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I. X-ray single crystal data for 3n. 

 

 

Empirical formula  C45H40Cl2N2O14  

Formula weight  903.69  

Temperature/K  291(2)  

Crystal system  monoclinic  

Space group  C2/c  

a/Å  16.7819(4)  

b/Å  9.7325(3)  

c/Å  25.9139(8)  

α/°  90  

β/°  100.705(3)  

γ/°  90  

Volume/Å3  4158.9(2)  

Z  4  

ρcalcg/cm3  1.443  

μ/mm-1  2.035  

F(000)  1880.0  

Crystal size/mm3  0.260 × 0.220 × 0.220  

Radiation  CuKα (λ = 1.54184)  

2Θ range for data collection/°  10.554 to 140.124  

Index ranges  -19 ≤ h ≤ 20, -3 ≤ k ≤ 11, -31 ≤ l ≤ 29  

Reflections collected  6960  

Independent reflections  3745 [Rint = 0.0205, Rsigma = 0.0306]  

Data/restraints/parameters  3745/0/287  

Goodness-of-fit on F2  1.088  

Final R indexes [I>=2σ (I)]  R1 = 0.0680, wR2 = 0.1878  

Final R indexes [all data]  R1 = 0.0761, wR2 = 0.1967  

Largest diff. peak/hole / e Å-3  0.64/-0.66  
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II. NMR Spectra 
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