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Table S1. Bfactors values for the different atoms in the trinuclear centre when different moieties were refined in between the two T3 coppers.
	HoloCotA/
Trinuclear copper centre
	Dioxygen refinement 
	Chloride refinement 
	Peroxide refinement
	hydroxyl refinement

	
	Bfactor (Å2)
	
	Bfactor (Å2)
	
	Bfactor (Å2)
	
	Bfactor (Å2)

	T1
	17.1
	
	16.7
	
	16.9
	
	16.7

	T2
	18.0
	
	17.4
	
	18.0
	
	17.4

	T3 (Cu2/Cu3)
	15.0/16.1
	
	14.6/16.0
	
	14.8/16.4
	
	14.6/16.1

	O2 (O1/O2)
	16.9/16.6
	Cl
	25.1
	PER(O1/O2)
	16.7/20.0
	OH
	11.4


