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Table 1 13C and 'H lantlianid2-induced shifts (ppm) of Gly-Gly in agqueous solution at pH=3 4

Nucleus Sairts Dy Ho Er Tm Yb A G

balth 4 147,96 60,04 -16.24 - 30,88 -21.05 1,368 -1,007
de 41,36 26,47 19,45 13,18 3.21
dg 106,60 33,57 - 35,69 - 44,06 -24.26

C(2) F: | -15.20 -21.42 -30.42 -21,83 -8.63 -1,385 -0.,241
Ae -39.37T -30.93 - 22,16 -10,34 - 3.49
A 24,17 8.51 -8.26 -11.59 ~-b5.14

C(3 A 11,74 1,42 2,96 - 3.48 ~1.86 0,104 -0,084
4e 8.07 0.59 3.11 0.87 0.23
Ad 8,67 0.83 -0,15 -4,35 ~2.09

C4) A 5.58 2,28 -0.86 -1.45 -0.89 0,040 - 0,044
de 1.16 0.79 0.61 0.40 0.09
A4 4,42 1.49 -1.47 -1,85 -1.08

H(D A 31.40 13.29 -3.74 -7.02 —-4.44 0,288 -0.216
A 8,65 5.80 4,03 2,72 0.69
Ag 22,75 7.49 -7.77 -9.,74 ~5,13

H2) A 4,40 2.0 -0.55 -1,30 ~0.78 0,034 -0.036
A 0,94 0,72 0,55 0,32 0.08
A 3,46 1,29 -1.10 -1.62 -~0.86

# A, and A4 represent contact and dipolar shifis respectively; upfield shifts are given as
negative,
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Table 2 The calculated conformationl parameters for lanthanide complex with Gly-Gly

Parameter c( cw@ c(3) C) H® H(2)

CGeal (x10%) 100.7 24.3 8.9 4.6 21.4 3.4

/A 2.2 3.7 5.6 6.4 4.1 7.1

6/ 110.1 105.9 86.7 74.2 96,7 74.9
£ F X R
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13C AND 'H NMR STUDIES OF SOLUTION STRUCTURE OF
LANTHANIDE COMPLEX WITH GLYCYL-GLYCINE

Ren Jimin Niu Chunji Pei Fengkui* Wang Wenyun Ni Jiazan
(Changchun Institute of Applied Chemistry, Academia Simnica, Changchun 130022)

ABSTRACT

13C and 'H NMR technique was used to study the interaction of Gly-Gly with
heavy lanthanide cations Dy**, Ho®*, Er%*, Tm®' and Yb3* in aqueous solution, The
stability constants for the ]:] and 1:2 complexes of Gly-Gly with Ho3* and Yb3*
were determined from the titration curves of chemical shift versus concentration ratio
of lanthanide to Gly-Gly, The solution structure of the Ln-Gly-Cly complex was
analyzed based upon the '*C and 'H lanthanide-induced shifts apd the results show
that in the complex Gly~Gly is coordinated tc the lanthanide icn through the carboxyl

oxygens with the backbone of the ligand in ar extended state,

Keywords; Glycyl-Glyciue, Lanthanide complex, Solution structure, Nuclear magnetic

resunance
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