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III. Crystal data and structural refinement for 3ac 

1. ORTEP drawing of compound 3ac. 

 

    

 

2. Crystal data for 3ac 

C14H10BrN3O3, Green solid, Mr = 348.15,  monoclinic, space group C2/c, a =7.6080(11), b = 

7.7910(11), c = 23.078(3) Å, α =90.000, β = 90.000, γ = 90.000º, V = 1367.9(3) Å, Z = 4, calcd = 

1.691, T = 293(2) K, 3166 reflections (2578 unique), 253 refined parameters, R =0.0653 (2578 

data with I > 2σ(I)), wR2 = 0.1516. The hydrogen atoms were refined as rigid groups. 

Crystallographic data for the structures 3ac have been deposited in the Cambridge Crystallography 

Data Centre (CCDC No. 1552332 ).   


