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Abstrakt:

B-NMR spektroskopia tradi¢ne slUzi ako vykonny ndstroj na presné merania jadrovych magnetickych
dipdélovych momentov. Nedavne zavedenie kvapalnych tercov vSak umoznilo rozsirit aplikacie tejto
spektroskopie do chémie, biochémie a bioldgie. V snahe vypoctovo interpretovat namerané spektra
na pracovisku CERN-ISOLDE sa projekt zameriava na vyvoj vypoctovych postupov a protokolov pre
vypocet NMR tienenia vybranych nestabilnych izotopov v idnovych kvapalinach pouzitim
molekulovo-dynamickych simulacii a presnych ab initio metdd kvantovej chémie. Vdaka vyvinutym
protokolom bude mozné v buducnosti efektivne interpretovat namerané NMR spektra roznej
zlozZitosti.

Abstract:

B-NMR spectroscopy traditionally serves as a powerful tool for precise measurements of nuclear
magnetic dipole moments. The recent introduction of liquid targets has allowed expanding the
applications of this spectroscopy into chemistry, biochemistry, and biology. In an effort to
computationally interpret the measured spectra at the CERN-ISOLDE facility, the project focuses on
the development of computational procedures and protocols for calculating NMR shifts of selected
unstable isotopes in ionic liquids using molecular dynamics simulations and accurate ab initio
quantum chemistry methods. Thanks to the developed protocols, it will be possible in the future to
effectively interpret measured NMR spectra of varying complexity.

Hodnotenie v % / Evaluation in %:

100

www.uniba.sk




