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Table 1. Crystal data and structure refinement for 3a.2H2O 

OHO
HO

HO

HO
N

PO Ph
Ph

2H2O

 
 
Empirical formula                                              C22H32NO8P 
Formula weight                                                   469.46 
Temperature                                                        173(2) K 
Wavelength                                                          0.71073 Å 
Crystal description                                               Prism 
Unit cell dimensions                                            a = 8.0227(3) Å     α = 90° 
                                                                             b = 8.8488(4) Å     β = 90° 
                                                                             c = 31.8469(13) Å  γ = 90° 
Volume                                                                 2260.85(16) Å3 
Space group                                                          P2(1)2(1)2(1) 
Z                                                                           4 
Density (calculated)                                             1.739 Mg/m3 
Absorption coefficient                                          0.170 mm-1 
F (000)                                                                  1000 
Crystal size                                                           0.30 x 0.25 x 0.25 mm3 
Theta range for data collection                             2.39 to 30.42 
Index ranges                                                          -11<=h<=11, -12<=k<=45, -45<=l<=45 
Reflections collected                                             6889 
Absorption correction type                                    Multi scans 
Max. and min. transmission                                   0.9507 and 0.9587 
Flack parameter                                                      0.00(9) 
Friedel pairs used                                                    2937 
 
The restraint is ‘DFIX 2.5 0.02 H3A C2’, which restraints the torsion angle of H(3A)-O(3)-C(3)-C(2) was 
used in the refinement 
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