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In the title compound, C18H15N3O3�H2O, the dihedral angle

between the planes of the benzene ring and the quinoline ring

system is 26.6 (2)�. Each solvent water molecule is linked to

two acetohydrazide molecules via intermolecular N—H� � �O,

O—H� � �N and O—H� � �O hydrogen bonds, forming chains

along [010].

Comment

Recently, we have reported the structure of N0-(2-fluoro-

benzylidene)-2-(quinolin-8-yloxy)acetohydrazide methanol

solvate (Wen et al., 2005). We now report here the crystal

structure of the title compound, (I).

The bond lengths and angles in (I) (Table 1) are comparable

with those in the above fluoro-derivative (Wen et al., 2005).

The C18H15N3O3 molecule is non-planar (Fig. 1). The dihedral

angle between the planes of the benzene ring and the quino-

line ring system is 26.6 (2)�.

Intramolecular O3—H3� � �N3 and N2—H2� � �O1 hydrogen

bonds generate rings of graph-set motifs S(6) and S(5),

respectively (Bernstein et al., 1995). Each water molecule is

linked to two C18H15N3O3 molecules via intermolecular N2—

H2� � �O1W, O1W—H2W1� � �N1 and O1W—H1W1� � �O2i

hydrogen bonds [symmetry code: (i) �x, y � 1
2,

1
2 � z; Table 2],

to form chains along [010] (Fig. 2).
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Figure 1
The structure of (I), showing 50% probability displacement ellipsoids and
the atom-numbering scheme. Dashed lines represent hydrogen bonds.



Experimental

Compound (I) was prepared according to the method of Wen et al.

(2005). Colourless single crystals suitable for X-ray diffraction study

were obtained by slow evaporation of a tetrahydrofuran–methanol

(1:2 v/v) solution over a period of 7 d.

Crystal data

C18H15N3O3�H2O
Mr = 339.35
Orthorhombic, P212121

a = 4.6661 (12) Å
b = 15.110 (4) Å
c = 23.314 (6) Å
V = 1643.7 (7) Å3

Z = 4
Dx = 1.371 Mg m�3

Mo K� radiation
Cell parameters from 1233

reflections
� = 2.7–20.9�

� = 0.10 mm�1

T = 293 (2) K
Rod, colourless
0.43 � 0.11 � 0.09 mm

Data collection

Siemens SMART 1000 CCD area-
detector diffractometer

! scans
Absorption correction: multi-scan

(SADABS; Sheldrick, 1996)
Tmin = 0.959, Tmax = 0.991

9129 measured reflections

1924 independent reflections
1317 reflections with I > 2�(I)
Rint = 0.116
�max = 26.0�

h = �5! 5
k = �18! 18
l = �19! 28

Refinement

Refinement on F 2

R[F 2 > 2�(F 2)] = 0.063
wR(F 2) = 0.143
S = 1.12
1924 reflections
235 parameters
H atoms treated by a mixture of

independent and constrained
refinement

w = 1/[�2(Fo
2) + (0.0499P)2

+ 0.0947P]
where P = (Fo

2 + 2Fc
2)/3

(�/�)max = 0.001
��max = 0.15 e Å�3

��min = �0.16 e Å�3

Table 1
Selected geometric parameters (Å, �).

O1—C8 1.366 (5)
O1—C10 1.426 (5)
O2—C11 1.219 (5)
O3—C14 1.364 (5)

N2—C11 1.354 (5)
N2—N3 1.376 (5)
N3—C12 1.278 (5)
C10—C11 1.491 (6)

C8—O1—C10 117.1 (3)
C11—N2—N3 117.3 (3)
C12—N3—N2 117.5 (3)

O2—C11—N2 123.0 (4)
N2—C11—C10 117.7 (4)

C11—N2—N3—C12 169.5 (4)
C10—O1—C8—C7 �7.2 (6)
C8—O1—C10—C11 176.8 (3)
N3—N2—C11—C10 179.2 (4)

O1—C10—C11—N2 �1.5 (6)
N2—N3—C12—C13 179.2 (3)
N3—C12—C13—C14 �5.4 (6)

Table 2
Hydrogen-bond geometry (Å, �).

D—H� � �A D—H H� � �A D� � �A D—H� � �A

O3—H3� � �N3i 0.82 1.89 2.610 (5) 146
N2—H2� � �O1i 0.86 2.33 2.687 (5) 105
N2—H2� � �O1W i 0.86 1.96 2.789 (5) 162
O1W—H1W1� � �O2ii 0.84 (4) 2.01 (3) 2.824 (4) 166 (6)
O1W—H2W1� � �N1i 0.84 (4) 1.91 (4) 2.755 (5) 178 (4)

Symmetry codes: (i) x; y; z; (ii) �x; y� 1
2;�zþ 1

2.

The water H atoms were located in a difference Fourier map, while

the other H atoms were positioned geometrically. The water H atoms

were refined with O—H and H� � �H distances restrained to 0.84 (1)

and 1.37 (2) Å, respectively. All other H atoms were constrained to

ride on their parent atoms, with O—H = 0.82 Å, N—H = 0.86 Å and

C—H = 0.93 or 0.97 Å, and with Uiso(H) = 1.2–1.5 Ueq(parent atom).

Owing to the absence of any significant anomalous scatterers in the

molecules, Friedel pairs were merged before the final refinement.

Data collection: SMART (Siemens, 1996); cell refinement: SAINT

(Siemens, 1996); data reduction: SAINT; program(s) used to solve

structure: SHELXTL (Sheldrick, 1997); program(s) used to refine

structure: SHELXTL; molecular graphics: SHELXTL; software used

to prepare material for publication: SHELXTL, PARST (Nardelli,

1995) and PLATON (Spek, 2003).
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Figure 2
A packing diagrom for (I), showing the hydrogen-bonded (dashed lines)
chains along the b axis.
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