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Abstract: Integrating theoretical simulation courses into undergraduate education for chemistry and materials
science is of great significance for cultivating modern chemistry talents. Using the simulation methods and software
developed by our research group, we designed two simulation experiments: "Construction of the Potential Energy
Surface for Hz Dissociation on the Cu(111) Surface" and "Characterization and Simulation of Acidity on Zeolite
Molecular Sieve Surfaces". These experiments aim to deepen the undergraduates’ comprehension of theoretical
simulations and highlight the transformative advancements driven by artificial intelligence technology.
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