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Table 1S The pM values for the Gd(III), Zn(II), Ca(II) and Cu(II) complexes of TTDA-PY, TTDA-HP, TTDA-H1P, TTDA-H2P, TTDA and DTPA at pH 7.4



TTDA-PY
TTDA-HP
TTDA-H1P
TTDA-H2P
DTPAb
TTDAc


pGd
17.65
11.39
11.52
11.76
17.14
17.03

pCu
14.61
12.03
12.76
12.48
16.06
13.56

pCa
6.86
6.67
8.53
7.71
5.45
9.73

pZn
11.32
9.17
12.22
11.79
13.39
13.22

a pM = log [M]free at pH = 7.4, [metal ion]total = 1(mol dm-3 and [ligand]total = 1.1 (mol dm-3.
b Data were obtained from ref. 16,34,36. cref. 25.


Table 2S Relaxivities r1 of [Gd(TTDA-PY)(H2O)](, [Gd(TTDA-HP)(H2O)2](, [Gd(TTDA-H1P)(H2O)2](, [Gd(TTDA-H2P)(H2O)2](, [Gd(TTDA)(H2O)]2( and [Gd(DTPA)(H2O)]2( at 37.0 ( 0.1 (C and 20 MHz




pH
r1 relaxivity



Complex


/dm3 mmol-1 s-1


[Gd(TTDA-PY)(H2O)](
6.7 ( 0.1
3.90 ( 0.03


[Gd(TTDA-HP)(H2O)2](
6.7 ( 0.1
5.53 ( 0.04


[Gd(TTDA-H1P)(H2O)2](
6.7 ( 0.1
5.28 ( 0.03


[Gd(TTDA-H2P)(H2O)2](
6.7 ( 0.1
4.94 ( 0.04


a[Gd(TTDA)(H2O)]2(
7.5 ( 0.1
3.85 ( 0.03


b[Gd(DTPA)(H2O)]2(
7.6 ( 0.1
3.89 ( 0.03

a Data were obtained from ref. 25. bref. 16.

