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A range of SABRE active complexes with different NHC auxiliary ligands have been reported (see Figure 12 and 13 of the 

manuscript) which exhibit a variety of steric and electronic properties. These can be quantified by use of % Buried Volumes 

(%BurV) or Tolman Electronic Parameters (TEP) respectively (Table S1). We provide here a comparison of the different %BurV 

and TEP parameters for IMes-derived ligands used in SABRE hyperpolarisation experiments.  

 

 
Table S1: Summary of electronic and steric properties of SABRE polarisation transfer catalysts with a variety of NHC ligands. 
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¤These values were calculated using density functional theory involving [Ni(CO)3(NHC)] and were originally reported in Ref. no. [151]  
%Ref. no. [154] presented average infrared carbonyl stretching frequencies (νCO,av) of [Ir(NHC)(CO)2Cl]. TEP values were calculated from these in our work according to the 
established equation TEP = 0.847νCO,av + 336 consistent with other works.152,153  
@These values were calculated in Ref. no. [155] from X-ray crystal structures of [Ir(NHC)(CO)2Cl] reported in Ref. no. [152].  
#Values determined from average infrared carbonyl stretching frequencies (νCO,av) of [Ir(NHC)(CO)2Cl] 
 
Note that reference numbers correspond to those that appear in the main manuscript 


