TYC20 Programme of talks

Day 1 - Monday 14 December 2026

09:30-09:40

Welcome

09:40-10:00

Short Historical Perspective of the TYC

Session 1: Functional Materials. Chair: Martijn Zwijnenburg (UCL) / Jarvist Frost (Imperial)

10:00-10:30 Nicola Mazari, University of Cambridge:
Giulia Galli, The University of Chicago
10:30-11:00 A . :
Materials for quantum technologies: the virtue of defects
11:30 - 12:00 Karsten Reuter, Fritz Haber Institut: Embrace the Mess:
i y Towards the Modeling of Disordered Catalyst Surfaces
12:00-12:30 Laura Gagliardi, University of Chicago:

Session 2: Machine Learning. Chair: Alex Ganose (Imperial)

Klaus-Robert Mueller, TU Berlin

14:00-14:30 Al for the Sciences - Toward understanding

] . Gabor Csanyi, University of Cambridge
14:30-15:00 ML force fields: status and some challenges
15:00 - 15:30 Keith Butler, University College London

Machine learning for materials science; a bittersweet lesson

Session 3: Roadmapping session. Chair: Jochen Blumberger (UCL)

16:00-17:30

Roadmapping Session

17:30-19:00

Poster Session & drinks reception




19:00-22:00

Conference Dinner: Olea Social, 10 Upper St Martin's Lane, WC2H 9FB

Day 2 - Tuesday 15 December 2026

Session 4: Electronic Structure. Chair: Hugh Burton (UCL)

Lucia Reining, Ecole Polytechnique

09:00-09:30 Design of functionals: needs, news and thoughts
Andreas Gruneis, TU Wien

09:30-10:00 Status and Future Challenges for periodic Coupled-Cluster Simulationsin
Materials

10:00 - 10:30 Paola Gori-Giorgi, Microsoft Research

Skala: A Deep-Learning Route to Predictive Density Functional Theory

Session 5: Biomaterials. Chair: Edina Rosta (UCL)

11:00-11:30 Frank Noe, Microsoft Corporation
11:30-12:00 Andrea Cavalli, CECAM
12:30-13:00 Modesto Orozco, Institute for Research in Biomedicine Barcelona:

Session 6: Perspectives on Materials Modelling. Chair: Carla Molteni (King's)

Michele Parrinello, Italian Institute of Technology

14:30-15:00 . Material Science of Catalysis
15:00 - 15:30 Clotilde Cucinotta, University of Florida:
15:30 - 16:00 Alessandro Troisi, University of Liverpool
) ) Computations for Discovering New Functional Molecules and Polymers
16:00 - 16:30 Angelos Mphaehqles, Unl.ver3|ty of Cambridge
Accurate simulations of interfaces are not easy
16:30 - 16:40 Closing remarks




