Table 1. Crystal data and structure refinement for CB2202b.

Identification code
CB2202b

Formula
C8 H5 Cl N2 O

Formula weight
180.59

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 = 3.7558(4) Å
a = 90°


b = 13.4444(7) Å
b = 91.564(7)°


c = 14.5531(10) Å
g = 90°

Volume, Z
734.58(9) Å3, 4

Density (calculated)
1.633 Mg/m3
Absorption coefficient
4.145 mm-1
F(000)
368

Crystal colour / morphology
Colourless needles

Crystal size
0.255 x 0.056 x 0.049 mm3
q range for data collection
4.478 to 73.540°

Index ranges
-3<=h<=4, -16<=k<=16, -18<=l<=17

Reflns collected / unique
4054 / 1445 [R(int) = 0.0520]

Reflns observed [F>4s(F)]
1133

Absorption correction
Analytical

Max. and min. transmission
0.840 and 0.577

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
1445 / 1 / 113

Goodness-of-fit on F2
1.062

Final R indices [F>4s(F)]
R1 = 0.0620, wR2 = 0.1610

R indices (all data)
R1 = 0.0762, wR2 = 0.1800

Largest diff. peak, hole
0.793, -0.386 eÅ-3
Mean and maximum shift/error
0.000 and 0.001

Table 2. Bond lengths [Å] and angles [°] for CB2202b.

C(1)-N(2)
1.285(4)

C(1)-C(10)
1.447(4)

C(1)-Cl(1)
1.734(3)

N(2)-N(3)
1.365(4)

N(3)-C(4)
1.367(4)

C(4)-O(4)
1.238(4)

C(4)-C(5)
1.466(4)

C(5)-C(10)
1.400(4)

C(5)-C(6)
1.409(4)

C(6)-C(7)
1.382(5)

C(7)-C(8)
1.384(5)

C(8)-C(9)
1.385(5)

C(9)-C(10)
1.408(4)

N(2)-C(1)-C(10)
125.5(3)

N(2)-C(1)-Cl(1)
115.1(2)

C(10)-C(1)-Cl(1)
119.4(2)

C(1)-N(2)-N(3)
116.7(3)

N(2)-N(3)-C(4)
126.9(2)

O(4)-C(4)-N(3)
120.6(3)

O(4)-C(4)-C(5)
124.4(3)

N(3)-C(4)-C(5)
115.0(3)

C(10)-C(5)-C(6)
120.4(3)

C(10)-C(5)-C(4)
119.8(3)

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

C(7)-C(6)-C(5)
119.1(3)

C(6)-C(7)-C(8)
120.5(3)

C(7)-C(8)-C(9)
121.3(3)

C(8)-C(9)-C(10)
119.1(3)

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

C(5)-C(10)-C(1)
116.0(3)

C(9)-C(10)-C(1)
124.5(3)

