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Generating 3D structures from LLM

output and reward estimation via
DFT-surrogate models
Q: What are the top three catalysts for the reverse water

gas reaction? Let's think step-by-step. <
A: Pt, Pd, Ru. Because

Q: What are the top three catalysts like Pt, Pd, Ru for

the RWGS reaction? Include catalysts with [low <
cost)

A: Cu. Ni, Co. Because...

Q: Provide three metal oxide catalysts that include Cu, NI
Co for the reverse water gas reaction. Consider catalysts <
with (low cost, high activity)]

A: NIO, NiCuO, Co,0,. Because

Explore the chemical space via LLM-based Heuristic j
Search methods
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