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6-Phenyl-4,5-dihydropyridazin-3(2H)-one

The title compound, C;(H;(N,O, is of pharmacological
interest. It contains a keto-tetrahydropyridazine ring carrying
a phenyl ring para to the carbonyl group. In the crystal
structure, hydrogen-bonded centrosymmetric dimers are
observed.

Comment

Pyridazine compounds homologous to the title compound, (I),
are known and are of particular interest as antidepressive
agents (Biziere et al., 1988). This kind of compound has also
been used for the treatment of Alzheimer’s disease (Passeri et
al., 1985).
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The geometric parameters of (I) are normal. The dihydro-
pyridazine ring adopts a half-chair conformation, with atoms
C1, N2, N3 and C4 in a common plane and C5 0.222 (2) A and
C6 0.262 (2) A on opposite sides of this plane. The plane is
almost coplanar with the phenyl ring; the dihedral angle
between the two planes is 1.73 (9) A. In the crystal structure,
hydrogen-bonded centrosymmetric dimers are observed.

Experimental

142.4 ¢ (8 mmol) of benzoylpropionic acid was dissolved in 170 ml
ethanol. 43 g (8.6 mmol) of hydrazine hydrate was then added to this
mixture and it was refluxed for 1 h. After cooling to room tempera-
ture, yellow crystals grew from the solution and were filtered off and
dried.

Figure 1

Perspective view of the asymmetric unit of the title compound, with the
atom-numbering scheme. Displacement ellipsoids are drawn at the 50%
probability level.
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Crystal data

CioH10NO

M, = 17420
Triclinic, P1
a=56712 (10) A
b =81749 (14) A
¢ =10.1055 (17) A
a = 104.740 (14)°
B = 104.392 (13)°
y = 98.097 (14)°

V = 42833 (13) A®

Data collection

Stoe IPDS II two-circle
diffractometer

 scans

Absorption correction: none

5318 measured reflections

1483 independent reflections

Refinement

Refinement on F>

R[F?* > 20(F?)] = 0.034

wR(F?) = 0.098

S =1.08

1483 reflections

122 parameters

H atoms treated by a mixture of
independent and constrained
refinement

Z=2

D,=1351Mgm™

Mo Ko radiation

Cell parameters from 10040
reflections

6 =3.7-25.1°

©n=0.09 mm—

T=173(2) K

Block, colourless

0.44 x 0.38 x 0.36 mm

1

1318 reflections with I > 20(I)
Rine = 0.025

Omax = 25.0°

h=—6—6

k=—9—9

I=-11—-11

w = 1/[o*(F,%) + (0.0639P)*
+0.0435P]
where P = (F,” + 2F.%)/3
(A6 ) max < 0.001
Apmax=018¢ A
APmin = —0.16 ¢ A7

Table 1

Selected geometric parameters (A, °).
C1—N2 1.2830 (15)
N2—N3 1.3877 (14)
C1—N2—N3 117.98 (9)
C1—N2—N3—C4 15.45 (18)

N3—C4 1.3464 (15)
C4—04 1.2316 (14)
C4—N3—N2 12723 (9)

Table 2 .

Hydrogen-bonding geometry (A, °).

D-H---A D—H H--A D---A D—H---A
N3—H3..-04 0.870 (16) 1.990 (16) 2.8587 (13) 177.1 (14)

Symmetry code: (i) 1 —x,1—y,2 —z.

H atoms bonded to C atoms were refined with fixed individual
displacement parameters [Usso(H) = 1.2U.4(C)], using a riding model
with aromatic C—H = 0.99 A and methylene C—H = 0.98 A. The H
atom bonded to N was refined freely.

Data collection: X-AREA (Stoe & Cie, 2001); cell refinement:
X-AREA; data reduction: X-AREA; program(s) used to solve
structure: SHELXS97 (Sheldrick, 1990); program(s) used to refine
structure: SHELXL97 (Sheldrick, 1997); molecular graphics: XP in
SHELXTL-Plus (Sheldrick, 1991); software used to prepare material
for publication: SHELXLY7.
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