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1. Copies of the 1H and 13C NMR spectra of 1a-g, 4aa-4gc, 5aa-5al and 6aa 
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2. Copies of HRMS spectra of 1a-h, 4aa-4gc, 5aa-5ak and 6aa 
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3. Single crystal X-ray data for 4aa, 5aa and 6aa. 

Table S1 Crystal data and structure refinement for 4aa. 

Identification code  exp_140-HKS-900  

Empirical formula  C22H15NO  

Formula weight  309.35  

Temperature/K  93(2)  

Crystal system  monoclinic  

Space group  P21/c  

a/Å  10.6454(10)  

b/Å  15.8564(11)  

c/Å  9.6081(10)  

α/°  90  

β/°  112.912(12)  

γ/°  90  

Volume/Å3 1493.9(3)  

Z  4  

ρcalcg/cm3 1.375  

μ/mm-1 0.084  

F(000)  648.0  

Crystal size/mm3 0.5 × 0.5 × 0.3  

Radiation  MoKα (λ = 0.71073)  

2Θ range for data collection/°  10.05 to 57.916  

Index ranges  -11 ≤ h ≤ 14, -18 ≤ k ≤ 21, -12 ≤ l ≤ 12  

Reflections collected  10300  

Independent reflections  3477 [Rint = 0.0492, Rsigma = 0.0255]  

Data/restraints/parameters  3477/0/217  

Goodness-of-fit on F2 1.058  

Final R indexes [I>=2σ (I)]  R1 = 0.0855, wR2 = 0.2156  

Final R indexes [all data]  R1 = 0.0885, wR2 = 0.2174  

Largest diff. peak/hole / e Å-3 1.60/-0.40  
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Table S2 Crystal data and structure refinement for 5aa 

 

Identification code  exp_189-HKS-934-1  

Empirical formula  C22H16BrNO  

Formula weight  390.27  

Temperature/K  93(2)  

Crystal system  triclinic  

Space group  P-1  

a/Å  8.7437(4)  

b/Å  9.0981(5)  

c/Å  11.3532(6)  

α/°  89.931(4)  

β/°  69.876(5)  

γ/°  83.515(4)  

Volume/Å3 841.91(8)  

Z  2  

ρcalcg/cm3 1.539  

μ/mm-1 2.450  

F(000)  396.0  

Crystal size/mm3 0.11 × 0.08 × 0.06  

Radiation  MoKα (λ = 0.71073)  

2Θ range for data collection/°  7.124 to 59.814  

Index ranges  -12 ≤ h ≤ 10, -12 ≤ k ≤ 11, -15 ≤ l ≤ 15  

Reflections collected  12080  

Independent reflections  4229 [Rint = 0.0664, Rsigma = 0.0706]  

Data/restraints/parameters  4229/0/226  

Goodness-of-fit on F2 0.989  

Final R indexes [I>=2σ (I)]  R1 = 0.0469, wR2 = 0.0969  

Final R indexes [all data]  R1 = 0.0723, wR2 = 0.1055  

Largest diff. peak/hole / e Å-3 0.91/-0.56  
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Table S3 Crystal data and structure refinement for 6aa.  

 

Identification code  exp-188-HKS-934-2  

Empirical formula  C30H21NO  

Formula weight  411.48  

Temperature/K  93(2)  

Crystal system  monoclinic  

Space group  P21/c  

a/Å  14.9969(4)  

b/Å  14.8584(3)  

c/Å  10.6249(3)  

α/°  90  

β/°  110.575(3)  

γ/°  90  

Volume/Å3 2216.53(11)  

Z  4  

ρcalcg/cm3 1.233  

μ/mm-1 0.575  

F(000)  864.0  

Crystal size/mm3 0.1 × 0.1 × 0.06  

Radiation  CuKα (λ = 1.54184)  

2Θ range for data collection/°  8.664 to 148.818  

Index ranges  
-13 ≤ h ≤ 18, -12 ≤ k ≤ 18, -

12 ≤ l ≤ 12  

Reflections collected  7754  

Independent reflections  
3961 [Rint = 0.0186, Rsigma = 

0.0195]  

Data/restraints/parameters  3961/0/290  

Goodness-of-fit on F2 1.024  

Final R indexes [I>=2σ (I)]  R1 = 0.0379, wR2 = 0.0994  

Final R indexes [all data]  R1 = 0.0395, wR2 = 0.1006  

Largest diff. peak/hole / e Å-3 0.43/-0.17  

 

 

 


