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Uplatnenie vysledkov projektu

Vysledky projektu mbézu byt pouzité v mnohych oblastiach chémie tazkych prvkov vratane
navrhu novych materialov, spracovania jadrového odpadu, $tudia bio- a medicinsky
relevantnych zlucenin.

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

Hlavnym vystupom projektu je zdokonalenie kvantovo-chemickych metdd predikcie a
interpretacie spektroskopickych parametrov, ktoré vedie k novému, pokrocilejSiemu ako
doteraz, teoretickému ,nastroju” na predikciu a interpretaciu NMR a EPR spektier.
Zodpovedajuci novy teoreticky vyvoj bol implementovany do relativistického kvantovo-
chemického programu ReSpect. Vdaka svojej jedineénej funk&nosti sa program v
sucasnosti pouziva v mnohych vyskumnych skupinach po celom svete. Novo
implementované funkcie programu ReSpect boli pouZité v mnohych praktickych aplikaciach.
Okrem toho sa riesili problémy spravneho porovnania experimentalnych a teoretickych
vysledkov pre parametre NMR a EPR. Ciele projektu boli splnené.

Suhrn vysledkov rieSenia projektu a naplnenia ciel'ov projektu v anglickom jazyku
(max. 20 riadkov)

The main outcome of the project is the improvement of quantum-chemical methods for
prediction and interpretation of spectroscopic parameters leading to new, more advanced
than before, theoretical “machinery” for prediction and interpretation of NMR and EPR
spectra. The corresponding new theoretical developments were implemented into the
relativistic density-functional program ReSpect. Due to its unique functionality the program is
now used in many research groups all over the world. The newly implemented features of
ReSpect were used in a number of practical applications. Besides, issues of the correct
comparison of experimental and theoretical results for NMR and EPR parameters were
addressed. The goals of the project were achieved.
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