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Table S1. 1H NMR results: chemical shifts (ppm) and 1H, 1H coupling constants (Hz) 

for 1 and 2 in CDCl3 

 
Compound 1 2 
δ H(16a) 4.50 5.10 
δ H(16b) 4.63 5.66 
δ H(17ª)  3.13 3.15 
δ H(17b) 3.44 4.66 
δ Hamino 5.25 - 
2J(16a, 16b)  13.00 15.86 
2J(17a, 17b)  12.94 14.60 
3J(17b, 16b)  5.93 2.09 
3J(17b, 16a) 6.34 1.73 
3J(17a, 16b)  6.37 11.09 
3J(17a, 16a)  6.82 4.33 
3J(17a, Hamino)

 4.33 - 
3J(17b, Hamino) 8.99 - 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 



 
 
 
Table S2. 1H NMR results: chemical shifts (ppm) and 1H, 1H coupling constants (Hz) 
for 3 and 4 in CD3CN 
 
 
Compound 3 4 
δ H (16a) 4.83 4.69 
δ H (16b) 5.28 5.56 
δ H (17a) 3.02 3.16 
δ H (17b) 3.25 3.23 
δ Hamino 5.68 - 
2J(16a,16b) 15.57 15.80 
2J(17a,17b) 13.28 14.61 
3J(17b,16b) 2.24 1.27 
3J(17b,16a) 6.54 3.70 
3J(17a,16b) 8.61 11.40 
3J(17a,16a) 3.00 1.74 
3J(17a, Hamino) 5.62 - 
3J(17b, Hamino) 8.56 - 
 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



      
 

Figure S1 (a) ESI+-MS spectra in methanol of fragments [PdCl2(L1)-HCl-Cl]+ for 

complex 1 and (b) theoretical isotopic distribution of 1. 
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Figure S2 The experimental (250 MHz, CDCl3, 298 K) and simulated (g NMR) 1H 

NMR spectra for H-16 and H-17 protons of the NpzCH2CH2Namino fragment of 

[PdCl(L2)]Cl (2) 
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Figure S3 The experimental (250 MHz, CD3CN, 338 K) and simulated (g NMR) 1H 

NMR spectra for H-16 and H-17 protons of the NpzCH2CH2Namino fragment of 

[PdCl(L1)](BF4) (3)  
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Figure S4 The experimental (250 MHz, CD3CN, 298 K) and simulated (g NMR) 1H 

NMR spectra for H-16 and H-17 protons of the NpzCH2CH2Namino fragment of 

[PdCl(L2)](BF4) (4)  

 
 
 
 
 
 
 
 
 

4.800 4.700 4.600

Experimental 

H16b H17a 
+ 

H17b 

Simulated 

H16a 

5.700 5.600 5.500 5.400 3.300 3.200 3.100

Namino

Npz

H16a H16b

H17a

H17b

H17b 

H17a 



 

 
 

Figure S5 Two different views from the parallel displaced π–π stacking interactions of 

[PdCl(L2)]+ cation 


