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The title centrosymmetric dinuclear macrocyclic complex,

[Ag2(C12H8N4O)2](CF3O3S)2, has been synthesized from

solution reactions of the new oxadiazole ligand 2,5-di-3-

pyridyl-1,3,4-oxadiazole and AgSO3CF3. Weak O� � �Ag and

inter-macrocycle AgI
� � �AgI interactions bind these macro-

cycles together into a one-dimensional structure.

Comment

Combining metal ions with oxadiazole ligands may result in

coordination polymers with novel network connectivities

(Dong et al., 2003). Our interest in understanding the rela-

tionship between the metal coordination modes with such

ligands led us to synthesize the title AgI complex shown in

Fig.1.

The AgI center adopts a nearly linear {AgN2} coordination

with two pyridyl N atoms. Two SO3CF3
� anions are located

above and below the centrosymmetric macrocycle plane and

weakly coordinate to two AgI centers. These weak O� � �Ag

interactions bind these macrocycles together into a one-

dimensional structure as shown in Fig. 2. The shortest inter-

macrocycle AgI
� � �AgI contact distance is 3.38 (8) Å.

Experimental

A solution of AgSO3CF3 (25.6 mg, 0.10 mmol) in MeOH (10 ml) was

layered over a solution of 2,5-di-3-pyridyl-1,3,4-oxadiazole (25.2 mg,

0.10 mmol) in dichloromethane (10 ml). The solutions were left for

about one week at room temperature, and colorless single crystals of

(I) were obtained.
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Crystal data

[Ag2(C12H8N4O)2](CF3O3S)2

Mr = 962.35
Triclinic, P1
a = 8.3112 (14) Å
b = 9.4620 (16) Å
c = 10.7660 (18) Å
� = 75.293 (2)�

� = 79.256 (2)�

� = 75.352 (2)�

V = 785.5 (2) Å3

Z = 1
Dx = 2.034 Mg m�3

Mo K� radiation
Cell parameters from 2803

reflections
� = 2.6–28.3�

� = 1.48 mm�1

T = 298 (2) K
Block, colorless
0.38 � 0.22 � 0.13 mm

Data collection

Bruker SMART APEX CCD area-
detector diffractometer

’ and ! scans
Absorption correction: multi-scan

(SADABS; Sheldrick, 1996)
Tmin = 0.603, Tmax = 0.831

4122 measured reflections

2725 independent reflections
2568 reflections with I > 2�(I)
Rint = 0.019
�max = 25.0�

h = �9! 9
k = �9! 11
l = �10! 12

Refinement

Refinement on F 2

R[F 2 > 2�(F 2)] = 0.040
wR(F 2) = 0.113
S = 1.00
2725 reflections
235 parameters
H-atom parameters constrained

w = 1/[�2(Fo
2) + (0.0774P)2

+ 0.5163P]
where P = (Fo

2 + 2Fc
2)/3

(�/�)max = 0.001
��max = 0.83 e Å�3

��min = �0.47 e Å�3

Table 1
Selected geometric parameters (Å, �).

Ag1—N1 2.166 (3)
Ag1—N4iii 2.167 (3)

Ag1—Ag1ii 3.3792 (8)
Ag1—O3iii 2.763 (6)

N1—Ag1—N4iii 166.90 (12)
N1—Ag1—Ag1ii 90.05 (9)
N4iii—Ag1—Ag1ii 96.21 (10)
C5—N1—Ag1 118.4 (3)

C1—N1—Ag1 123.9 (3)
C11—N4—Ag1iii 121.8 (3)
C12—N4—Ag1iii 120.3 (3)

Symmetry codes: (ii) �x þ 1;�y;�zþ 1; (iii) �xþ 1;�yþ 1;�zþ 1.

H atoms were included in calculated positions and refined as riding

[C—H = 0.93 Å; Uiso(H) = 1.2Ueq(C)].

Data collection: SMART (Bruker, 1997); cell refinement: SAINT

(Bruker, 1997); data reduction: SAINT; program(s) used to solve

structure: SHELXS97 (Sheldrick, 1990); program(s) used to refine

structure: SHELXL97 (Sheldrick, 1997); molecular graphics:

SHELXTL (Sheldrick, 2001); software used to prepare material for

publication: SHELXTL.
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Figure 1
View of (I), showing 50% probability displacement ellipsoids. H atoms
are shown as small circles of arbitrary radii. [Symmetry code: (i) �x + 1,
�y, �z + 2.]

Figure 2
Packing diagram, showing weak O� � �Ag and AgI

� � �AgI interactions in
the one-dimensional structure. [Symmetry code: (ii) �x + 1, �y, �z + 1;
(iii) �x + 1, �y + 1, �z + 1; (iv) x, y + 1, z; (v) x, y � 1, z; (vi) �x + 1,
�y � 1, �z + 1.]


	mk1

