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Figure S1. Correlation between IRP(L) parameters (x axis, cm
-1

) and (from top to bottom) 

computationally derived electronic parameters (CEP, cm
-1

); Tolman’s electronic parameters (ν, cm
-

1
); Hammett’s substituent constants (σm, V); Lever’s electrochemical parameters (EL, V) and PL 

electrochemical parameters (V) for ligands common to all models.  

 
Figure S2. DFT calculated natural atomic charge on the central metal ion for [Ni(CO)3L]

n
 and fac-

[Mn(CO)3L3]
n
 complexes (y axis) against the corresponding IRP(L) value (x axis, cm

-1
).   

 

 

Figure S3. Relationship between the HOMO and LUMO energy of [M(CO)xLy]
n
 species as a 

function of EL values. H
-
, H2O and NH3 were not included in the final regression analysis. 

 

 

Figure S4. Relationship between EL values and the relative difference of the metal ion charges (i.e. 

∆δ = δ M
n
 - δ M

n+1
 where δ = charge on metal ion) of [Ni(CO)3L]

n
 and [Ni(CO)3L]

n+1 
. 

 

 

 

 

 



 

 

 

 

 

 

 

 

 

 

 

Figure S1. Correlation between IRP(L) parameters (x axis, cm
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Figure S2. DFT calculated natural atomic charge on the central metal ion for [Ni(CO)3L]
n
 and fac-

[Mn(CO)3L3]
n
 complexes (y axis) against the corresponding IRP(L) value (x axis, cm

-1
).   
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Figure S3. Relationship between the HOMO and LUMO energy of [M(CO)xLy]

n
 species as a 

function of EL values. H
-
, H2O and NH3 were not included in the final regression analysis. 
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Figure S4. Relationship between EL values and the relative difference of the metal ion charges (i.e. 

∆δ = δ M
n
 - δ M

n+1
 where δ = charge on metal ion) of [Ni(CO)3L]

n
 and [Ni(CO)3L]

n+1 
. 
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