DE NOVOS ECUSSISTEMAS Campus Toledo
DE INOVACAD Unioeste

31 OENCOI A QUIMICA COMO PROPULSORA 19 A 21 DE NOVEMBRO

QUIMICA DA RE:

Area: ORG

Chiral Isoxazoline Cycloadduct Synthesis and Its Application in Suzuki
Reactions and Eutectic Mixture via the Schroder-Van Laar Equation.
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Synthesis of a chiral isoxazoline crystal via differential crystallization. Versatile intermediate for Pd-catalyzed
cross-coupling reactions. Promising building block for chiral liquid crystal compounds. Forms eutectic mixtures with
potential for cholesteric liquid crystal applications.

This communication reports the synthesis of a chiral isoxazoline cycloadduct, isolated as a single crystal via
differential crystallization. Single-crystal X-ray diffraction (SC-XRD) unambiguously confirmed its structure as the
(R,R) diastereomer. The compound served as a versatile intermediate in Suzuki cross-coupling reactions for C-C
bond formation, highlighting its utility as a building block for chiral architectures. Furthermore, analysis using the
Schréder—Van Laar equation indicated the potential of its eutectic mixtures for cholesteric liquid crystal applications.
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Entry Mesomorphic properties Yield
SaY=H mp 78-80°C - No mesophase Less than 15% - estimated by 1H NMR analysis
5b = OC,H,, mp 120°C - Crystal phase with grayish spherulite textures ~30% - after column purification steps
5¢Y = CH,CiH,, mp 233-235°C - Crystal phase with iridescent To be determined
spherulite textures

Scheme 1 illustrates the synthesis, the reaction data, and the appearance of product 5b and 5¢ observed under
polarized optical microscopy (POM) analysis.

1. Lopes, L. D, et al.; Cryst. Growth Des. 2023, 23, 3113-3127.
2. Lopes, L.D., etal.; J. Fluor. Chem. 2018, 211, 24-36.

Acknowledgments

The authors knowledge Fapergs/Edital 07/2021 n. 21/2551-0002121-7, 07/2022 n. 23/2551-0000114-4 and CNPq PQ
— 2023 n. 311195/2023-7 for financial support. B.T.B. thanks to PIBIC- CNPq UFRGS for her fellowship.

31° Encontro de Quimica da Regido Sul- Unioeste — Campus Toledo


mailto:brunathatise.batistel@gmail.com
mailto:brunathatise.batistel@gmail.com

