Electronic Supplementary Material (ESI) for RSC Advances.
This journal is © The Royal Society of Chemistry 2016

The conjugate base of methyl 3-oxobutanoate as antenna-ligand in visible-

emitting photoluminescent lanthanide complexes

Electronic supplementary information (ESI)

Marco Bortoluzzi 2, Andrea Reolon?, Jesus Castro ¢, Francesco Enrichi 2, Gabriele Albertin 2, Carlo Bragato @

2 Dipartimento di Scienze Molecolari e Nanosistemi, Universita Ca’ Foscari Venezia, Via Torino 155, 30170
Mestre, Venezia, Italy. P CNR-IFN, Istituto di Fotonica e Nanotecnologie, Laboratorio CSMFO, via alla
Cascata 56/C, 38123 Povo, Trento, Italy. < Departamento de Quimica Inorganica, Universidade de Vigo,

Facultade de Quimica, Edificio de Ciencias Experimentais, 36310 Vigo (Galicia), Spain.

NMR spectra p. 2
Electrochemistry p.7
Photoluminescence p. 8

DFT calculations p. 11



NMR spectra
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Figure S1. 'H NMR (DMSO-dg, 298 K) of 1.
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Figure S2. 'H NMR (DMSO-dg, 315 K) of 15™.
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Figure S3. IH NMR (DMSO-ds, 295 K) of 18,
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Figure S4. H NMR (DMSO-dg, 295 K) of 1T,

Figure S5. 'H NMR (DMSO-dg, 295 K) of 1.
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Figure S6. 'H NMR (DMSO-ds, 319 K) of 1'b.
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Figure S7. 'H NMR (CDCls, 298 K) of 2.
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Figure S8. 'H NMR (CDCls, 298 K) of 25m,
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Figure S9. 'H NMR (CDCls, 298 K) of 2Ev.
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Figure S10. 1H NMR (DMSO-dg, 298 K) of 2T,
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Figure S11. 'H NMR (CDCls, 311 K) of 2Py,

Figure S12. H NMR (DMSO-dg, 315 K) of 2"b,



Electrochemistry
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Figure S13. Cyclic voltammogram recorded for 1% (1 mM CH,Cl, solution). 0.1 M [NEt;Bz]Cl as supporting

electrolyte. Scan rate = 100 mV s71.
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Figure S14. Excitation spectrum of 1™ (solid sample, 298 K, Aexcitation= 546 nm).
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Figure S15. Excitation spectrum of 25™ (solid sample, 298 K, Aexcitation= 646 nm).
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Figure S16. Excitation spectrum of 2™ (solid sample, 298 K, Aexcitation= 548 nm).
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Figure S17. Excitation spectrum of 2PY (solid sample, 298 K, Aexcitation= 576 nm).
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Figure S18. Excitation spectrum of 2"* (solid sample, 298 K, Aexcitation= 1000 nm).
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DFT calculations

Cartesian coordinates (A) of Lu(acac);
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Cartesian coordinates (A) of Lu(MAA);
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