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molecular dynamics with ab initio accuracy to 10 billion

The intelligent era calls for new research methods

LI Guojie
Institute of Computing Technology, Chinese Academy of Sciences, Beijing 100190, China

Abstract AT for research (AI4R) is a significant change in research methods. The scientific and technological circles should not
only pay attention to "Al for Science" (Al4S), but also attach great importance to "Al for Technology" (AI4T); Not only should we
focus on the Large Language Model (LLM), but we should also pay more attention to the Large Science Model (LSM). The
breakthrough of artificial intelligence mainly relies not on large computing power, but on the transformation of computational
models. China should strive to make disruptive innovations on foundation models. AI4R is suitable for combinatorial search of
complex problems, and neural network models may be close to the complexity threshold point that can handle difficult problems.
One trend in AI4R is to abandon absoluteness, embrace uncertainty, and we should tolerate "black—box models" appropriately
for a certain period of time.

Keywords research methods; Al for research (AI4R); large science models (LSM); complexity threshold; uncertainty; black—

box models
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