Table 1. Crystal data and structure refinement for CB2214.

Identification code
CB2214

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
Monoclinic, I2

Unit cell dimensions
a = 14.0980(3) Å
a = 90°


b = 7.50617(16) Å
b = 92.4017(17)°


c = 16.0950(3) Å
g = 90°

Volume, Z
1701.71(6) Å3, 4

Density (calculated)
1.488 Mg/m3
Absorption coefficient
3.363 mm-1
F(000)
776

Crystal colour / morphology
Colourless blocks

Crystal size
0.301 x 0.203 x 0.055 mm3
q range for data collection
4.085 to 73.745°

Index ranges
-16<=h<=17, -9<=k<=8, -19<=l<=18

Reflns collected / unique
7173 / 3205 [R(int) = 0.0224]

Reflns observed [F>4s(F)]
3071

Completeness to theta(full)
0.999 to 67.684 deg

Absorption correction
Analytical

Max. and min. transmission
0.841 and 0.516

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
3205 / 1 / 218

Goodness-of-fit on F2
1.070

Final R indices [F>4s(F)]
R1 = 0.0342, wR2 = 0.0715

R indices (all data)
R1 = 0.0376, wR2 = 0.0748

Absolute structure parameter
-0.032(11)

Largest diff. peak, hole
0.672, -0.812 eÅ-3
Mean and maximum shift/error
0.000 and 0.001

Table 2. Bond lengths [Å] and angles [°] for CB2214.

C(1)-O(11)
1.463(5)

C(1)-C(10)
1.501(6)

C(1)-C(2)
1.506(7)

C(2)-C(3)
1.496(8)

C(2)-Br(2)
1.973(4)

C(3)-C(4)
1.510(8)

C(4)-C(5)
1.499(8)

C(5)-C(10)
1.392(6)

C(5)-C(6)
1.395(8)

C(6)-C(7)
1.385(14)

C(7)-C(8)
1.361(14)

C(8)-C(9)
1.384(10)

C(9)-C(10)
1.391(7)

O(11)-C(12)
1.342(5)

C(12)-O(12)
1.186(5)

C(12)-C(13)
1.495(5)

C(13)-C(14)
1.365(7)

C(13)-C(22)
1.430(7)

C(14)-C(15)
1.407(7)

C(15)-C(16)
1.360(7)

C(16)-C(17)
1.406(7)

C(17)-C(18)
1.409(7)

C(17)-C(22)
1.428(6)

C(18)-C(19)
1.349(9)

C(19)-C(20)
1.415(7)

C(20)-C(21)
1.368(7)

C(21)-C(22)
1.420(7)

O(11)-C(1)-C(10)
108.0(3)

O(11)-C(1)-C(2)
104.9(4)

C(10)-C(1)-C(2)
112.9(4)

C(3)-C(2)-C(1)
112.5(4)

C(3)-C(2)-Br(2)
109.8(4)

C(1)-C(2)-Br(2)
107.3(3)

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

C(5)-C(4)-C(3)
114.4(5)

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

C(10)-C(5)-C(4)
122.5(5)

C(6)-C(5)-C(4)
119.1(6)

C(7)-C(6)-C(5)
120.9(7)

C(8)-C(7)-C(6)
120.1(6)

C(7)-C(8)-C(9)
120.3(7)

C(8)-C(9)-C(10)
120.1(7)

C(9)-C(10)-C(5)
120.2(5)

C(9)-C(10)-C(1)
118.8(5)

C(5)-C(10)-C(1)
121.0(4)

C(12)-O(11)-C(1)
118.8(3)

O(12)-C(12)-O(11)
123.1(4)

O(12)-C(12)-C(13)
126.8(4)

O(11)-C(12)-C(13)
110.0(3)

C(14)-C(13)-C(22)
120.6(4)

C(14)-C(13)-C(12)
118.7(5)

C(22)-C(13)-C(12)
120.7(4)

C(13)-C(14)-C(15)
121.1(5)

C(16)-C(15)-C(14)
119.7(5)

C(15)-C(16)-C(17)
121.5(4)

C(16)-C(17)-C(18)
121.1(4)

C(16)-C(17)-C(22)
119.5(4)

C(18)-C(17)-C(22)
119.5(5)

C(19)-C(18)-C(17)
120.9(5)

C(18)-C(19)-C(20)
120.4(6)

C(21)-C(20)-C(19)
120.6(6)

C(20)-C(21)-C(22)
120.3(5)

C(21)-C(22)-C(17)
118.3(4)

C(21)-C(22)-C(13)
123.9(4)

C(17)-C(22)-C(13)
117.7(4)

