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1. Absolute Configuration and X-Ray Analysis Data 
Table 1.  Crystal data and structure refinement for 5d. 

Identification code  5d 

Empirical formula  C28 H25 Br N O5 

Formula weight  535.40 

Temperature  150.15 K 

Wavelength  0.71075 Å 

Crystal system  Orthorhombic 

Space group  P212121 

Unit cell dimensions a = 7.2170(7) Å a= 90°. 

 b = 15.0680(14) Å b= 90°. 

 c = 23.762(2) Å g = 90°. 

Volume 2584.0(4) Å3 

Z 4 

Density (calculated) 1.376 Mg/m3 

Absorption coefficient 1.628 mm-1 

F(000) 1100 

Crystal size 0.49 x 0.32 x 0.24 mm3 

Theta range for data collection 2.905 to 26.411°. 

Index ranges -9<=h<=9, -18<=k<=18, -29<=l<=29 

Reflections collected 40741 

Independent reflections 5270 [R(int) = 0.0539] 

Completeness to theta = 25.243° 99.5 %  

Absorption correction Semi-empirical from equivalents 

Refinement method Full-matrix least-squares on F2 

Data / restraints / parameters 5270 / 0 / 320 

Goodness-of-fit on F2 1.098 

Final R indices [I>2sigma(I)] R1 = 0.0551, wR2 = 0.1421 

R indices (all data) R1 = 0.0593, wR2 = 0.1477 

Absolute structure parameter 0.048(17) 

Extinction coefficient n/a 

Largest diff. peak and hole 1.108 and -0.596 e.Å-3 
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Table 1.  Crystal data and structure refinement for 7d 

Identification code  7d 

Empirical formula  C31 H24 Br N O5 

Formula weight  570.42 

Temperature  150.15 K 

Wavelength  0.71075 Å 

Crystal system  Monoclinic 

Space group  I 1 2 1 

Unit cell dimensions a = 7.179(2) Å a= 90°. 

 b = 15.131(6) Å b= 

92.737(16)°. 

 c = 26.209(11) Å g = 90°. 

Volume 2843.7(18) Å3 

Z 4 

Density (calculated) 1.332 Mg/m3 

Absorption coefficient 1.484 mm-1 

F(000) 1168 

Crystal size 0.49 x 0.32 x 0.24 mm3 

Theta range for data collection 2.909 to 26.550°. 

Index ranges -8<=h<=8, -18<=k<=19, -32<=l<=32 

Reflections collected 22836 

Independent reflections 5867 [R(int) = 0.1031] 

Completeness to theta = 25.243° 99.7 %  

Absorption correction Semi-empirical from equivalents 

Refinement method Full-matrix least-squares on F2 

Data / restraints / parameters 5867 / 19 / 329 

Goodness-of-fit on F2 1.409 

Final R indices [I>2sigma(I)] R1 = 0.1349, wR2 = 0.3526 

R indices (all data) R1 = 0.1777, wR2 = 0.3872 

Absolute structure parameter 0.09(4) 

Extinction coefficient n/a 

Largest diff. peak and hole 3.213 and -1.513 e.Å-3 
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2. Unsuccessful substrates 
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3. Copies of NMR Spectra of Products 3, 5 and 7
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4. Copies of HPLC Spectra of Products 3, 5, 7, and 9 
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