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Fig. S1. PXRD patterns of Li(LixCo1-3xRu2x)O2: (a) x = 0.1; (b) x = 0.2; (c) x = 0.3. 
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Fig. S2. Rietveld refinement of the structure of Li3CoRuO5 from PXRD data.  
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Table S1. Atomic coordinates and isotropic displacement parameters (Uiso) for  
              Li3CoRuO5. 

 
 

   
 
 Space group R-3m, a = 2.888(1), c = 14.387(1) Å 
 

Reliability Factors: Rp = 5.90, Rwp = 8.87, RF
2 = 4.84, χ2 = 1.33 

 
Bond Lengths (Å): Li(3a)−O = 2.094(1)×6 ; Li/Co/Ru(3b)−O = 2.015(1) ×6 

Bond Angels (o): O(1)−Li/Co/Ru(3a)−O(2) = 87.18(1); O(1)−Li/Co/Ru(3a)−O(3) = 

92.82(1);  O(1)−Li/Co/Ru(3b)−O(2) = 91.58(1); O(1)−Li/Co/Ru(3b)−O(3) = 88.42(1) 

Bond valence sums: Li (3a) = 1.10; Co(3a) = 1.72;Li (3b) = 1.36; Co (3b) = 2.16; Ru (3b) 
= 3.68 
 

Atom site x y z Uiso(Å
2) Occupancy

Li 3(a) 0 0 0 0.047(8) 0.977(1) 
Co 3(a) 0 0 0 0.036(9) 0.023(1) 
Ru 3(a) 0 0 0 0.036(9) 0.000(1) 
Li 3(b) 0 0 0.5 0.047(8) 0.223(1) 
Co 3(b) 0 0 0.5 0.010(1) 0.377(1) 
Ru 3(b) 0 0 0.5 0.010(1) 0.400(1) 
O 6(c) 0 0 0.245(1) 0.008(2) 1.000 
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