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Abstract
C26H26N4, monoclinic, P21/c (no. 14), a = 16.565(2) Å,
b = 17.468(2) Å, c = 7.5778(10) Å, β = 94.551(4)°, V = 2185.8(5) Å3,
Z = 4, Rgt(F ) = 0.0591, wRref(F 2) = 0.1830, T = 300(2) K.

CCDC no.: 2289191

Table 1 contains crystallographic data and Table 2 contains
the list of the atoms including atomic coordinates and
displacement parameters.

1 Source of materials

Quinolinemalononitrile was synthesized according to the
method described in reference [8]. Weigh quinolinemalo-
nonitrile (0.48 g, 2 mmol) and 4-(diethylamino)benzalde-
hyde (0.36 g, 2 mmol) into a 100 mL round-bottom flask.
Add 60 mL of absolute ethanol solution, and five drops of

piperidine were added, heat and reflux for 9 h, cool to room
temperature, separate out solids, filter, wash with ethanol
four times, vacuum dry, and obtain 0.6 g of a red solid. The
yield is 75 %. Take a small amount of the target compound
and heat it to dissolve in 10 mL of chloroform. Cool it and let
it evaporate naturally for nine days before precipitation of
crystals.

2 Experimental details

Using Olex2 [1], the structure was solved using Charge
Flipping and refined with the ShelXL [3] refinement. All
hydrogen atoms were positioned geometrically, with the
d(C—-H) = 0.97–0.99 Å, Uiso(H) = 1.2 times Ueq(C) and
Uiso(H) = 1.5 times Ueq(O).

3 Comment

Dicyanomethylene (DCM) derivatives are important lumi-
nescent materials with a long wavelength, typically intra-
molecular charge transfer luminescence, and are mainly
used in organically modified light-emitting devices [5].
However, as a classical donor–π–acceptor (D–π–A) feature
and quasi-planar configuration, DCM systems suffer from
quenching due to π–π aggregation in solid state or aggre-
gated state (aggregation-caused quenching, ACQ) [6], which
greatly limits their applications in high-efficiency solid-state

Table : Data collection and handling.

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

Diffractometer, scan mode: Bruker APEX-II, 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 [], Bruker [], SHELX [],
Diamond []
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light-emitting devices. To prevent the intermolecular ag-
gregation of DCM luminescent materials, researchers have
constructed a new aggregation-induced fluorescence-
enhancing parent quinolinemalonitrile (QM) by substituting
N-ethyl for the oxygen atoms in benzopyranonitrile, which
can realize the fluorescence extension to the red light and
the near-infrared [7].

The crystal structure shows that themethyl group of the
quinolinemalononitrile has reacted with the aldehyde
group of the 4-(diethylamino)benzaldehyde. The double
bond links the benzene ring and quinoline to form a com-
pound with a D–π–A structure. The benzene ring and
quinoline ring are not parallel, with a dihedral angle of
137.37° [9, 10].
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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