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Abstract: Developing the interatomic potential models for muti-component systems
has been “the holy grail” in the field of computational materials science. In this talk,

Chemistry

Seminar on I will discuss the use of Machine Learning as the means to address this issue quite
Th f effectively. With the advancement of GPU resources and GPU-based neural network
euseo algorithms, we have a great opportunity nowadays to utilize ML potentials to

Machine Learning simulate a wide range of materials phenomena and processing in various scales.
. . Typically, the potential development starts from the database generation through
in Materials electronic structure calculations within the DFT approximation at ground state as
Ch e m’ S t well as elevated temperatures. The subsequently extracted .critical. data (of energy,

l’.V stress, and forces) is then fed to the neural network with various schemes of
invariant/equivariant representations. The key here is the linear scalability associated
with these Al-driven models which in turn enable us to develop large scale atomic-
based simulations with potential technological implications. Within this context, |
would like to also discuss the feasibility in constructing Al-powered Virtual
Autonomous Materials Discovery (v-AMD) to help accelerate materials
development.
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