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1. X-ray data 

X-ray data of 4p 

        Empirical formula              C22H16ClN5O2 

        Formula weight                417.85  

        Temperature                   293(2) K  

        Wavelength                    0.71073 A   

        Crystal system, space group       Hexagonal,  P6(1)  

        Unit cell dimensions             a = 21.6553(9) A   alpha = 90 deg.  

                                     b = 21.6553(9) A    beta = 90 deg.  

                                     c = 9.8316(6) A   gamma = 120 deg..  

        Volume                       6,  1.043 Mg/m
3
  

        Z, Calculated density            4, 1.536 mg/mm
3
  

        Absorption coefficient            0.166 mm
-1

  

        F(000)                        1296  

        Crystal size                    0.256 x 0.179 x 0.121 mm  

        Theta range for data collection     1.09 to 25.99 deg.  

        Limiting indices                 -22<=h<=0, 0<=k<=26, -10<=l<=12    

        Reflections collected / unique      5094 / 5094 [R(int) = 0.0000]  

        Completeness to theta = 25.35      100.0 % 

        Absorption correction             Empirical   

        Max. and min. transmission        1.00000 and 0.68928   

        Refinement method               Full-matrix least-squares on F
2
  

        Data / restraints / parameters        5094 / 3 / 280  

        Goodness-of-fit on F
2
              0.995  

        Final R indices [I > σ (I)]           R1 = 0.0527, wR2 = 0.1345  

        R indices (all data)                 R1 = 0.0659, wR2 = 0.1417   

        Absolute structure parameter         0.09(10) 

        Largest diff. peak and hole           0.365 and -0.196 e.A
-3
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Figure S1. ORTEP drawing of 4gj. 

 

Figure S2. Packing of molecules in a unit cell for 4p 

The crystal was prepared from the solution of 4p in dichloromethane and isopropanol. CCDC 

951552 contains the supplementary crystallographic data for this paper. These data can be 

obtained free of charge from The Cambridge Crystallographic Data Centre via 

www.ccdc.cam.ac.uk/services/structure_deposit/ 

 

http://www.ccdc.cam.ac.uk/services/structure_deposit/
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2. Copies of 
1
H NMR and 

13
C NMR Spectra 
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3. Copies of HPLC chromatograms  

4g 

 

 

 

 

 

 

 

 

 

 

 

 



S37 

 

4h 

 

 

 

 

 

4i 

 



S38 

 

 

 

 

4j 

 

 

 



S39 

 

 

 

 

4k 

 

 

 



S40 

 

 

4l 

 

 

 

 

 

 

 



S41 

 

4m 

 

 

 

 

4n 

 



S42 

 

 

 

 

 

4o 

 

 



S43 

 

 

 

4p 

 

 

 



S44 

 

 

4q 

 

 

 

 

 

4r 



S45 

 

 

 

 

 

4s 

 



S46 

 

 

 

 

 

12b 

 

 



S47 

 

 

 

12f 

 

 

 

 

 



S48 

 

12g 

 

 

 

 

12h 

 

 



S49 

 

 

 

 

 

12i 

 

 

 

 



S50 

 

 

12j 

 

 

 

 

12k 

 



S51 

 

 

 

 

12l 

 

 

 



S52 

 

 

12m 

 

 

 

 

12n 

 



S53 

 

 

 

 

 

12o 

 

 

 



S54 

 

 

12p 

 

 

 

 

 

 
12q 

 



S55 

 

 

 

 

 

12r 

 

 
 

 



S56 

 

 

12s 

 

 

 

 

12t 

 



S57 

 

 

 

 

12u 

 

 

 



S58 

 

 

12v 

 

 

 

 

12w 

 



S59 

 

 

 

 

 

 


