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Abstract
C26H20Cl2N6O4, orthorhombic, Pbca (no. 61), a = 7.7316(6) Å,
b = 24.8021(19) Å, c = 26.074(2) Å, V = 4999.9(7) Å3, Z = 8,
Rgt(F) = 0.0674, wRref(F

2) = 0.1625, T = 296(2) K.

CCDC no.: 2182497

The asymmetric unit of the title crystal structure is shown
in the figure. Table 1 contains crystallographic data and

Table 2 contains the list of the atoms including atomic
coordinates and displacement parameters.

Source of material

According to our previous work [4, 5], to a solution of
2-chloronicotinoyl isocyanate (0.18 g, 1 mmol) in toluene
(10mL), aniline (0.10 g, 1.1mmol)was addeddropwise. The
mixture was stirred at room temperature for 12 h. The sol-
vent was evaporated. The crude product was recrystallized
from ethanol as colorless block crystals.

Table : Data collection and handling.

Crystal: Colourless plate
Size: . × . × . mm
Wavelength: Mo Kα radiation (. Å)
μ: . mm−

Diffractometer, scan mode: φ and ω
θmax, completeness: .°, >%
N(hkl)measured, N(hkl)unique, Rint: ,, , .
Criterion for Iobs, N(hkl)gt: Iobs > σ(Iobs), 
N(param)refined: 

Programs: Olex [], SHELX [, ]
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Experimental details

UsingOlex2 [1], the structurewas solvedwith the ShelXS [2]
program using Direct Methods and refined with the ShelXL
[3] refinement package.

Comment

Nicotinamide derivatives are natural products, which
often possessed different activities, such as herbicidal
activity [6], fungicidal activity [7]. On the other hand, the
acyl urea group is an active group in many bioactive
molecules [8].

The bond lengths and bond angles in both crystallo-
graphic independent molecules (see the figure) are all in
the normal ranges [9–11]. The torsion angles of O2–C7–N2–
C6 and O1–C6–N2–C7 were −177.3(3)°, and −6.4(4)°
respectively in themolecule 1 (see upper part of the figure),
which indicated the two carbonyl groups are opposite. The
other torsion angle of C6–N2–C7–N3 was 2.2(4)°, which
showed the acyl urea group is nearly in the same plane,
which is the same as in the molecule 2 (lower part of the
figure) and in a reported structure [12]. The compound
also shows intramolecular and intermolecular hydrogen
bonding (see the figure).
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

Cl . () . () −. () . ()
O . () . () −. () . ()
O . () . () −. () . ()
N . () . () −. () . ()
N . () . () −. () . ()
H . . −. .*
N . () . () −. () . ()
H . . −. .*
C . () . () −. () . ()
H . . −. .*
C . () . () −. () . ()
HA . . −. .*
C . () . () −. () . ()
HA . . −. .*
C . () . () −. () . ()
C . () . () −. () . ()
C . () . () −. () . ()
C . () . () −. () . ()
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . −. .*
Cl . () . () . () . ()
O −. () . () . () . ()
O . () . () −. () . ()
N . () . () . () . ()
N . () . () −. () . ()
H . . −. .*
N . () . () −. () . ()
H −. . −. .*
C −. () . () . () . ()
H −. . . .*
C −. () . () . () . ()
H −. . . .*
C −. () . () . () . ()
H −. . . .*
C −. () . () . () . ()
C . () . () . () . ()
C −. () . () . () . ()
C . () . () −. () . ()
C . () . () −. () . ()
C −. () . () −. () . ()
H −. . −. .*
C −. () . () −. () . ()
H −. . −. .*
C . () . () −. () . ()
H . . −. .*
C . () . () −. () . ()

Table : (continued)

Atom x y z Uiso*/Ueq

H . . −. .*
C . () . () −. () . ()
H . . −. .*
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