


Workshop for AI-Powered Materials Discovery at Great Plains

Tuesday, June 24, 2025

Plenary Session 4: AI and Data-Driven Approaches for Materials and Molecular Simulation s - MUC Ballroom (8:30 AM -

10:15 AM)

-Conveners: Fei Peng

time [id] title presenter

8:30 AM [61] Keynote Presentation: Enabling AI Powered Materials Discovery via
Large-scale Quantum Accuracy Materials Simulations

GAVINI, Vikram

9:05 AM [52] The advantages and prospects of data-driven and AI-aided
methodologies for simulations of non-equilibrium phenomena

Prof. VLCEK, Vojtech

9:40 AM [20] LLM-powered deep graph learning for protein-nucleic acid binding site
prediction

BHATTACHARYA, Debswapna
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