Table 1. Crystal data and structure refinement for MF1908.

Identification code
MF1908

Formula
C14 H18 N4 O2

Formula weight
274.32

Temperature
173(2) K

Diffractometer, wavelength
Agilent Xcalibur 3 E, 0.71073 Å

Crystal system, space group
Monoclinic, P21/c

Unit cell dimensions
a = 7.0910(4) Å
 = 90°


b = 20.3120(9) Å
 = 103.879(6)°


c = 10.3246(6) Å
 = 90°

Volume, Z
1443.67(14) Å3, 4

Density (calculated)
1.262 Mg/m3
Absorption coefficient
0.087 mm-1
F(000)
584

Crystal colour / morphology
Yellow blocky needles

Crystal size
0.668 x 0.130 x 0.093 mm3
 range for data collection
2.855 to 28.222°

Index ranges
-8<=h<=9, -26<=k<=21, -9<=l<=13

Reflns collected / unique
5099 / 2913 [R(int) = 0.0228]

Reflns observed [F>4(F)]
2211

Absorption correction
Analytical

Max. and min. transmission
0.992 and 0.966

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
2913 / 0 / 186

Goodness-of-fit on F2
1.068

Final R indices [F>4(F)]
R1 = 0.0483, wR2 = 0.1075

R indices (all data)
R1 = 0.0686, wR2 = 0.1185

Largest diff. peak, hole
0.206, -0.195 eÅ-3
Mean and maximum shift/error
0.000 and 0.000

Table 2. Bond lengths [Å] and angles [°] for MF1908.

N(1)-N(2)
1.2558(18)

N(1)-C(3)
1.3994(19)

N(2)-C(11)
1.442(2)

C(3)-C(4)
1.392(2)

C(3)-C(7)
1.419(2)

C(4)-N(5)
1.340(2)

C(4)-C(8)
1.491(2)

N(5)-N(6)
1.3736(18)

N(5)-C(9)
1.456(2)

N(6)-C(7)
1.326(2)

C(7)-C(10)
1.494(2)

C(11)-C(12)
1.391(3)

C(11)-C(16)
1.397(3)

C(12)-O(17)
1.372(2)

C(12)-C(13)
1.391(2)

C(13)-C(14)
1.379(3)

C(14)-C(15)
1.378(3)

C(15)-C(16)
1.395(2)

C(16)-O(19)
1.367(2)

O(17)-C(18)
1.426(2)

O(19)-C(20)
1.428(2)

N(2)-N(1)-C(3)
114.58(13)

N(1)-N(2)-C(11)
112.38(13)

C(4)-C(3)-N(1)
121.17(14)

C(4)-C(3)-C(7)
105.89(13)

N(1)-C(3)-C(7)
132.81(14)

N(5)-C(4)-C(3)
105.83(14)

N(5)-C(4)-C(8)
123.96(14)

C(3)-C(4)-C(8)
130.21(15)

C(4)-N(5)-N(6)
112.75(12)

C(4)-N(5)-C(9)
128.94(14)

N(6)-N(5)-C(9)
118.26(14)

C(7)-N(6)-N(5)
105.37(13)

N(6)-C(7)-C(3)
110.16(14)

N(6)-C(7)-C(10)
119.97(14)

C(3)-C(7)-C(10)
129.86(14)

C(12)-C(11)-C(16)
119.89(16)

C(12)-C(11)-N(2)
118.36(16)

C(16)-C(11)-N(2)
121.45(17)

O(17)-C(12)-C(13)
124.89(18)

O(17)-C(12)-C(11)
114.97(15)

C(13)-C(12)-C(11)
120.14(18)

C(14)-C(13)-C(12)
119.00(19)

C(15)-C(14)-C(13)
122.10(18)

C(14)-C(15)-C(16)
118.91(19)

O(19)-C(16)-C(15)
124.62(18)

O(19)-C(16)-C(11)
115.44(15)

C(15)-C(16)-C(11)
119.94(19)

C(12)-O(17)-C(18)
117.73(14)

C(16)-O(19)-C(20)
117.45(15)

