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Abstract
C17H17N3O2, monoclinic, P21/c (no. 14), a = 10.655(5) Å,
b = 5.056(5) Å, c = 28.712 Å, β = 99.034(1)°,V = 1527.6(17) Å3,
Z = 4, Rgt(F ) = 0.0520, wRref(F

2) = 0.1611, T = 298(2) K.

CCDC no.: 1851609

The molecular structure is shown in the figure. Table 1
contains crystallographic data and Table 2 contains the list
of the atoms including atomic coordinates and displace-
ment parameters.

Source of material

All chemicals were purchased from commercial sources and
used as received without further purification. The 4-imidazol-

1-yl-phenylamine (2.45 mmol, 0.39 g) and 2-methoxy-benzal-
dehyde (6.98 mmol, 0.95 g) were dissolved in EtOH (25 mL).
Themixturewas refluxed for 8 h, and then the precipitatewas
collectedbyfiltrationandwashedwithEtOH.Theproductwas
recrystallized fromamixture of ethyl acetate and cyclohexane
to afford colorless crystals. Yield: 0.51 g (75.5%). m.p.: 84.1–
85.5 °C. 1H NMR (CDCl3, 400 MHz, ppm): δ 8.95 (s, 1H), 8.15
(dd, J = 7.76 Hz, 1.80 Hz, 1H), 7.89 (s, 1H), 7.48 (td, J = 7.88 Hz,
1.76 Hz, 1H), 7.41 (dt, J = 8.76 Hz, 2.68 Hz, 2H), 7.34–7.30 (m,
3H), 7.23–7.15 (m, 2H), 7.08–7.05 (m, 1H), 3.92 (s, 3H).

Experimental details

All H-atoms bonded to C-atoms were placed geometrically
and refined using a riding model with common isotropic
displacement factorsUiso(H) = 1.2 or 1.5Ueq(parent C-atom).

Table : Data collection and handling.

Crystal: Colorless block
Size: . × . × . mm
Wavelength: Mo Kα radiation (. Å)
μ: . mm−

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

Programs: Bruker [], Olex [], SHELX []
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Comment

The imidazole ring is broadly present in many natural
products from a diversity of sources and is a key structural
motif of essential biomolecules such as nucleic acids, pu-
rine, histamine, and histidine [4]. Imidazole-containing
compounds feature relevant biological activities and show

a lot of therapeutic activities [4–6]. Furthermore, due to
their photophysical and chemical properties as well as
their good thermal stability, the imidazole derivatives are
functional materials [7–9]. The title compound was syn-
thesized by the aldehyde-amine condensation reaction to
give the Schiff base, which has wide research in biology
and chemistry [10, 11].

The title molecule exhibits an E configuration. The
bond length of C10=N3 is 1.262 Å. The diheral angle of
the two aromatic rings is 50.71°. The angle of C11–C10=N3
and C7–N3=C10 are 121.54° and 119.69°, respectively.
The bond length of C10–C11 is 1.468 Å, shorter than
normal C–C single bonds (1.54 Å). The geometric param-
eters are similar to those seen in the structures of related
compounds [12, 13].
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

CAa
. () . () −. () . ()

HAa
. −. −. .*

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

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

aOccupancy: ., bOccupancy: ..
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