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Abstract

Preferred Computational Chemistry is a Tokyo-based company advancing the frontier of
materials discovery through cutting-edge simulation technologies. In this presentation, we will
introduce Matlantis [1], our atomic-scale simulation platform powered by a universal machine
learning potential [2,3] co-developed with Preferred Networks. Matlantis combines the
accuracy of first-principles calculations with GPU-accelerated performance and scalability,
enabling high-throughput simulations across a wide range of materials systems and chemistries.
We will showcase how Matlantis supports faster, cost-effective research and development for
both industry and academia. The talk will include selected use cases in catalyst design and
battery materials, demonstrating how our users leverage Matlantis for rapid screening,
mechanism elucidation, and materials optimization. By bridging simulation and practical
application, Matlantis empowers teams to make data-driven decisions at unprecedented speed
and scale.
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