Table 1. Crystal data and structure refinement for CB2208.

Identification code
CB2208

Formula
C17 H16 Br N O

Formula weight
330.22

Temperature
173(2) K

Diffractometer, wavelength
Agilent Xcalibur PX Ultra A, 1.54184 Å

Crystal system, space group
Monoclinic, P21/c

Unit cell dimensions
a = 5.1623(2) Å
a = 90°


b = 14.0963(11) Å
b = 92.051(5)°


c = 19.4197(12) Å
g = 90°

Volume, Z
1412.24(15) Å3, 4

Density (calculated)
1.553 Mg/m3
Absorption coefficient
3.913 mm-1
F(000)
672

Crystal colour / morphology
Colourless needles

Crystal size
0.300 x 0.024 x 0.011 mm3
q range for data collection
3.876 to 73.589°

Index ranges
-6<=h<=5, -8<=k<=16, -23<=l<=23

Reflns collected / unique
4343 / 2695 [R(int) = 0.0528]

Reflns observed [F>4s(F)]
1858

Completeness to theta(full)
0.982 to 67.684 deg

Absorption correction
Analytical

Max. and min. transmission
0.961 and 0.620

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
2695 / 1 / 185

Goodness-of-fit on F2
1.044

Final R indices [F>4s(F)]
R1 = 0.0468, wR2 = 0.0989

R indices (all data)
R1 = 0.0786, wR2 = 0.1178

Largest diff. peak, hole
0.593, -0.581 eÅ-3
Mean and maximum shift/error
0.000 and 0.002

Table 2. Bond lengths [Å] and angles [°] for CB2208.

C(1)-N(11)
1.459(6)

C(1)-C(10)
1.518(6)

C(1)-C(2)
1.525(7)

C(2)-C(3)
1.503(7)

C(2)-Br(2)
1.978(4)

C(3)-C(4)
1.529(7)

C(4)-C(5)
1.506(7)

C(5)-C(10)
1.406(7)

C(5)-C(6)
1.410(7)

C(6)-C(7)
1.394(8)

C(7)-C(8)
1.359(8)

C(8)-C(9)
1.392(7)

C(9)-C(10)
1.382(7)

N(11)-C(12)
1.356(5)

C(12)-O(12)
1.237(5)

C(12)-C(13)
1.495(7)

C(13)-C(18)
1.393(7)

C(13)-C(14)
1.395(6)

C(14)-C(15)
1.388(7)

C(15)-C(16)
1.383(8)

C(16)-C(17)
1.386(7)

C(17)-C(18)
1.372(7)

N(11)-C(1)-C(10)
111.0(4)

N(11)-C(1)-C(2)
112.3(4)

C(10)-C(1)-C(2)
114.4(4)

C(3)-C(2)-C(1)
110.7(4)

C(3)-C(2)-Br(2)
110.6(3)

C(1)-C(2)-Br(2)
109.9(3)

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

C(5)-C(4)-C(3)
112.7(5)

C(10)-C(5)-C(6)
118.6(5)

C(10)-C(5)-C(4)
123.1(4)

C(6)-C(5)-C(4)
118.2(5)

C(7)-C(6)-C(5)
120.7(5)

C(8)-C(7)-C(6)
120.1(5)

C(7)-C(8)-C(9)
119.9(5)

C(10)-C(9)-C(8)
121.6(5)

C(9)-C(10)-C(5)
119.1(4)

C(9)-C(10)-C(1)
121.2(4)

C(5)-C(10)-C(1)
119.7(4)

C(12)-N(11)-C(1)
121.2(3)

O(12)-C(12)-N(11)
121.9(4)

O(12)-C(12)-C(13)
121.5(4)

N(11)-C(12)-C(13)
116.6(3)

C(18)-C(13)-C(14)
118.9(5)

C(18)-C(13)-C(12)
118.9(4)

C(14)-C(13)-C(12)
122.0(4)

C(15)-C(14)-C(13)
120.0(5)

C(16)-C(15)-C(14)
120.8(4)

C(15)-C(16)-C(17)
118.8(5)

C(18)-C(17)-C(16)
121.2(5)

C(17)-C(18)-C(13)
120.3(4)

