2D NMR

Na konferencji AMPERE Summer School , w Jugostawii w1971
r.zaproponowat nowgq, technike pomiarowa, dzi$ znang jako Correlation

Spectroscopy (COSY)

Jean Jeener
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COSY Cor

Ac:vA + (V2)J(A,X)

AB:VA - (V2)J(A,X)

XouvX + (Va)J(A,X)

XB:vX - (Va)J(A,X)




sec-butylobenzen w acetonie

500MHz

CH5

H5C

aceton

5/ppm Int.
7.294 13.046
7.279 32.091
7.264 24,145
7.208 36.423
7.194 25.150
7.175 10.388
7.160 15.501
7.146 6.192
2.628 1.384
2.615 6.520
2.601 12.807
2.587 12.813
2.572 6.779
2.558 1.342
1.624 7.949
1.609 27.863
1.595 40.381
1.579 27.009
1.566 7.313
1.223 103.799
1.208 102.204
0.807 50.196
0.793 95.290
0.778 46.184




WIDMO 1H-1H COSY

HC




metanol

ppm (f1) 5.00 4.50 4.00 3.50

Widmo 1D 1H NMR roztworu sacharozy w D20 z dodatkiem metanolu




DQF-COSY (dqfCOSY; dg-COSY)

Double Quantum Filtered COSY

Widmo 2D 1H-1H DQF-COSY roztworu sacharozy w D20 z dodatkiem metanolu
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1H-13C HSQC




_ﬁntnn dlppm
1 6,240
2 6,013
3 4,232
J/Hz
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Piki korelacyjne:

6,01 -127,4
6,24 —122,5







teakryny w CDCI3







Detekcja odwrotna.Widmo 2D




Widmo 1H NMR teakryny w CDCI3







teakryny







1H (D20)
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NOESY ?'EEOyCHjHO

Nuclear Overhauser effect spectroscopy 427
H;C 5 0o ‘—4 /[ O
1.4 1?\1;;1 . 087
H.C ' —CH
056 /159 3
: H.C
N-acetyl-leu-val-OH 0.83

1H-NMR (DMSO-d6) d: 0.83 (3H, d, J = 6.7 Hz), 0.86 (6H, d,J = 6.7 Hz), 0.87 (3H,d, J = 6.7 Hz), 1.38—1.42 (2H), 1.59 (1H, m), 1.81
(3H, s), 2.02 (1H, m), 4.09 (1H, dd, J = 5.5, 8.5 Hz), 4.37 (1H, m), 7.88 (1H, d, J = 8.5Hz), 7.96 (1H,d,J = 8.5 Hz)

ROESY

Rotating frame nuclear Overhauser effect spectroscopy



Wyniki eksperymentu NOESY

'Nr | r(NOE)/ A

1.79
2.28

2.13
2.62

1.77
2.35 \

2.65

~] O U0 B W N =

Chem. Eur. J. 2004, 10, 851 + 874

Wzorzec (odnosnik)




2D JRES NMR
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2D JRES NMR

Homojadrowe

Np. 1H-1H




125-135




' SELJRES (strychnina)

ang. selective J-resolved spectra
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