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Single crystallographic data for compound 3aa.  

Single crystals of C20H15NO3 (3aa) were obtained by slow evaporation of a solution 

containing 3aa in the mixture of EtOH and DCM. A suitable crystal was selected 

and the crystal data and structure refinement results for compound 3aa are listed in the 

Table S1. 

 

Figure S1. ORTEP view of the compound 3aa with thermal ellipsoids drawn at 

the 50% probability level 

Table 1 Crystal data and structure refinement for 3aa. 

Identification code 3AA 

Empirical formula C20H15NO3 

Formula weight 317.33 

Temperature/K 293(2) 

Crystal system orthorhombic 

Space group Pbca 

a/Å 13.5094(16) 

b/Å 11.0920(9) 
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c/Å 21.2668(18) 

α/° 90 

β/° 90 

γ/° 90 

Volume/Å3 3186.8(5) 

Z 8 

ρcalcg/cm3 1.323 

μ/mm-1 0.089 

F(000) 1328.0 

Crystal size/mm3 0.14 × 0.13 × 0.12 

Radiation Mo Kα (λ = 0.71073) 

2Θ range for data collection/° 4.876 to 49.99 

Index ranges -16 ≤ h ≤ 10, -13 ≤ k ≤ 13, -25 ≤ l ≤ 24 

Reflections collected 8730 

Independent reflections 2800 [Rint = 0.0298, Rsigma = 0.0335] 

Data/restraints/parameters 2800/0/219 

Goodness-of-fit on F2 1.075 

Final R indexes [I>=2σ (I)] R1 = 0.0446, wR2 = 0.1005 

Final R indexes [all data] R1 = 0.0607, wR2 = 0.1093 

Largest diff. peak/hole / e Å-3 0.14/-0.20 

 


