3-spin TOCSY1D Transfer Example

UNITY-500 data
Sonya McKay - 1H 1d

002




3-spin TOCSY1D Transfer Example
UNITY-500 data
1H 1d

X YA AB
system, with
two rotamers?




o H_ B
e
N
% ( CO,Me O
TOCSY1D OO CO,Me
selections transfers

l at optimum
mix times

ﬁ\ i

M z“ﬂomuﬂuw WU UL

TTTTTTTITTT \\\‘\\H\\\\\‘\\H\H\\‘HH\HH‘HH\HH‘HH\HH HH\HH‘HH\HH‘
58 56 54 5. 42 40 38 36 34 32 3.0 ppm




J\ 150 ms R
J\ 135 ms My
J\ﬁ 120 ms A
J\AM 105 ms e
;J\& 90 ms

J\\ 75 ms .
A 60 ms e
J\ 45 ms Mo b
«N\ 30 ms Mo
W 15 ms e
ﬁ}\q mix = (0 ms




Transfer to-and-back at ~ 90 ms at ~ 1/2J (J~6 Hz)

150 ms NN

135 ms e e M

120 ms | ey

105 ms w A

90 ms

75 ms

60 ms /\f/\/“ /\A/k

45 ms LN

. 30 ms A M

15 ms e

s
§
1

mix = 0 ms

58 56 54 52 50 48 46 44 42 40 38 36 34 32 3.0 ppm



Practical Aspects (cont.)

Because TOCSY peaks oscillate in magnitude, do not trust the
absence of a peak from a single experiment with one mix time as
strong evidence for lack of coupling.

8 TOCSY should be run with at least 2 mix times.

5 Do not use mix times that are exact multiples of each other.

The diagonal in 2D-TOCSY, and the starting multiplet in 1D-TOCSY
can disappear completely (is a function of mix time).



