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In this talk, the following content will be 

presented:

In this talk, I will focus on how to build

an efficient and accurate machine learning-

driven multiscale simulation framework. Its

objective is to integrate and optimize simulation

methods spanning from atomic-level first

principles calculation to large-scale molecular

dynamics. This integration facilitates more

precise predicting of material properties and

accelerates the screening of promising materials

with exceptional performance characteristics.

Machine learning methods play a pivotal role in

this framework, speeding up simulations and

maintaining the accuracy and reliability of the

results. I will take thermoelectric materials and

cathode materials as examples to demonstrate

the capability of machine-learning interatomic

potentials, which makes calculations feasible

and applicable to large-scale systems and

extended time scales.
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