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1. X-Ray Diffraction Data 

1.1 X-Ray Diffraction Data for Compound 4b 

 

 

Identification code exp_10382 

Empirical formula C28H21ClN4O 

Formula weight 464.94 

Temperature 293(2) K 

Wavelength 1.54184 A 

Unit cell dimensions a = 7.5705(5) A   alpha = 90 deg.  

b = 11.9923(7) A    beta = 90 deg.  

c = 27.772(2) A   gamma = 90 deg. 

Volume 2521.3(3) A3 

Z, Calculated density 4, 1.225 Mg/m3 

Absorption coefficient 1.549 mm-1 

F(000) 968 

Crystal size 0.13 x 0.12 x 0.11 mm 

Theta range for data collection 3.18 to 67.24 deg. 

Limiting indices -9<=h<=8, -11<=k<=14, -23<=l<=33 

Reflections collected / unique 5868 / 3882 [R(int) = 0.0302] 

Completeness to theta = 67.24 99.8 % 

Max. and min. transmission 0.8480 and 0.8240 

Refinement method Full-matrix least-squares on F2 

Data / restraints / parameters 3882 / 0 / 309 

Goodness-of-fit on F2 1.039 

Final R indices [I>2sigma(I)] R1 = 0.0481, wR2 = 0.1120 

R indices (all data) R1 = 0.0605, wR2 = 0.1235 

Absolute structure parameter -0.01(3) 

Extinction coefficient 0.0063(3) 

Largest diff. peak and hole 0.261 and -0.227 e. A-3 
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1.2 X-Ray Diffraction Data for Compound 4i 

 

 

Identification code exp_10381 

Empirical formula C28H21ClN4O 

Formula weight 464.94 

Temperature 293(2) K 

Wavelength 1.54184 A 

Unit cell dimensions a = 7.6734(5) A   alpha = 90 deg.  

b = 11.9044(8) A    beta = 90 deg.  

c = 27.0141(17) A   gamma = 90 deg. 

Volume 2467.7(3) Å3 

Z, Calculated density 4, 1.251 Mg/m3 

Absorption coefficient 1.583 mm-1 

F(000) 968 

Crystal size 0.09 x 0.08 x 0.08 mm 

Theta range for data collection 3.27 to 67.23 deg. 

Limiting indices -9<=h<=8, -14<=k<=14, -20<=l<=32 

Reflections collected / unique 16107 / 4413 [R(int) = 0.0699] 

Completeness to theta = 67.23 100.0 % 

Max. and min. transmission 0.8838 and 0.8706 

Refinement method Full-matrix least-squares on F2 

Data / restraints / parameters 4413 / 0 / 309 

Goodness-of-fit on F2 1.058 

Final R indices [I>2sigma(I)] R1 = 0.0785, wR2 = 0.1863 

R indices (all data) R1 = 0.1326, wR2 = 0.2507 

Absolute structure parameter -0.05(4) 

Extinction coefficient 0.0133(11) 

Largest diff. peak and hole 0.210 and -0.221 e. A-3 
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2. NMR and HPLC spectra of compound 4 
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