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 5a 9a 

Formula C14H6N6O C17H6BrN6O4Re 

M 274.25 624.39 

T, K 120 120 

System Monoclinic Orthorhombic 

Space group P21/c Pnma 

Z (Z’) 4(1) 4(0.5) 

a, Å 10.506(3) 12.2376(8) 

b, Å 11.619(4) 12.6448(8) 

c, Å 9.378(3) 11.0808(7) 

α, ° 90 90 

β, ° 107.655(7) 90 

γ, ° 90 90 

V, Å3 1090.9(6) 1714.67(19) 

dcalc, gcm-3 1.670 2.419 

µ, cm-1, F(000) 1.15, 560 94.59, 1168 

2θmax, ° 53 58 

Collected refl. 9421 31683 

Independent refl 2263 2380 

Observed refl.  841 2181 

R1 0.0746 0.0406 

wR2 0.2037 0.1026 

GOF 0.958 1.057 

ρmin/ρmax, e⋅Å-3 0.477/-0.260 1.733/-1.794 

 


