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3ba: (inseparable chemoselective isomers, cr = 93:7) 
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3ca: (inseparable chemoselective isomers, cr = 93:7) 
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3da: (inseparable chemoselective isomers, cr = 91:9) 
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3fa: (inseparable chemoselective isomers, cr = 90:10) 
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3ga: (inseparable chemoselective isomers, cr = 93:7)  
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3ha: (inseparable chemoselective isomers, cr = 95:5) 
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3ia: (inseparable chemoselective isomers, cr = 91:9) 
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3ja: (inseparable chemoselective isomers, cr = 91:9) 
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3ka: (inseparable chemoselective isomers, cr = 95:5)  
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3ab: (inseparable chemoselective isomers, cr = 92:5)  
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3ad: (inseparable chemoselective isomers, cr = 84:16)  
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3af: (inseparable chemoselective isomers, cr = 93:7)  
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3cb: (inseparable chemoselective isomers, cr = 89:11) 
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3gb: (inseparable chemoselective isomers, cr = 93:7) 

 

 



 S21 

 

 

3gc: (inseparable chemoselective isomers, cr = 84:16) 
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Compound 8: 
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HPLC spectra of products 3 and 8 
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Compound 8: 
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After recrystallization:  
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X-ray single crystal data for compound 8 

 

_chemical_formula_sum       'C34 H25 Cl N2 O3'  

_chemical_formula_weight          545.01 

_space_group_crystal_system       monoclinic  

_space_group_IT_number            4  

_space_group_name_H-M_alt         'P 21'  

_space_group_name_Hall            'P 2yb' 

_cell_length_a                    13.720(3)  

_cell_length_b                    7.2534(18)  

_cell_length_c                    14.954(4)  

_cell_angle_alpha                 90  

_cell_angle_beta                  90.634(14)  

_cell_angle_gamma                 90  

_cell_volume                      1488.1(6)  

_cell_formula_units_Z             2  

_cell_measurement_temperature     296(2)  

_cell_measurement_reflns_used     6660  

_cell_measurement_theta_min       2.72  

_cell_measurement_theta_max       20.46 

_exptl_crystal_density_diffrn     1.216  

_exptl_crystal_F_000              568  

_exptl_crystal_size_max           0.200  

_exptl_crystal_size_mid           0.050  

_exptl_crystal_size_min           0.030  

_exptl_absorpt_coefficient_mu     0.164  

_shelx_estimated_absorpt_T_min    0.968  

_shelx_estimated_absorpt_T_max    0.995 

_diffrn_ambient_temperature       296(2)  

_diffrn_radiation_wavelength      0.71073  

_diffrn_radiation_type            MoK\a 



 S46 

_diffrn_reflns_number             22859  

_diffrn_reflns_av_unetI/netI      0.1079  

_diffrn_reflns_av_R_equivalents   0.0670  

_diffrn_reflns_limit_h_min        -17  

_diffrn_reflns_limit_h_max        17  

_diffrn_reflns_limit_k_min        -8  

_diffrn_reflns_limit_k_max        9  

_diffrn_reflns_limit_l_min        -19  

_diffrn_reflns_limit_l_max        19  

_diffrn_reflns_theta_min          1.362  

_diffrn_reflns_theta_max          28.011  

_diffrn_reflns_theta_full         25.242  

_diffrn_measured_fraction_theta_max   0.961  

_diffrn_measured_fraction_theta_full  0.989  

_diffrn_reflns_Laue_measured_fraction_max    0.961  

_diffrn_reflns_Laue_measured_fraction_full   0.989  

_diffrn_reflns_point_group_measured_fraction_max   0.859  

_diffrn_reflns_point_group_measured_fraction_full  0.920  

_reflns_number_total              6197  

_reflns_number_gt                 2697  

_reflns_threshold_expression      'I > 2\s(I)'  

_reflns_Friedel_coverage          0.659  

_reflns_Friedel_fraction_max      0.740  

_reflns_Friedel_fraction_full     0.838 

_refine_ls_abs_structure_Flack    -0.04(6)  

_chemical_absolute_configuration  AD  

_refine_ls_number_reflns          6197  

_refine_ls_number_parameters      363  

_refine_ls_number_restraints      1  

_refine_ls_R_factor_all           0.1803  

_refine_ls_R_factor_gt            0.0655  

_refine_ls_wR_factor_ref          0.2103  

_refine_ls_wR_factor_gt           0.1470  

_refine_ls_goodness_of_fit_ref    0.939  

_refine_ls_restrained_S_all       0.939  

_refine_ls_shift/su_max           0.011  

_refine_ls_shift/su_mean          0.001 


