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Part Ⅰ  1H NMR & 13C NMR 
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Part Ⅲ Crystal structure data 

A single crystal for X-ray analysis of 3l was obtained by recrystallation from EtOAc/petroleum 

ether. 

CCDC-1513034 contains the supplementary crystallo-graphic data for this paper. These data can 

be obtained free of charge from The Cambridge Crystallographic Data Centre via 

www.ccdc.cam.ac.uk/data_request/cif 

 

CCDC 1513034 

 

 

Table S1   Crystal data and structure refinement for 3l. 

Identification code 3l 

Empirical formula C21H21NO3 

Formula weight 335.39 

Temperature/K 291(2) 

Crystal system monoclinic 

Space group P21 

http://www.ccdc.cam.ac.uk/data_request/cif
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a/Å 11.68820(10) 

b/Å 7.93580(10) 

c/Å 20.2157(2) 

α/° 90 

β/° 105.2310(10) 

γ/° 90 

Volume/Å3 1809.25(3) 

Z 4 

ρcalcg/cm3 1.231 

μ/mm-1 0.660 

F(000) 712.0 

Crystal size/mm3 0.240 × 0.220 × 0.210 

Radiation CuKα (λ = 1.54184) 

2Θ range for data collection/° 7.84 to 142.632 

Index ranges -14 ≤ h ≤ 13, -8 ≤ k ≤ 9, -23 ≤ l ≤ 24 

Reflections collected 25060 

Independent reflections 6527 [Rint = 0.0227, Rsigma = 0.0188] 

Data/restraints/parameters 6527/1/457 

Goodness-of-fit on F2 1.025 

Final R indexes [I>=2σ (I)] R1 = 0.0326, wR2 = 0.0892 

Final R indexes [all data] R1 = 0.0347, wR2 = 0.0918 

Largest diff. peak/hole / e Å-3 0.14/-0.13 

Flack parameter -0.04(8) 

The ellipsoid contour percent probability level is 30% 


