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2. HPLC Spectra for the Morita-Baylis-Hillman Products 
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7. Absolute Configuration and X-Ray Analysis Data of 6m 

The crystal data of 6m have been deposited in CCDC with number 856997. 

 
Table 1.  Crystal data and structure refinement for cd211247.  
     
      Identification code              cd211247  
   
      Empirical formula              C19 H16 Br N O4  
   
      Formula weight                402.24  
   
      Temperature                   293(2) K  
   
      Wavelength                    0.71073 A  
   
      Crystal system, space group       Orthorhombic,  P2(1)2(1)2(1)  
   
      Unit cell dimensions             a = 7.8115(7) A   alpha = 90 deg.  
                                    b = 11.8206(11) A    beta = 90 deg.  
                                    c = 18.4780(17) A   gamma = 90 deg.  
   
      Volume                        1706.2(3) A^3  
   
      Z, Calculated density             4,  1.566 Mg/m^3  
   
      Absorption coefficient            2.433 mm^-1  
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      F(000)                         816  
   
      Crystal size                    0.369 x 0.311 x 0.257 mm  
   
      Theta range for data collection     2.05 to 26.00 deg.  
   
      Limiting indices                -9<=h<=7, -14<=k<=14, -21<=l<=22  
   
      Reflections collected / unique      9218 / 3335 [R(int) = 0.0338]  
   
      Completeness to theta = 26.00     100.0 %  
   
      Absorption correction            Empirical  
   
      Max. and min. transmission       1.00000 and 0.28748  
   
      Refinement method              Full-matrix least-squares on F^2  
   
      Data / restraints / parameters      3335 / 0 / 229  
   
      Goodness-of-fit on F^2          1.069  
   
      Final R indices [I>2sigma(I)]      R1 = 0.0387, wR2 = 0.0951  
   
      R indices (all data)              R1 = 0.0463, wR2 = 0.0989  
   
      Absolute structure parameter      0.002(12)  
   
      Extinction coefficient            0.128(4)  
   
      Largest diff. peak and hole        0.959 and -0.490 e.A^-3 
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