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Structure, Crystal Data and Structure Refinement for Compound 102 

 

Identification code  102 

Chemical formula (moiety) C19H23N5O3S 

Chemical formula (total) C19H23N5O3S 

Formula weight  401.48 

Temperature  120(2) K 

Radiation, wavelength  synchrotron, 0.69110 Å 

Crystal system, space group  triclinic, P1 

Unit cell parameters a = 8.596(4) Å  = 98.186(4)° 

 b = 10.212(4) Å  = 93.564(4)° 

 c = 11.060(5) Å  = 90.221(5)° 

Cell volume 959.0(7) Å3 

Z 2 

Calculated density  1.390 g/cm3 

Absorption coefficient  0.200 mm1 
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F(000) 424 

Crystal colour and size colourless, 0.08  0.02  0.02 mm3 

Reflections for cell refinement 5638 ( range 2.8 to 30.1°) 

Data collection method Bruker APEX2 CCD diffractometer 

 thin-slice  scans 

 range for data collection 2.8 to 29.6° 

Index ranges h 12 to 12, k 14 to 14, l 15 to 15 

Completeness to  = 25.0° 96.9 %  

Intensity decay 15% 

Reflections collected 9602 

Independent reflections 5232 (Rint = 0.0265) 

Reflections with F2>2 4548 

Absorption correction semi-empirical from equivalents 

Min. and max. transmission 0.9842 and 0.9960 

Structure solution direct methods 

Refinement method Full-matrix least-squares on F2 

Weighting parameters a, b 0.0645, 0.2799 

Data / restraints / parameters 5232 / 0 / 265 

Final R indices [F2>2] R1 = 0.0408, wR2 = 0.1106 

R indices (all data) R1 = 0.0471, wR2 = 0.1158 

Goodness-of-fit on F2 1.033 

Largest and mean shift/su 0.001 and 0.000 

Largest diff. peak and hole  0.46 and 0.41 e Å3 
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1
H and 

13
C NMR Spectra and HPLC Traces for Compounds 70, 73, 83, 90, 91 and 98. 

4-(6-Phenyl-9H-purin-2-ylamino)benzenesulfonamide (70)   
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4-((6-([1,1'-biphenyl]-3-yl)-9H-purin-2-yl)amino)benzenesulfonamide (73)  
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4-((7-(Cyclohexylmethoxy)-3H-imidazo[4,5-b]pyridin-5-yl)amino) benzenesulfonamide 

(83)  
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4-((7-(Cyclohexylmethoxy)-3H-[1,2,3]triazolo[4,5-d]pyrimidin-5-yl)amino)- 

benzenesulfonamide (90)   
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4-((4-(Cyclohexylmethoxy)-1H-pyrazolo[3,4-d]pyrimidin-6-

yl)amino)benzenesulfonamide (91)   
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4-((4-(Cyclohexylmethoxy)-7H-pyrrolo[2,3-d]pyrimidin-2-yl)amino)benzenesulfonamide 

(98)  
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