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Table S1
Individual NMR parameters ((, 2J) calculateda for the different hydrolytic species


((CH3) [ppm]
((CH2) [ppm]
2J(Sn-H) [Hz]
(C-Sn-C [(]

_____________________________________________________________________________________________

M
1.244
1.582
90.8
146

MOH
1.289
1.536
73.5
123

M(OH)2
1.213
1.320
71.0
120

M(OH)3
1.205
1.153
70.7
120

M2(OH)2
1.143
1.319
88.2
142

M2(OH)3
1.188
1.343
70.3
120

a The 1H NMR spectra of the diethyltin(IV)-chloride solution were recorded at 14 different pH values between 2 and 11.5. The corresponding concentrations of the hydrolysed species at any pH were calculated by using the known hydrolysis constants (Table 2). The individual NMR parameters ((, J) belonging to each hydrolysed species were calculated (assuming fast mutual exchange among them) using a non-linear parameter fitting program.
Figure S1. Spectrophotometric data of the diethyltin(IV)-MPA system

A. Effect of pH on the UV specra of the diethyltin(IV)-MPA system as titrated by 0.2096 M HClO4, Vo=11.619 cm3, CH+,tot=0.01696 M, CL=0.00384 M, C(Et)2Sn=0.002415 M, the added volumes are 0.0, 1.784, 2.618, 3.812, 4.639, 5.616, 6.866, 8.325, 10.444, 14.714, 19.0, 27.0 and 36.0 cm3 (from top to bottom) 

B. The experimental and calculated absorption at 222, 232, 242 and 252 nm.
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Figure S2. – S10.  Some represenative examples of experimental and calculated titration curves

Figure S2. Diethyltin(IV)-GA system

Vo=7.478 cm3, CH+,tot=0.020894 M, CL=0.009086 M, C(Et)2Sn=0.001132 M, CNaOH=0.09849 M
 

(at lower ligand-to-metal ratio precipitation occured)


[image: image3.wmf]0

0.2

0.4

0.6

0.8

1

1.2

1.4

1.6

1.8

2

1.8

3.8

5.8

7.8

9.8

11.8

pH

cm

3

 NaOH


Figure S3. Diethyltin(IV)-LA system

a. Vo=8.098 cm3, CH+,tot=0.01343 M, CL=0.008548 M, C(Et)2Sn=0.001976 M, CNaOH=0.1029 M

b. Vo=7.748 cm3, CH+,tot=0.01352 M, CL=0.008934 M, C(Et)2Sn=0.001408 M, CNaOH=0.1209 M
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Figure S4. Diethyltin(IV)-SA system

a. Vo=8.248 cm3, CH+,tot=0.0262 M, CL=0.008561 M, C(Et)2Sn=0.002618 M, CNaOH=0.0983 M

b. Vo=7.598 cm3, CH+,tot=0.02892 M, CL=0.009293 M, C(Et)2Sn=0.001363 M, CNaOH=0.0983 M
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Figure S5. Diethyltin(IV)-MA system

a. Vo=6.3 cm3, CH+,tot=0.02699 M, CL=0.007945 M, C(Et)2Sn=0.00364 M, CNaOH=0.1008 M

b. Vo=5.9 cm3, CH+,tot=0.02839 M, CL=0.008484 M, C(Et)2Sn=0.00269 M, CNaOH=0.1008 M
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Figure S6. Diethyltin(IV)-TA system

a. Vo=8.898 cm3, CH+,tot=0.02762 M, CL=0.007934 M, C(Et)2Sn=0.003663 M, CNaOH=0.1022 M

b. Vo=8.298 cm3, CH+,tot=0.02892 M, CL=0.008508 M, C(Et)2Sn=0.002687 M, CNaOH=0.1022 M
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Figure S7. Diethyltin(IV)-MAA system

a. Vo=12.035 cm3, CH+,tot=0.01946 M, CL=0.0054 M, C(Et)2Sn=0.00294 M, CNaOH=0.0971 M

b. Vo=10.986 cm3, CH+,tot=0.02032 M, CL=0.005917 M, C(Et)2Sn=0.001544 M, CNaOH=0.0971 M
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Figure S8. Diethyltin(IV)-MPA system

a. Vo=9.66 cm3, CH+,tot=0.02348 M, CL=0.007482 M, C(Et)2Sn=0.001764 M, CNaOH=0.09737 M

b. Vo=6.777 cm3, CH+,tot=0.02285 M, CL=0.007121 M, C(Et)2Sn=0.002526 M, CNaOH=0.0971 M
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Figure S9. Diethyltin(IV)-MSA system

a. Vo=11.715 cm3, CH+,tot=0.03103 M, CL=0.007346 M, C(Et)2Sn=0.004511 M, CNaOH=0.09987 M

b. Vo=7.963 cm3, CH+,tot=0.03467 M, CL=0.008581 M, C(Et)2Sn=0.00221 M, CNaOH=0.09987 M
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Figure S10. Diethyltin(IV)-DMSA system

a. Vo=26.353 cm3, CH+,tot=0.01345 M, CL=0.0009513 M, C(Et)2Sn=0.0006486 M, CNaOH=0.1088 M

b. Vo=25.08 cm3, CH+,tot=0.01366 M, CL=0.0009685 M, C(Et)2Sn=0.0003431 M, CNaOH=0.1088 M
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Figure S11. Part of the 1H NMR spectra of the diethyltin(IV)-SA system (b,d,f, 6[M] = [L] = 0.01 mol dm-3) and of the free ligand and the free metal, respectively (a,c,e). pH = 3.5 (a,b), 4.5 (c,d) and 5.5(e,f). 
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