Table 1. Crystal data and structure refinement for CB2213.

Identification code
CB2213

Formula
C21 H17 Br O2

Formula weight
381.26

Temperature
173(2) K

Diffractometer, wavelength
Agilent Xcalibur PX Ultra A, 1.54184 Å

Crystal system, space group
Triclinic, P-1

Unit cell dimensions
a = 10.4067(3) Å
a = 71.693(3)°


b = 11.6025(4) Å
b = 78.254(3)°


c = 15.2010(5) Å
g = 72.294(3)°

Volume, Z
1648.09(10) Å3, 4

Density (calculated)
1.537 Mg/m3
Absorption coefficient
3.472 mm-1
F(000)
776

Crystal colour / morphology
Colourless blocks

Crystal size
0.363 x 0.200 x 0.185 mm3
q range for data collection
4.155 to 73.773°

Index ranges
-12<=h<=12, -14<=k<=14, -18<=l<=18

Reflns collected / unique
28045 / 6543 [R(int) = 0.0342]

Reflns observed [F>4s(F)]
5477

Completeness to theta(full)
0.999 to 67.684 deg

Absorption correction
Analytical

Max. and min. transmission
0.654 and 0.471

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
6543 / 6 / 439

Goodness-of-fit on F2
1.091

Final R indices [F>4s(F)]
R1 = 0.0385, wR2 = 0.0847

R indices (all data)
R1 = 0.0498, wR2 = 0.0918

Largest diff. peak, hole
0.508, -0.561 eÅ-3
Mean and maximum shift/error
0.000 and 0.001

Table 2. Bond lengths [Å] and angles [°] for CB2213.

C(1A)-O(11A)
1.472(3)

C(1A)-C(10A)
1.508(4)

C(1A)-C(2A)
1.512(4)

C(2A)-C(3A)
1.517(4)

C(2A)-Br(2A)
1.969(3)

C(3A)-C(4A)
1.525(4)

C(4A)-C(5A)
1.515(4)

C(5A)-C(6A)
1.392(4)

C(5A)-C(10A)
1.396(4)

C(6A)-C(7A)
1.380(4)

C(7A)-C(8A)
1.382(4)

C(8A)-C(9A)
1.380(4)

C(9A)-C(10A)
1.392(4)

O(11A)-C(12A)
1.357(3)

O(12A)-C(12A)
1.208(3)

C(12A)-C(13A)
1.492(4)

C(13A)-C(14A)
1.374(4)

C(13A)-C(22A)
1.441(4)

C(14A)-C(15A)
1.400(4)

C(15A)-C(16A)
1.362(4)

C(16A)-C(17A)
1.407(4)

C(17A)-C(18A)
1.420(4)

C(17A)-C(22A)
1.429(4)

C(18A)-C(19A)
1.361(5)

C(19A)-C(20A)
1.398(5)

C(20A)-C(21A)
1.373(4)

C(21A)-C(22A)
1.413(4)

C(1B)-O(11B)
1.458(3)

C(1B)-C(2B)
1.492(4)

C(1B)-C(10B)
1.520(4)

C(2B)-C(3B)
1.501(4)

C(2B)-Br(2B)
1.970(3)

C(3B)-C(4B)
1.531(5)

C(4B)-C(5B)
1.500(5)

C(5B)-C(6B)
1.384(4)

C(5B)-C(10B)
1.403(4)

C(6B)-C(7B)
1.375(5)

C(7B)-C(8B)
1.421(5)

C(8B)-C(9B)
1.340(5)

C(9B)-C(10B)
1.384(5)

O(11B)-C(12B)
1.349(4)

O(12B)-C(12B)
1.202(4)

C(12B)-C(13B)
1.497(4)

C(13B)-C(14B)
1.373(4)

C(13B)-C(22B)
1.433(4)

C(14B)-C(15B)
1.402(4)

C(15B)-C(16B)
1.365(5)

C(16B)-C(17B)
1.404(4)

C(17B)-C(18B)
1.424(4)

C(17B)-C(22B)
1.429(4)

C(18B)-C(19B)
1.357(5)

C(19B)-C(20B)
1.406(4)

C(20B)-C(21B)
1.369(4)

C(21B)-C(22B)
1.412(4)

O(11A)-C(1A)-C(10A)
106.3(2)

O(11A)-C(1A)-C(2A)
106.8(2)

C(10A)-C(1A)-C(2A)
113.4(2)

C(1A)-C(2A)-C(3A)
112.0(3)

C(1A)-C(2A)-Br(2A)
108.19(19)

C(3A)-C(2A)-Br(2A)
110.8(2)

C(2A)-C(3A)-C(4A)
112.3(2)

C(5A)-C(4A)-C(3A)
114.3(2)

C(6A)-C(5A)-C(10A)
118.3(3)

C(6A)-C(5A)-C(4A)
119.6(3)

C(10A)-C(5A)-C(4A)
122.0(3)

C(7A)-C(6A)-C(5A)
121.9(3)

C(6A)-C(7A)-C(8A)
119.4(3)

C(9A)-C(8A)-C(7A)
119.6(3)

C(8A)-C(9A)-C(10A)
121.2(3)

C(9A)-C(10A)-C(5A)
119.5(3)

C(9A)-C(10A)-C(1A)
119.2(2)

C(5A)-C(10A)-C(1A)
121.4(3)

C(12A)-O(11A)-C(1A)
116.0(2)

O(12A)-C(12A)-O(11A)
121.6(3)

O(12A)-C(12A)-C(13A)
126.5(3)

O(11A)-C(12A)-C(13A)
111.8(2)

C(14A)-C(13A)-C(22A)
119.7(3)

C(14A)-C(13A)-C(12A)
118.7(2)

C(22A)-C(13A)-C(12A)
121.6(2)

C(13A)-C(14A)-C(15A)
122.1(3)

C(16A)-C(15A)-C(14A)
119.8(3)

C(15A)-C(16A)-C(17A)
120.6(3)

C(16A)-C(17A)-C(18A)
120.2(3)

C(16A)-C(17A)-C(22A)
120.8(3)

C(18A)-C(17A)-C(22A)
119.1(3)

C(19A)-C(18A)-C(17A)
121.1(3)

C(18A)-C(19A)-C(20A)
119.9(3)

C(21A)-C(20A)-C(19A)
120.9(3)

C(20A)-C(21A)-C(22A)
121.0(3)

C(21A)-C(22A)-C(17A)
118.0(3)

C(21A)-C(22A)-C(13A)
124.9(3)

C(17A)-C(22A)-C(13A)
117.1(2)

O(11B)-C(1B)-C(2B)
109.5(2)

O(11B)-C(1B)-C(10B)
108.9(3)

C(2B)-C(1B)-C(10B)
111.0(3)

C(1B)-C(2B)-C(3B)
110.9(3)

C(1B)-C(2B)-Br(2B)
111.0(2)

C(3B)-C(2B)-Br(2B)
110.1(2)

C(2B)-C(3B)-C(4B)
110.0(3)

C(5B)-C(4B)-C(3B)
114.9(3)

C(6B)-C(5B)-C(10B)
118.5(3)

C(6B)-C(5B)-C(4B)
119.8(3)

C(10B)-C(5B)-C(4B)
121.5(3)

C(7B)-C(6B)-C(5B)
122.0(3)

C(6B)-C(7B)-C(8B)
118.2(3)

C(9B)-C(8B)-C(7B)
119.8(3)

C(8B)-C(9B)-C(10B)
122.2(3)

C(9B)-C(10B)-C(5B)
119.1(3)

C(9B)-C(10B)-C(1B)
120.9(3)

C(5B)-C(10B)-C(1B)
120.0(3)

C(12B)-O(11B)-C(1B)
117.1(2)

O(12B)-C(12B)-O(11B)
123.6(3)

O(12B)-C(12B)-C(13B)
125.4(3)

O(11B)-C(12B)-C(13B)
111.0(3)

C(14B)-C(13B)-C(22B)
120.5(3)

C(14B)-C(13B)-C(12B)
119.1(3)

C(22B)-C(13B)-C(12B)
120.4(3)

C(13B)-C(14B)-C(15B)
120.9(3)

C(16B)-C(15B)-C(14B)
120.1(3)

C(15B)-C(16B)-C(17B)
121.2(3)

C(16B)-C(17B)-C(18B)
121.1(3)

C(16B)-C(17B)-C(22B)
119.7(3)

C(18B)-C(17B)-C(22B)
119.3(3)

C(19B)-C(18B)-C(17B)
120.7(3)

C(18B)-C(19B)-C(20B)
120.0(3)

C(21B)-C(20B)-C(19B)
121.0(3)

C(20B)-C(21B)-C(22B)
120.8(3)

C(21B)-C(22B)-C(17B)
118.1(3)

C(21B)-C(22B)-C(13B)
124.1(3)

C(17B)-C(22B)-C(13B)
117.7(3)

