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Uplatnenie vysledkov projektu

Nové vyvinuté vypoctové a interpretacne nastroje umoznuju Studium NMR a EPR
parametroch v zlu€eninach obsahujucich tazké prvky

CHARAKTERISTIKA VYSLEDKOV

Suhrn vysledkov rieSenia projektu a naplnenia cielov projektu v slovenskom jazyku
(max. 20 riadkov)

Bola vyvinuta nova efektivha metdda pre vypocty relativistickych NMR spin-spinovych
vazbovych konstant a bola implementovana do program ReSpect

Vykonali sme viaceré benchmark vypocty a sformulovali sme praktické odporucania, aby
vypocty bezali rychle a efektivne. Metdda bola aplikovana tak nami ako aj nasimi
zahrani¢nymi partnermi na Studium NMR parametrov systémov, obsahujucich atomy tazkych
prvkov.Bol implementovany model kone¢ného jadra a bol Studovany jeho efekt na vypocitané
hodnoty spin-spinovych konstant. Boli vyvinuté nove interpretacné nastroje a boli aplikované
na Studium NMR parametrov pre r6zne systémy. PhD dizertacia, ktora bola vypracovana v
ramci procesu rieSenia LPP-0326-09 projektu, bola uspesSne obhjena.

Suhrn vysledkov rieSenia projektu a naplnenia cielov projektu v anglickom jazyku
(max. 20 riadkov)

A new efficient method for relativistic calculations of NMR spin-spin coupling constants was
developed and implemented into the program ReSpect. Numerous benchmark calculations
were performed and practical recommendations for running fast and efficient computations
were formulated. The method was applied by us and also by our foreign partners to study
NMR parameters of heavy-element compounds. A finite nucleus model for the nuclear
magnetic moment was implemented and its effect on the calculated values of spin-spin
couplings was studied. New interpretation tools were developed and applied to study NMR
parameters for different compounds. .The PhD. work done within the LPP-0326-09 project
was successfully defended.
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Svojim podpisom potvrdzujem, ze Uudaje uvedené v zavereénej karte su pravdivé a Uplné
a suhlasim s ich zverejnenim.

Zodpovedny riesitel Statutarny zastupca prijemcu

Dr. O. Malkin, DrSc. doc. Ing. Miroslav Boc¢a, PhD.

V Bratislave 25. 09. 2013 V Bratislave 26. 09. 2013

" podpis zodpovedného riesitela podpis Statutarneho zastupcu prijemeu
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