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New heteroleptic zinc dimeric complexes bearing an

aminophenolate ligand of a single-site initiator framework were

synthesized and characterized by spectroscopic methods, X-

ray analysis, and DFT calculations. The theoretical study,

verified by the experimental data, explains the catalytic

behaviour in the ROP of lactide in the examined zinc

complexes. The presented simple DFT protocol constitutes a

valuable method for the qualification of the ancillary ligand to

rationally design new complexes to improve their catalytic

activity.
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