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R factor = 0.059; wR factor = 0.170; data-to-parameter ratio = 24.1.

The title compound, C20H17N3O2�CH4O�H2O, was synthesized

by the condensation reaction of 2-benzyloxybenzaldehyde

with isoniazid (isonicotinic acid hydrazide). The tricyclic

compound displays a trans configuration with respect to the

C N double bond. The central benzene ring makes dihedral

angles of 8.83 (7) and 70.39 (8)� with the pyridine ring and the

terminal benzene ring, respectively. The dihedral angle

between the pyridine ring and the terminal benzene ring is

73.11 (8)�. In the crystal structure, molecules are connected by

intermolecular N—H� � �O, O—H� � �O, O—H� � �(N,N) and C—

H� � �O hydrogen bonds, forming a two-dimensional network

perpendicular to the a axis.

Related literature

For applications of isoniazid derivatives, see: Janin, 2007;

Maccari et al. (2005); Slayden & Barry (2000). For the biolo-

gical activity of Schiff bases, see: Kahwa et al. (1986). For

related structures, see: Naveenkumar et al. (2010a, 2010b,

2010c). For the synthesis of isoniazid derivatives, see: Lour-

enco et al. (2008). For the stability of the temperature

controller used in the data collection, see: Cosier & Glazer

(1986).

Experimental

Crystal data

C20H17N3O2�CH4O�H2O
Mr = 381.42
Monoclinic, P21=c
a = 17.763 (3) Å
b = 12.3888 (18) Å
c = 8.7450 (13) Å
� = 98.672 (3)�

V = 1902.4 (5) Å3

Z = 4
Mo K� radiation
� = 0.09 mm�1

T = 100 K
0.35 � 0.18 � 0.09 mm

Data collection

Bruker APEXII DUO CCD area-
detector diffractometer

Absorption correction: multi-scan
(SADABS; Bruker, 2009)
Tmin = 0.968, Tmax = 0.992

24474 measured reflections
6515 independent reflections
4012 reflections with I > 2�(I)
Rint = 0.069

Refinement

R[F 2 > 2�(F 2)] = 0.059
wR(F 2) = 0.170
S = 1.00
6515 reflections
270 parameters

H atoms treated by a mixture of
independent and constrained
refinement

��max = 0.37 e Å�3

��min = �0.35 e Å�3

Table 1
Hydrogen-bond geometry (Å, �).

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

N2—H1N2� � �O3 0.91 (2) 2.06 (2) 2.9549 (18) 169.9 (16)
O3—H1O3� � �O1W 0.87 (3) 1.85 (3) 2.7165 (19) 174 (3)
O1W—H1W1� � �O1i 0.80 (3) 2.11 (3) 2.8713 (18) 160 (2)
O1W—H1W1� � �N3i 0.80 (3) 2.62 (3) 3.2119 (19) 133 (2)
O1W—H2W1� � �N1ii 0.87 (3) 2.05 (3) 2.898 (2) 163 (2)
C1—H1A� � �O3 0.93 2.27 3.189 (2) 169
C2—H2A� � �O1iii 0.93 2.48 3.229 (2) 137

Symmetry codes: (i) x;�y þ 1
2; z � 1

2; (ii) �x;�y þ 1;�z; (iii) �x; y þ 1
2;�z þ 1

2.

Data collection: APEX2 (Bruker, 2009); cell refinement: SAINT

(Bruker, 2009); data reduction: SAINT; program(s) used to solve

structure: SHELXTL (Sheldrick, 2008); program(s) used to refine

structure: SHELXTL; molecular graphics: SHELXTL; software used

to prepare material for publication: SHELXTL and PLATON (Spek,

2009).
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