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Fig. SI1. 1H NMR spectrum of 1Lu (400 MHz, C6D6, 293 K).

Fig. SI2. 13C{1H} NMR spectrum of 1Lu (400 MHz, C6D6, 293 K).

Fig. SI3. 1H NMR spectrum of 2Lu (400 MHz, C6D6, 293 K).

Fig. SI4. 13C{1H} NMR spectrum of 2Lu (400 MHz, C6D6, 293 K).

Fig. SI5. 2D NOESY spectrum of 2Lu (400 MHz, C7D8, 293 K).

Fig. SI6. Variable-temperature 1H NMR spectra of 2Lu (400 MHz, C7D8).

Fig. SI7. 2D 89Y-1H HMQC NMR spectrum of 3Y showing 89Y-1H spin-spin interactions 

(400 MHz, C6D6, 293 K).

Fig. SI8. Fragment of 2D 89Y-1H (GE) HMQC long range interactions spectrum of 3Y 

(400 MHz, C6D6, 293 K).

Fig. SI9. Contour map of the 3Y HOMO-4 orbital (0.002-0.01 a.u., step 0.002 a.u.) in the 

H(2)H(4)H(5) plane. The red and green lines correspond to the positive and negative values 

of the wavefunction, respectively.
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Fig. SI1. 1H NMR spectrum of 1Lu (400 MHz, C6D6, 293 K).

Fig. SI2. 13C{1H} NMR spectrum of 1Lu (400 MHz, C6D6, 293 K).



Fig. SI3. 1H NMR spectrum of 2Lu (400 MHz, C6D6, 293 K).

Fig. SI4. 13C{1H} NMR spectrum of 2Lu (400 MHz, C6D6, 293 K).



Fig. SI5. 2D NOESY spectrum of 2Lu (400 MHz, C7D8, 293 K).

Fig. SI6. Variable-temperature 1H NMR spectra of 2Lu (400 MHz, C7D8).



Fig. SI7. 2D 89Y-1H HMQC NMR spectrum of 3Y showing 89Y-1H spin-spin interactions 

(optimized for 1JYH = 20Hz, no 89Y decoupling during acquisition) (400 MHz, C6D6, 293 K).

Fig. SI8. Fragment of 2D 89Y-1H (GE) HMQC long range interactions spectrum of 3Y (400 

MHz, C6D6, 293 K).



Fig. SI9. Contour map of the 3Y HOMO-4 orbital (0.002-0.01 a.u., step 0.002 a.u.) in the 
H(2)H(4)H(5) plane. The red and green lines correspond to the positive and negative values 
of the wavefunction, respectively.
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