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 19F NMR, 565 MHz, 
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Crystal data and structure refinement for CCDC 1966275 

Identification code  No2019-04-Higashida-1  

Empirical formula  C30H25NO4  

Formula weight 463.51 

Temperature/K  100.15 

Crystal system  orthorhombic  

Space group  P212121  

a/Å  9.01950(10)  

b/Å  13.04640(10)  

c/Å  19.72120(10) 

/°  90 

/°  90 

/°  90 

Volume/Å3  2320.63(3) 

Z  4 

calcg/cm3  1.327 

/mm-1  0.707 

F(000)  976.0  

Crystal size/mm3 0.218 × 0.15 × 0.11 

Radiation  CuK  (  = 1.54184) 

2  range for data collection/° 8.126 to 151.788 

Index ranges -11  h  11, -12  k  16, -20  l  24 

Reflections collected  22800 

Independent reflections 4768 [Rint = 0.0210, Rsigma = 0.0143] 

Data/restraints/parameters 4768/0/327 

Goodness-of-fit on F2  1.047 

Final R indexes [I>=2  (I)] R1 = 0.0244, wR2 = 0.0638 

Final R indexes [all data]  R1 = 0.0246, wR2 = 0.0640 

Largest diff. peak/hole / e Å-3 0.18/-0.16  

Flack parameter -0.01(4) 
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Crystal data and structure refinement for CCDC 2025416 

Identification code  No2020-2-3  

Empirical formula  C23H24BrNO6  

Formula weight  490.34  

Temperature/K  293(2)  

Crystal system  monoclinic  

Space group  C2  

a/Å  17.0200(4)  

b/Å  7.4729(2)  

c/Å  17.5569(4)  

/°  90  

/°  104.050(2)  

/°  90  

Volume/Å3  2166.24(9)  

Z  4  

calcg/cm3  1.503  

/mm-1  2.932  

F(000)  1008.0  

Crystal size/mm3  0.096 × 0.064 × 0.022  

Radiation  CuK  (  = 1.54184)  

2  range for data collection/°  5.188 to 150.998  

Index ranges  -20  h  21, -9  k  9, -21  l  22 

Reflections collected  14364  

Independent reflections  4332 [Rint = 0.0339, Rsigma = 0.0358] 

Data/restraints/parameters 4332/1/284  

Goodness-of-fit on F2  1.100  

Final R indexes [I>=2  (I)]  R1 = 0.0293, wR2 = 0.0770  

Final R indexes [all data]  R1 = 0.0306, wR2 = 0.0776  

Largest diff. peak/hole / e Å-3  0.38/-0.41  

Flack parameter -0.023(13) 



 
 


