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1. NMR spectra of all products 
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2. HPLC spectra of all products  
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3. X-ray single crystal data for compounds 3aa and 8aa 

Ph

HN

OH

OH

H

(R)-3aa  

 

The thermal ellipsoid was drawn at the 30% probability level. 

 

Identification code  cu_dm16869_0m 

Empirical formula  C23 H20 N O2 

Formula weight  342.40 

Temperature  296 K 

Wavelength  1.54178 Å 

Crystal system  Hexagonal 

Space group  P 61 

Unit cell dimensions a = 18.5578(9) Å = 90°. 

 b = 18.5578(9) Å = 90°. 

 c = 9.8682(6) Å  = 120°. 

Volume 2943.2(3) Å3 

Z 6 

Density (calculated) 1.159 Mg/m3 

Absorption coefficient 0.583 mm-1 

F(000) 1086 

Crystal size 0.12 x 0.03 x 0.02 mm3 



S103 
 

Theta range for data collection 2.75 to 69.97°. 

Index ranges -22<=h<=22, -22<=k<=21, -11<=l<=9 

Reflections collected 25185 

Independent reflections 3259 [R(int) = 0.0822] 

Completeness to theta = 67.496° 99.5 %  

Absorption correction Semi-empirical from equivalents 

Max. and min. transmission 0.7533 and 0.5113 

Refinement method Full-matrix least-squares on F2 

Data / restraints / parameters 3259 / 1 / 237 

Goodness-of-fit on F2 1.015 

Final R indices [I>2sigma(I)] R1 = 0.0434, wR2 = 0.1186 

R indices (all data) R1 = 0.0543, wR2 = 0.1284 

Absolute structure parameter 0.3(3) 

Extinction coefficient n/a 

Largest diff. peak and hole 0.102 and -0.134 e.Å-3 
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The thermal ellipsoid was drawn at the 30% probability level. 

 

Identification code  dm16702 

Empirical formula  C31 H36 N2 O4 

Formula weight  500.62 

Temperature  296.15 K 

Wavelength  1.54178 Å 

Crystal system  Triclinic 

Space group  P -1 

Unit cell dimensions a = 8.4885(5) Å = 74.369(4)°. 

 b = 10.6796(6) Å = 82.265(4)°. 

 c = 16.8127(9) Å  = 75.011(5)°. 

Volume 1414.37(14) Å3 

Z 2 

Density (calculated) 1.175 Mg/m3 

Absorption coefficient 0.618 mm-1 
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F(000) 536 

Crystal size 0.10 x 0.03 x 0.02 mm3 

Theta range for data collection 2.736 to 66.402°. 

Index ranges -9<=h<=9, -11<=k<=12, 0<=l<=19 

Reflections collected 4709 

Independent reflections 4709 [R(int) = ?] 

Completeness to theta = 66.402° 96.1 %  

Absorption correction Semi-empirical from equivalents 

Max. and min. transmission 0.7528 and 0.5492 

Refinement method Full-matrix least-squares on F2 

Data / restraints / parameters 4709 / 0 / 341 

Goodness-of-fit on F2 1.011 

Final R indices [I>2sigma(I)] R1 = 0.0750, wR2 = 0.1876 

R indices (all data) R1 = 0.1161, wR2 = 0.2188 

Extinction coefficient n/a 

Largest diff. peak and hole 0.609 and -0.269 e.Å-3 
 


