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Tetrathiopyridyl-tetrathiafulvalene-based Cd(II) coordination polymers:
one ligand, one metal cation, many possibilities
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'H- and 3C-NMR spectra were recorded at 25 °C on a Bruker AV500 (500 MHz) spectrometer
with the deuterated solvent as the internal reference. NMR chemical shifts and J values are

given in parts per million (ppm) and in Hertz, respectively. Mass spectrometry was performed

at the Service commun d’analyses of the University of Strasbourg.
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Fig. ESI1 'H-NMR spectrum of dithiolthione 2 in CDCls.
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Fig. ESI2 BC-NMR spectrum of dithiolthione 2 in CDCl;.
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Fig. ESI3 HR-MS spectrum of dithiolthione 2.
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Fig. ESI4 '"H-NMR spectrum of dithiolone 3 in CDCl;.
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Fig. ESI5 3C-NMR spectrum of dithiolone 3 in CDCl;.
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Fig. ESI6 HR-MS spectrum of dithiolone 3.
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Fig. ESI7 '"H-NMR spectrum of TTF 1 in CD,Cl,.
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Fig. ESI8 13C-NMR spectrum of TTF 1 in CD,Cl,.
Intens. +MS, 0.8-0.8min #(54-55)
640.9195
bl 3209571
3000+
2000
1000
1 1
ol |, | “Ii 093\,667
500 1000 1500 2500 miz
Intens J +MS, 0.8-0.8min #(54-55)
5409195
40007 f
30003 Il
20003 HI sa1o197 6820172
\
10007 6309075 |\ \ \
[\ 430100
2 = A A CHATTNISE 64080
000 6409213 ;
40009 [
30004 |:
20003 I’| 6410245 S20174
A Il
10003 | | | 6430205
. ) \ A A NI g0
636 638 540 642 634 646 648 650 652 mz
Meas. m/z # Formula m/z er  Mean rdb N-Rul e Conf mSigm Sd 1 Std Sl Sd Std
[ppm] er e a Mean VarNo miz Comb
[ppm] miz ™m Diff Dev
6409195 1 C26H17TN4S8 6409213 29 31 205 ok even 174 240 25 76 29 8427

Fig. ESI9 HR-MS spectrum of TTF 1.
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Fig. ESI10. Cyclic voltammogram of 1 in CH,Cl, vs Fc/Fc+ at various scan speeds.
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Fig. ESI11. Simulated (black) and experimental (red) PRXD pattern for CP 4.
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Fig. ESI12. Simulated (black) and experimental (red) PRXD pattern for CP S.
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Fig. ESI13. Simulated (black), experimental (red) and upon heating at 130°C (blue) PRXD
patterns for CP 6.
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Fig. ESI14. TGA for CP 6.
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Fig. ESI15. Simulated (black) and experimental PRXD patterns for Cd CP 8 (green), Mn CP 9
(purple), Fe CP 10 (red) and Co CP 11 (blue).
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Fig. ESI 16. Magnetization curves of Mn CP 9 (top) and Fe CP 10 (bottom) at 1.8 K



