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Key indicators: single-crystal X-ray study; T = 296 K; mean �(C–C) = 0.003 Å;

R factor = 0.047; wR factor = 0.114; data-to-parameter ratio = 11.5.

In the title molecule, C24H16N4O�H2O, the benzene ring of the

1,10-phenanthroline group and that of the 2-phenylpyridine

group are respectively twisted by 67.9 (1) and 15.3 (3)� from

the carbamoyl group defined by the plane of the O C—N

group of atoms. The water molecule is hydrogen bonded to

one of the phenanthroline N atoms. In the crystal structure,

significant �–� stacking interactions occur, with centroid-to-

centroid separations in the range 3.567–3.681 (2) Å.

Related literature

For background information, see: Ozawa & Sakai (2007);

Ozawa et al. (2006, 2007); Sakai & Ozawa (2007).

Experimental

Crystal data

C24H16N4O�H2O
Mr = 394.42
Triclinic, P1

a = 8.226 (2) Å
b = 9.357 (3) Å
c = 13.849 (4) Å

� = 73.638 (3)�

� = 82.883 (4)�

� = 64.695 (3)�

V = 924.7 (5) Å3

Z = 2

Mo K� radiation
� = 0.09 mm�1

T = 296 (2) K
0.13 � 0.05 � 0.05 mm

Data collection

Bruker SMART APEX CCD-
detector diffractometer

Absorption correction: multi-scan
(SADABS; Sheldrick, 1996)
Tmin = 0.992, Tmax = 0.995

8821 measured reflections
3222 independent reflections
2284 reflections with I > 2�(I)
Rint = 0.036

Refinement

R[F 2 > 2�(F 2)] = 0.047
wR(F 2) = 0.114
S = 1.03
3222 reflections
279 parameters

H atoms treated by a mixture of
independent and constrained
refinement

��max = 0.30 e Å�3

��min = �0.23 e Å�3

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

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

O2—H1S� � �N2 0.92 (4) 2.01 (4) 2.905 (2) 163 (3)

Data collection: APEX2 (Bruker, 2006); cell refinement: SAINT

(Bruker, 2004); data reduction: SAINT; program(s) used to solve

structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine

structure: SHELXL97 (Sheldrick, 2008); molecular graphics: KENX

(Sakai, 2004); software used to prepare material for publication:

SHELXL97, TEXSAN (Molecular Structure Corporation, 2001),

KENX and ORTEPII (Johnson, 1976).
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