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Princip ur€ovania Struktary z NMR spektier

Postup od jednoduch8ich spektier k zlozitejSim

1D "H - podet, poloha, intenzita, Stiepenie

1D '3C - dtto

APT - CH, CH3 vs. CHy, Cq

HSQC/HMQC - prepojenie 'H s 13C

COSY, TOCSY, (NOESY) - korelacia medzi 'H
HMBC - korelacia medzi 'H a 13C (°N, ...)
zostavenie a spojenie Struktdrnych fragmentov

N o ok~ owDn -



Neznama latka

Defoliant na baze siry

» M, = 224 gmol~’
» Sumarny vzorec: HgCgN4SO
» IR pasy: C=0, N=N, S-N



1D 'H spektrum v DMSO
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1D 13C spektrum v DMSO
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13C APT spektrum v DMSO

TDZ 1316 DMSO 13C
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("H, TH)-COSY spektrum v DMSO
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('H, 3C)-HMQC v DMSO
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('H, 13C)-HMBC v DMSO
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(*H, ™N)-HMBC v DMSO

1H — 15N HMBC - SIMULACE
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RieSenie

thidiazurdn



RieSenie

thidiazurén
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Nabuduce

Zapoctova uloha



