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A Synergistic Approach to the Structural Characterization of 2-(Morpholin-4-yl)quinoline-3-carbaldehyde by Solution
and Solid-State NMR Spectroscopy, Supported by Single-Crystal X-Ray Diffraction and DFT Calculations
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Graphical Abstract

An integrated solution- and solid-state NMR approach, supported by single-
crystal X-ray diffraction and DFT calculations, enabled comprehensive structural
characterization of 2-(morpholin-4-yl)quinoline-3-carbaldehyde (MQ3CA).
Multidimensional NMR established complete resonance assignments, whereas
crystallographic and computational analyses revealed molecular conformation,
crystal packing, and electronic structure.
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