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The crystallographic data of 4k
Chemical Formula: C26H20BrN303

Molecular Weight: 502.3680
Temperature (K) 173(2)

Crystal system Monoclinic

Bond precision: C-C =0.0042 A Wavelength=0.71073
Cell: a=10.0641(5) b=10.7045(6) c=11.0214(7)
alpha=74.935(2) beta=73.244(2) gamma=81.118(2)
Temperature: 298 K

Calculated Reported

Volume 1093.80(11) 1093.80(11)

Space group P -1 P -1

Hall group-P 1 -P 1

Moiety formula C26 H20 Br N3 O3 C26 H20 Br N3 O3
Sum formula C26 H20 Br N3 O3 C26 H20 Br N3 O3
Mr 502.35 502.36

Dx, g cm-3 1.525 1.525

722

Mu (mm-1) 1.914 1.914

F000 512.0 512.0

F000* 511.62

h, k, Imax 12,13,13 12,13,13

Nref 4500 4487

Tmin, Tmax 0.638,0.682 0.638,0.682

Tmin’ 0.558

Correction method= # Reported T Limits: Tmin=0.638 Tmax=0.682
AbsCorr = MULTI-SCAN

Data completeness= 0.997 Theta(max)= 26.387
R(reflections)= 0.0405(3736) wR2(reflections)= 0.1183(4487)

S =1.071 Npar= 30
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