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Figure S1: 1H NMR spectrum of the complex [Pd(η3-allyl)Cl]2 in CDCl3 at 298K. 

  



 

Figure S2: 13C NMR spectrum of the complex [Pd(η3-allyl)Cl]2 in CDCl3 at 298K. 

  



 

 

Figure S3: 1H NMR spectrum of the complex [Pd(η3-allyl)(bphen)](PF6) (1) in acetone-d6 at 298K.  

 

 



 

Figure S4: 1H NMR spectrum of the complex [Pd(η3-allyl)(ncp)](PF6) (2) in acetone-d6 at 298K. 

 



 

Figure S5: 1H NMR spectrum of the complex [Pd(η3-allyl)(bcp)](PF6) (3) in acetone-d6 at 298K. 

 

 



 

Figure S6: 1H NMR spectrum of the complex [Pd(η3-allyl)(mphen)](PF6) (4) in acetone-d6 at 298K. 

 



 

Figure S7: 1H NMR spectrum of the complex [Pd(η3-allyl)(tmphen)](PF6) (5) in acetone-d6 at 298K. 
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Figure S8: 1H NMR spectrum of the complex [Pd(η3-allyl)(pqx)](PF6) (6) in acetone-d6 (a) and [Pd(η3-
allyl)(pqx)][Pd(η3-allyl)Cl2] (6a) in MeOD (b) at 298K. 



 

Figure S9: HR-ESI-MS of the complex [Pd(η3-allyl)(bphen)](PF6) (1) in acetone. 

 



 

Figure S10: HR-ESI-MS of the complex [Pd(η3-allyl)(ncp)](PF6) (2) in acetone. 

 



 

Figure S11: HR-ESI-MS of the complex [Pd(η3-allyl)(bcp)](PF6) (3) in acetone. 

 

 



 

Figure S12: HR-ESI-MS of the complex [Pd(η3-allyl)(mphen)](PF6) (4) in acetone. 

 

Figure S13: HR-ESI-MS of the complex [Pd(η3-allyl)(tmphen)](PF6) (5) in acetone. 



 

 

 

Figure S14: HR-ESI-MS of the complex [Pd(η3-allyl)(pqx)](PF6) (6) in acetone. 

  



Figure S15: 13C NMR spectrum of the complex [Pd(η3-allyl)(mphen)](PF6) (4) in acetone-d6 at 298K. 

  

  



Figure S16: 13C NMR spectrum of the complex [Pd(η3-allyl)(tmphen)](PF6) (5) in acetone-d6 at 298K. 

  



 

Figure S17: 13C NMR spectrum of the complex [Pd(η3-allyl)(pqx)][Pd(η3-allyl)Cl2] (6a) in MeOD at 298K. 

 

  



 

 

Figure S18: A packing diagram of compound [Pd(η3-allyl)(pqx)](PF6) (6), down to the b axis of the unit cell. 
Hydrogen atoms of the allyl group have been omitted for clarity. 

  



 

Figure S19: A packing diagram of compound [Pd(η3-allyl)(pqx)][Pd(η3-allyl)Cl2] (6a), down to the a axis of the unit 
cell. 


