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Figure S1: Structures of the reactant, transition state and product for pathways A and B in 
the neutral and cationic regimes, calculated at B3LYP-D3/def-TZVP level of theory. 
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Intrinsic Reaction Coordinates  
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Figure S2: Intrinsic reaction coordinates for pathways A and B , calculated at B3LYP-
D3/def-TZVP level of theory. 
 
 
 
 



 

	
	

Figure S3: Spin densities of the [(BiVO4)4-OH]- and [(BiVO4)4-OH(H2O)]- clusters 
 


