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Ni-Mediated Regioselective CO2 Insertion into Coordinated Alkynes

Type-I Nickelacycle Type-II Nickelacycle

High-Performance Computing (HPC) Experimental Validation (EV) Machine Learning (ML)

Generate optimized structures and 
thermochemical energy datasets

Validate computed structures with 
IR spectra and regioselectivity

Identify descriptors controlling 
reactivity and regioselectivity
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