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Abstract
C41H29N5O2, monoclinic, P21/c (no. 14), a = 12.4919(10) Å,
b = 19.4010(15) Å, c = 13.2741(11) Å, β = 103.319(2)°,
V = 3130.5(4) Å3, Z = 4, Rgt(F ) = 0.0557, wRref(F

2) = 0.1746,
T = 293(2) K.

CCDC no.: 2195029

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

A solution of N,N′-(2-aminophenyl)-2,6-dicarboxylimide
pyridine (0.69 g, 2mmol) inmethanol (60mL)was added to
a stirred methanol solution (30 mL) of 1-naphthaldehyde
(0.62 g, 4 mmol) in a three-necked flask. The reaction
mixture was refluxed for 12 h, then the solution was cooled

Table : Data collection and handling.

Crystal: Yellow 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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to room temperature. The yellow precipitated residue was
removed by filtration and then washed with methanol three
times. An amount of 0.93 g of a yellow solid was obtained in
75% yield. Then, a small amount of yellow solid was dis-
solved in a mixed solution of 30 mL of chloroform and
methanol. Single crystals were obtained from a mixture
solution by slow evaporation at room temperature.

Experimental details

Crystal data, data collection and structure refinement de-
tails are summarized in Table 1. 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).

Comment

Schiff base contains imine nitrogen atoms, and pair electrons
are present on these imine nitrogen atoms, which easily co-
ordinate with different metal ions, generating coordination
compounds. Schiff base metal coordination compounds have
some applications [5]. These special properties originate from
ligand structures and metal ions. Therefore, it is of great sig-
nificance to design and synthesize Schiff base ligands.

Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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

Table : (continued)

Atom x y z Uiso*/Ueq

C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H −. . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
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With the existence of a plurality of nitrogen atoms, Schiff
base compounds containing 2,6-pyridinediimide units coor-
dinate with metal ions more easily. Therefore, this type of
compound has been widely used for the generation of Schiff
base coordination compounds and for the identification and
detection of metal ions [6].

As reflected by the crystal structure, condensation re-
action has occurred between the amino groups of N,N′-
(2-aminophenyl)-2,6-dicarboxylimide pyridine and the
aldehyde groups of 1-naphthaldehyde, forming the typical
“S” structured compound (see the figure). The lengths of
imine bonds C6=N1 and C15=N5 are 1.255 Å and 1.267 Å
respectively. All bond lengths and bond angles are within
the normal range [7, 8]. There are intramolecular hydrogen
bonds of N2—H2/N1, N2—H2/N3, N4—H4/N3 and
N4—H4/N5.
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