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Crystal data and structure refinement for compound 2q

(the thermal ellipsoid was drawn at the 50% probability level)  

   
Identification code i18213

Empirical formula C24 H17 N O2

Formula weight 351.38

Temperature 100.0(2) K

Wavelength 0.71073 Å

Crystal system Monoclinic

Space group P 21/n

Unit cell dimensions a = 6.4058(2) Å a= 90°.

b = 12.1092(3) Å b= 92.2490(10)°.

c = 21.6453(7) Å g = 90°.

Volume 1677.71(9) Å3

Z, Density (calculated) 4, 1.391 Mg/m3

Absorption coefficient 0.089 mm-1

F(000) 736

Crystal size 0.362 x 0.284 x 0.090 mm3

Theta range for data collection 1.927 to 27.102°.

Index ranges -8<=h<=8, -15<=k<=15, -27<=l<=27

Reflections collected 50975

Independent reflections 3704 [R(int) = 0.0627]

Completeness to theta = 25.242° 99.7 % 

Absorption correction Numerical

Max. and min. transmission 1 and 0.888

Refinement method Full-matrix least-squares on F2

Data / restraints / parameters 3704 / 0 / 245

Goodness-of-fit on F2 1.029

Final R indices [I>2sigma(I)] R1 = 0.0354, wR2 = 0.0912

R indices (all data) R1 = 0.0412, wR2 = 0.0956

Extinction coefficient 0.016(3)

Largest diff. peak and hole 0.301 and -0.182 e.Å-3
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Crystal data and structure refinement for compound 4

(the thermal ellipsoid was drawn at the 50% probability level)  

   
Identification code i18212

Empirical formula C30 H26 N2

Formula weight 414.53

Temperature 100.0(2) K

Wavelength 0.71073 Å

Crystal system Triclinic

Space group P -1

Unit cell dimensions a = 9.8179(3) Å a= 76.3210(10)°.

b = 10.4973(3) Å b= 87.7270(10)°.

c = 11.9206(3) Å g = 66.7560(10)°.

Volume 1094.83(5) Å3

Z, Density (calculated) 2, 1.257 Mg/m3

Absorption coefficient 0.073 mm-1

F(000) 440

Crystal size 0.369 x 0.277 x 0.214 mm3

Theta range for data collection 1.761 to 30.034°.

Index ranges -13<=h<=13, -14<=k<=14, -16<=l<=16

Reflections collected 54798

Independent reflections 6393 [R(int) = 0.0439]

Completeness to theta = 25.242° 99.6 % 

Absorption correction Numerical

Max. and min. transmission 1 and 0.9701

Refinement method Full-matrix least-squares on F2

Data / restraints / parameters 6393 / 0 / 293

Goodness-of-fit on F2 1.032

Final R indices [I>2sigma(I)] R1 = 0.0423, wR2 = 0.1058

R indices (all data) R1 = 0.0529, wR2 = 0.1131

Extinction coefficient n/a

Largest diff. peak and hole 0.392 and -0.233 e.Å-3
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