmable Peptide-Graphite Interfaces for Water Bioremediation: From Gly—X Sequence to lon Capture

1 16:30-16:45 Silvia Casassa CRYSTAL, an ongoing project for a theoretical chemical approach to solids

3 17:00-17:15 Bonis Barcza

Including charge transfer states in fragment based exciton calculations

5 17:30-17:45 Thomas Jagau Recent progress in computational Auger spectroscopy
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Thursday 16th July 2026
Congress theme:
Computational Chemistry & Al The Power of Data

Session Timing Presenter Title

2 10:15-10:30 Zhaochun Liu A machine-learning—driven multiscale investigation of low-cost thermochemical heat storage materials based on
LiCI-LiBr solid solutions

10:45-11:00 Cheng-Chung Wang Al and statistical analysis for understanding stereoselective glycosylation reactions

11:15-11:30 Tobe Vorsselmans  Water and CO Desorption from Amorphous Carbon Surfaces: A Computational and Experimental Study

8 11:45-12:00 Joep Wals Binding mechanism of UAMC-1110 to Fibroblast Activation Protein

4 14:45-15:00 Markus Weiss Asymmetrically-constrained Adiabatic ALMO-EDA: Designing Catalysts from First Principles

6 15:15-15:30 Francesco Calcagno Quantum Chemistry Is All You Need: Data-free Inverse Molecular Design with PROTEUS



