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Abstract
C18H27N5O6, monoclinic, P21/n (no. 14), a = 11.6588(12) Å,
b = 7.0645(6) Å, c = 25.700(3) Å, β = 94.899(3)°, V = 2109.0(4) Å3,
Z = 4, Rgt(F ) = 0.0630, wRref(F 2) = 0.1632, T = 273 K.

CCDC no.: 2263543

The 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.

1 Source of materials

A solution of 2-aminobenzohydrazide (151mg, 1 mmol) in
ethanol (25 ml) was added to a stirred ethanol solution (25ml)

of 3-hydroxy-5-(hydroxymethyl)-2-methylisonicotinaldehyde
(167mg, 1 mmol) in a three-necked flask. The reaction
mixture was refluxed for 12 h, then the solutionwas cooled to
room temperature. The yellow precipitated residue was
removed from the solution byfiltration and thenwashedwith
ethanol 3 times. The yellow solids (0.2 mmol) were dissolved
in a solution mixture (45ml, CH3OH/DMF, 8:1) within 7 days.
Single crystals suitable for X-ray diffraction were obtained by
slow evaporation at room temperature.

2 Experimental details

Crystal data, data collection and structure refinement details
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 geometri-
cally, 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

Acylhydrazones as a special kind of Schiff base have been
widely investigated because their structures are similar to
that of natural biological substances [5]. Acylhydrazones
exhibit strong coordination abilities andflexible coordination

Table : Data collection and handling.

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

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

Programs: OLEX [], Bruker programs [], SHELX [],
DIAMOND []
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modes due to theN, O donor atoms. It has also been found that
acylhydrazones containing pyridine ring are easier to coor-
dinate because of the additional N donor atom. In the crystal
structure of the title compound, the asymmetric unit of the
title compound consists of one formula unit of the title
molecule, one DMF and two water molecules. The dihedral
angle of the amino-phenyl ring and pyridine ring is 2.83°. The
bond angles and bond lengths are in the normal ranges [6, 7].
There are intramolecular hydrogen bonds (O2–H2B⋯N3 and
N1–H1B⋯O1) in the molecules. The hydrogen bonds between
the target compound and water molecules extend the
framework into a 2D structure.
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters(Å)

x y z Uiso*/Ueq

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

Table : (continued)

x y z Uiso*/Ueq

OW . () . () . () . ()
HWA . . . .*
HWB . . . .*
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