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Crystal Structure refinement details

[Cox(L")2(Py)4]-2.25CHCI3-0.5H,0 (R = Pr)

Specific refinement details:

The C(1A) containing propyl group is disordered and modelled over two equal

occupancy positions. One of the chloroform solvent molecules (containing C(58) is

ordered and is modelled with a total occupancy of 1. The C(57A) chloroform molecule is

disordered over two positions and is modelled with occupancies of 0.75 and 0.25, the

latter modelled without anisotropic parameters. The C(59) containing molecule lies on a

2-fold axis (C(59) on axis) and was modelled with a total occupancy of 0.25 without

anisotropic parameters. The residual density close to this position was modelled with an

isotropic water molecule (occupancy 0.5). The hydrogen atoms of the water molecule

could not be located in the Fourier difference map and were not modelled. The following

bond length and through space distance geometric restraints were applied to the

disordered chloroform molecules to facilitate a realistic refinement model: C—Cl1 1.745 A,

Cl--C12.88 A.
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Specific refinement details:
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The C(40) containing #-Bu group is modelled as disordered over two 50 % occupancy

sites. The C(46) containing ethyl group is disordered over three positions and modelled

with a total occupancy of 1. Some bond length and angle restraints were required to

facilitate a realistic model.
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[Ni(L")2(EtPy)s] (R=t-Bu)

Fig. S1 ORTERP plots of the two crystallographically independent forms of
[Niz(L"2(EtPy)s] (R = £-Bu) shown with 50% probability ellipsoids. Hydrogen atoms and

minor occupancy components in the regions of disorder omitted for clarity.

Specific refinement details:
The C(20) containing #-Bu group and the C(61) containing ethyl group are disordered

over two positions each. Each was modelled with a total occupancy of 1.
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[Zny(L")2(EtPy);] (R = Me)
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Fig. S2 ORTERP plots of the two crystallographically independent forms of
[Zny(L")2(EtPy)4] (R = £-Bu), shown with 30% probability ellipsoids. Hydrogen atoms

and minor occupancy components in the regions of disorder omitted for clarity.

Specific refinement details:

The C(40) and C(20) containing #-Bu groups are rotationally disordered. The former was
modelled over two positions and the latter over three, with a total occupancy of 1 in each
case. Each of the ethyl groups is disordered. The C(53) containing group was modelled
over two positions and the others over three, each with a total occupancy of 1. Some bond
length and angle restraints were required to facilitate realistic positions.
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Solvent extraction study
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Fig. S3 Percentage of cadmium(II), cobalt(Il), nickel(II), zinc(II) and copper(II)
competitive extracted from the aqueous into the organic phase by HoL' (R = #-Bu, octyl
and nonyl). [M(ClO4),] =1 x 10 M, pH 7.8 (HEPES/NaOH buffer); [HoL']=1 x 10~
M in CHCls; shaking time 24 h; T =24 + 1°C.
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