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TOCSY & ROESY

spin lock - isotropic mixing

» série kratkych 180 ° pulzu

» rUzna pulzni schémata
(MLEV-17, DIPSI,...)

» precesni pohyb kolem 90

Spinlock < Bo — - > <« >
“uzamknuti” spinl v Spin Lock
transverzalni roviné
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» u TOCSY vyssi vykon,

offset na stred
» u ROESY nizSi vykon,

offset na kraj

» crosstalk (ROE u TOCSY,
J u ROESY)




TOCSY (TOtal Correlation SpectroscopY)
HOHAHA (HOmonuclear HArtmann-HAhn)

korelace na zakladé J

» koreluje vSechny protony v rdmci jednoho spinového
systému navzajem

> Tmix ~ 20 — 120 ms

» intenzita crosspeakl zavisla na 7y a hodnoté J

J J, J
HA AB HB BC. HC CD, HD



TH-13C HSQC - TOCSY
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'H-3C HSQC - TOCSY
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ROESY-Rotating frame Overhauser Enhancement

SpectroscopY

CAMELPSIN — Cross-relaxation Appropriate for Minimolecules Emulated by

Locked SPINs
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Korelace na zakladé

cross-relaxace

» ROE vzdy
pozorovatelné

0
= | small molecules
low field

large molecules
high field
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04 NOE

0.6+

-0.84 from:
A. Otter & G. Kotovych
Can. J. Chem. 66, 1814 {1988)
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» intenzita zavisi na
IHH @ Tmix

» opacna faze ROE
crosspeaku

» vyménné a TOCSY
crosspeaky(J) se
stejnou fazi



Biotin - COSY vs. ROESY
(G. T. Crisp and Yu-Lin Jiang, 2001)
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Biotin - COSY vs. ROESY
(G. T. Crisp and Yu-Lin Jiang, 2001)
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Cyklodextrinovy komplex

COSY - aromaticka ¢ast ROESY
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Cyklodextrinovy komplex

COSY - aromaticka ¢ast ROESY
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Sekundarni chemicky posun
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Sekundarni chemicky posun
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Simulace 1D NMR spekter



TH/13C simulace
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TH-1SN/'3C HMBC



