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X-ray crystal data of bis-paranitrobenzoate derivative of compound 27 (the following crystal has 
been deposited at the Cambridge Crystallographic Data Centre and has the deposition number 
CCDC 830578. 

 

Empirical formula C25 H20 N2 O8 
Formula weight 476.43 
Temperature 293 K 
Wavelength 0.71073 Å 
Crystal system triclinic 
Space group P 1 
Unit cell dimensions a = 6.717(3) Å 

b = 7.176(3) Å 
c = 12.147(4)Å 
α = 99.024(11)° 
β = 99.364(12)° 
γ = 91.872(11)° 

Volume, Z 569.5(4) Å3,1 
Density  1.389 Mg/m3 
Crystal description Prism 
Crystal color  Colorless 
Absorption coefficient 0.105 mm-1 
F (000) 248 

Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2011



 

3 

 

Crystal size 0.2 x 0.2 x0.1 mm3 
Reflections collected 5184 
θ range for data collection 1.72 to 22.39° 
Independent reflections  2942 [R (int) = 0.0654] 
Goodness -of-fit on F2 0.997 
Limiting indices -6<=h<=7, -7<=k<=7, -12<=l<=13 
Data/ restraints/parameters 2942/3/317 
Final R indices [1>2σ (I)] R1 = 0.0769, wR2 = 0.1893 
R indices (all data) R1 = 0.1285, wR2 = 0.2251 
Absolute structure parameter -1(4) 
 

X-ray crystal data of bis-paranitrobenzoate derivative of compound 18 (the following crystal has 
been deposited at the Cambridge Crystallographic Data Centre and has the deposition number 
CCDC 830577. 
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Empirical formula C26 H22 N2 O8 
Formula weight 490.46 
Temperature 293 K 
Wavelength 0.71073 Å 
Crystal system monoclinic 
Space group P 21 
Unit cell dimensions a = 6.805(5)Å 

b = 13.163(5) Å 
c = 13.478(5)Å 
α = 90.000(5)° 
β = 99.373(5)° 
γ = 90.000(5)° 

Volume, Z 1191.2 (11)Å3,2 
Density  1.367 Mg/m3 
Crystal description Prism 
Crystal color  Colorless 
Absorption coefficient 0.103 mm-1 
F (000) 512 
Crystal size 0.2 x 0.2 x0.1 mm3 
Reflections collected 12580 
θ range for data collection 1.53 to 23.75° 
Independent reflections  3609 [R (int) = 0.0524] 
Goodness -of-fit on F2 0.985 
Limiting indices -7<=h<=7, -14<=k<=14, -15<=l<=15 
Data/ restraints/parameters 3609/1/329 
Final R indices [1>2σ (I)] R1 = 0.0459, wR2 = 0.0823 
R indices (all data) R1 = 0.0973, wR2 = 0.1016 
Absolute structure parameter -0.5(15) 
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HPLC chromatogram of racemic 1 
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HPLC chromatogram of (S)- 1 
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HPLC chromatogram of acetate derivative of racemic 1 
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HPLC chromatogram of (R)-acetate derivative of 1 
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HPLC chromatogram of acetate derivative of racemic 2 

 

Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2011



 

10 

 

HPLC chromatogram of (R)-acetate derivative of 2 
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HPLC chromatogram of racemic 3 
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HPLC chromatogram of (S)-3 
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HPLC chromatogram of racemic 4 
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HPLC chromatogram of (S)-4 
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HPLC chromatogram of acetate derivative of racemic 5 
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HPLC chromatogram of (R)-acetate derivative of 5 
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HPLC chromatogram of racemic 6 
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HPLC chromatogram of (S)-6 
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HPLC chromatogram of acetate derivative of racemic 6 
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HPLC chromatogram of (R)-acetate derivative of 6 
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HPLC chromatogram of racemic 7 
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HPLC chromatogram of (S)-7 
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HPLC chromatogram of acetate derivative of racemic 8 
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HPLC chromatogram of (R)-acetate derivative of 8 
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HPLC chromatogram of racemic 9 
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HPLC chromatogram of (S)- 9 
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HPLC chromatogram of acetate derivative of racemic 9 
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HPLC chromatogram of (R)-acetate of 9 
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HPLC chromatogram of acetate derivative of racemic 10 
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HPLC chromatogram of (R)-acetate derivative of 10 
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HPLC chromatogram of racemic 10 
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HPLC chromatogram of (S)- 10 
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HPLC chromatogram of racemic 11 
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HPLC chromatogram of (S)-11 
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HPLC chromatogram of racemic 12 
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HPLC chromatogram of (S)-12 
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HPLC chromatogram acetate derivative of racemic 12 
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HPLC chromatogram (R)-acetate derivative of 12 
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HPLC chromatogram of acetate derivative of racemic 13 
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HPLC chromatogram of (R)-acetate derivative of 13 
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HPLC chromatogram of racemic 14 
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HPLC chromatogram of (S)- 14 
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