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Supplementary data

Table 1S. 'H-NMR data for cis/trans 3NIMDZ-H.

cis trans
H on (mult., J=Hz) on (multi., J=Hz)
2 7,32 (s) 7,47 (S)
4 5,06 (s) 5,14 (s)
6 3,26 (dd, 3,0; 9,0) 3,11 (dd, 3,0; 9,0)
Ta 2,72-2,83 (m) 2,72-2,83 (m)
7B 2,55-2,64 (m) 2,55-2,64 (m)
2’ 8,17 (d, 3,0) 8,17 (d, 3,0)
4 8,09-8,12 (m) 8,09-8,12 (m)
5 7,60 (t, 7,0) 7,59 (t, 7,0)
6’ 7,84 (d, 6,0) 7,84 (d, 6,0)

Figure 1S. *H-NMR (300 MHz) spectra at DMSO-ds for 3-NIMDZ-H ligand.
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Figure 2S.

Expanded *H-NMR (300 MHz) spectra at DMSO-ds for 3-NIMDZ-H ligand.
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Table 2S — 3C-NMR data for cis/trans 3NIMDZ-H.
cis trans
C dc &c
2 134,0 (CH) 134,3 (CH)
3a 147,1 (C) 147,6 (C)
4 59,0 (CH) 58,3 (CH)
6 53,7 (CH) 54,3 (CH)
7 27,3 (CHo) 27,3 (CHy)
Ik 134,9 (C) 134,9 (C)
2’ 1225(CH)  121,8 (CH)
3’ 148,0 (C) 148,0 (C)
4 123,2 (CH) 122,3 (CH)
5 129,7 (CH) 129,7 (CH)
6’ 135,9 (CH) 135,9 (CH)




Figure 3S. C-NMR (75.5 MHz) spectra at DMSO-ds for 3-NIMDZ-H ligand.
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Figure 4S. Expanded *C-NMR (75.5 MHz) spectra at DMSO-ds for 3-NIMDZ-H ligand.
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Figure 5S. Calculated vibrational spectra, at the B3LYP-D3(BJ) level of theory, for

3NIMDZ-H and [Cu(3NIMDZ-H)(OH2)s]?".

Transmilancs Fa.u.

ANIMDZH e
[CufANIMDZ-H) [ DH g

2000 1804 1800 1400 1200 1000 2o
Wavenumber / em™?

Figure 6S. Calculated electronic spectrum calculated with TDDFT, at the B3LYP-

D3(BJ)/def2-TZVP level, for [Cu(3NIMDZ-H)(OH>)s]?*.
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