Table 1. Crystal data and structure refinement for CB2209.

Identification code
CB2209

Formula
C6 H8 N2 O2

Formula weight
140.14

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 = 12.415(3) Å
a = 90°


b = 7.6131(15) Å
b = 104.50(3)°


c = 6.9255(16) Å
g = 90°

Volume, Z
633.7(3) Å3, 4

Density (calculated)
1.469 Mg/m3
Absorption coefficient
0.946 mm-1
F(000)
296

Crystal colour / morphology
Colourless thin needles

Crystal size
0.331 x 0.021 x 0.011 mm3
q range for data collection
3.678 to 73.653°

Index ranges
-15<=h<=13, -9<=k<=9, -8<=l<=8

Reflns collected / unique
2038 / 2038 [R(int) = 0.0807]

Reflns observed [F>4s(F)]
958

Completeness to theta(full)
0.979 to 67.684 deg

Absorption correction
Analytical

Max. and min. transmission
0.990 and 0.901

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
2038 / 2 / 102

Goodness-of-fit on F2
0.873

Final R indices [F>4s(F)]
R1 = 0.0781, wR2 = 0.1915

R indices (all data)
R1 = 0.1401, wR2 = 0.2277

Largest diff. peak, hole
0.616, -0.369 eÅ-3
Mean and maximum shift/error
0.000 and 0.001

Table 2. Bond lengths [Å] and angles [°] for CB2209.

N(1)-C(2)
1.354(6)

N(1)-C(5)
1.419(7)

C(2)-O(2)
1.242(6)

C(2)-N(3)
1.381(7)

N(3)-C(4)
1.398(7)

C(4)-O(4)
1.216(7)

C(4)-C(5)
1.480(7)

C(5)-C(6)
1.334(7)

C(6)-C(7)
1.493(7)

C(6)-C(8)
1.507(7)

C(2)-N(1)-C(5)
111.4(4)

O(2)-C(2)-N(1)
126.8(5)

O(2)-C(2)-N(3)
125.6(5)

N(1)-C(2)-N(3)
107.6(4)

C(2)-N(3)-C(4)
111.1(4)

O(4)-C(4)-N(3)
124.3(5)

O(4)-C(4)-C(5)
130.4(6)

N(3)-C(4)-C(5)
105.3(5)

C(6)-C(5)-N(1)
126.6(5)

C(6)-C(5)-C(4)
128.9(5)

N(1)-C(5)-C(4)
104.6(5)

C(5)-C(6)-C(7)
123.3(5)

C(5)-C(6)-C(8)
120.9(5)

C(7)-C(6)-C(8)
115.8(5)

