
1

Electronic Supplementary Information (ESI)

Spectroscopic studies of lanthanide complexes of varying nuclearity based on 
a compartmentalised ligand.

Daniela Olea-Romána, Nicolas Bélanger-Desmaraisb, Marcos Flores-Álamoa, Claudia Bazánc, 
Félix Thouinc, Christian Reberb,*, Silvia E. Castillo-Bluma,*

Table of Contents

Fig. ESI1 UV-Vis absorption and calculated spectra of H2L

Fig. ESI2 IR spectrum of H2L, experimental and calculated

Fig. ESI3 Raman spectrum of H2L experimental and calculated 

Fig. ESI4 HOMO-LUMO diagram of H2L

Fig. ESI5 Diffuse reflectance of mononuclear coordination compounds

Fig. ESI6 Diffuse reflectance showing f-f transitions (zoom) of NdIII, SmIII and DyIII 

mononuclear coordination compounds

Fig. ESI7 Experimental Raman of selected compounds

Fig. ESI8 Measurement and fit of the lifetime for [NdZn(O2NO)2(Cl)(L)(OH2)]·2H2O, 
monitoring the transition 4F3/2  4I9/2

Fig. ESI9 XRPD of dinuclear compounds

Fig. ESI10 XRPD of 10, 11, 15a (crystal structure) compounds

Fig. ESI11 XRPD of trinuclear compounds

Fig. ESI12 XRPD of 17 and 23 compounds

Fig. ESI13 1H NMR spectra of the chromophores recorded in DMSO-d6

Fig. ESI14 13C NMR spectra of the chromophores recorded in DMSO-d6

Fig. ESI15 COSY spectrum of the uncoordinated ligand H2L 1

Fig. ESI16 COSY spectrum of the [NiL] complex 2

Electronic Supplementary Material (ESI) for Dalton Transactions.
This journal is © The Royal Society of Chemistry 2015



2

Fig. ESI17 COSY spectrum of the [ZnL(OH2)] complex 3

Fig. ESI18 HSQC spectrum of the uncoordinated ligand H2L 1

Fig. ESI19 HSQC spectrum of the [NiL] complex 2

Fig. ESI19 HSQC spectrum of the [ZnL(OH2)] complex 3



3

Fig. ESI1 UV-Vis absorption and calculated spectra of H2L
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Fig. ESI2 IR spectrum of H2L, experimental and calculated
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Fig. ESI3 Raman spectrum of H2L experimental and calculated
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Fig. ESI4 HOMO-LUMO diagram of H2L
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Fig. ESI5 Diffuse reflectance of mononuclear coordination compounds
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Fig. ESI6 Diffuse reflectance showing f-f transitions (zoom) of NdIII, SmIII and DyIII 

mononuclear coordination compounds
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Fig. ESI7 Experimental Raman of selected compounds
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Data: TND201
Model: ExpDec2 
  
Chi^2 =  334576.53088
R^2 =  0.99473
  
y0 2496.17194 ±734.550770
A1 35632.6858 ±29301.8878
t1 56.5566569 ±22.6433764
A2 25040.6358 ±19909.4290
t2 21.7264275 ±22.2425925
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Fig. ESI8 Measurement and fit of the lifetime for [NdZn(O2NO)2(Cl)(L)(OH2)]·2H2O, 
monitoring the transition 4F3/2  4I9/2
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Fig. ESI9 XRPD of dinuclear compounds
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Fig. ESI10 XRPD of 10, 11, 15a (crystal structure) compounds
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Fig. ESI11 XRPD of trinuclear compounds
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Fig. ESI12 XRPD of 17 and 23 compounds
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Fig. ESI13 1H NMR spectra of the chromophores recorded in DMSO-d6
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Fig. ESI14 13C NMR spectra of the chromophores recorded in DMSO-d6



Fig. ESI15 COSY spectrum of the uncoordinated ligand H2L 1
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Fig. ESI16 COSY spectrum of the [NiL] complex 2
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Fig. ESI17 COSY spectrum of the [ZnL(OH2)] complex 3
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Fig. ESI18 HSQC spectrum of the uncoordinated ligand H2L 1
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Fig. ESI19 HSQC spectrum of the [NiL] complex 2
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Fig. ESI20 HSQC spectrum of the [ZnL(OH2)] complex 3
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