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In the crystal structure of the title compound, C18H14N4, there

are two independent centrosymmetric molecules with

different conformations. The two molecules are linked to

each other via weak C—H� � �N hydrogen bonds and C—H� � ��
interactions.

Comment

The title compound, (I), was synthesized by Grasso et al.

(1981) and has been used as a bridging ligand to construct

supramolecular systems (Moriuchi et al., 2000; Diskin-Posner

et al., 2001). We present here its crystal structure.

The molecular structure of (I) is shown in Fig. 1. In the unit

cell, there are two independent centrosymmetric molecules

with different conformations. For the molecules containing

atoms N1 and N3, the dihedral angles between the pyridine

and benzene rings are 58.23 (14) and 53.29 (8)�, respectively.

The two molecules of (I) are linked to each other via weak

C—H� � �N hydrogen bonds (Table 1). A C—H� � �� interaction

is observed between molecules, with H3� � �Cgiv = 2.65 Å and

C—H� � �Cgiv = 159� [symmetry code: (iv) x, y, �1 + z], where

Cg is the centroid of the benzene ring containing atom C16.

Experimental

The title compound was prepared according to the procedure

reported by Grasso et al. (1981). Single crystals of (I) were obtained

by slow diffusion of petroleum ether into an ethanol solution of (I).

Crystal data

C18H14N4

Mr = 286.33
Triclinic, P1
a = 7.5282 (15) Å
b = 9.6334 (19) Å
c = 10.975 (2) Å
� = 79.66 (3)�

� = 81.89 (3)�

� = 71.31 (3)�

V = 738.7 (3) Å3

Z = 2
Dx = 1.287 Mg m�3

Mo K� radiation
� = 0.08 mm�1

T = 298 (2) K
Block, yellow
0.56 � 0.23 � 0.11 mm



Data collection

Rigaku R-AXIS RAPID
diffractometer

! scans
Absorption correction: none
6161 measured reflections

3278 independent reflections
2067 reflections with I > 2�(I)
Rint = 0.025
�max = 27.5�

Refinement

Refinement on F 2

R[F 2 > 2�(F 2)] = 0.046
wR(F 2) = 0.139
S = 1.08
3278 reflections
199 parameters
H-atom parameters constrained

w = 1/[�2(Fo
2) + (0.0662P)2

+ 0.0465P]
where P = (Fo

2 + 2Fc
2)/3

(�/�)max < 0.001
��max = 0.19 e Å�3

��min = �0.16 e Å�3

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

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

C1—H1� � �N3i 0.93 2.56 3.443 (3) 158

Symmetry code: (i) �xþ 1;�yþ 1;�z.

H atoms were placed in geometrically idealized positions, with C—

H = 0.93 Å, and were constrained to ride on their parent atoms, with

Uiso(H) = 1.2Ueq(C).

Data collection: PROCESS-AUTO (Rigaku, 1998); cell refine-

ment: PROCESS-AUTO; data reduction: PROCESS-AUTO;

program(s) used to solve structure: SHELXS97 (Sheldrick, 1997);

program(s) used to refine structure: SHELXL97 (Sheldrick, 1997);

molecular graphics: ORTEP-3 (Farrugia, 1997); software used to

prepare material for publication: SHELXTL (Bruker, 1997).
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Figure 1
The structure of the two independent molecules of (I), with 30%
probability displacement ellipsoids (arbitrary spheres for H atoms).
[Symmetry codes: (ii) �x, �y, 1 � z; (iii) �x, 1 � y, 2 � z.]


