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Key indicators: single-crystal X-ray study; T = 150 K; mean �(N–C) = 0.003 Å;

disorder in main residue; R factor = 0.024; wR factor = 0.062; data-to-parameter

ratio = 13.5.

In the title compound, [Zn2(C2H2N3)3(NO3)], there are two

unique Zn atoms, both with site symmetry m. One forms a

ZnN3O tetrahedron and the other a ZnN6 octahedron. One

and a half 1H-1,2,4-triazolate ligands, with the half-ligand

located on a mirror plane, and a disordered nitrate anion

complete the asymmetric unit of the structure. The polymeric

connectivity is three-dimensional.

Related literature

For the isostructural Co phase, see: Ouellette et al. (2006). For

related literature, see: Goforth et al. (2005); Su et al. (2004).

Experimental

Crystal data

[Zn2(C2H2N3)3(NO3)]
Mr = 396.95

Orthorhombic, Pnma
a = 7.6001 (4) Å

b = 9.9758 (5) Å
c = 17.5108 (8) Å
V = 1327.62 (11) Å3

Z = 4

Mo K� radiation
� = 3.64 mm�1

T = 150 (1) K
0.36 � 0.28 � 0.22 mm

Data collection

Bruker SMART APEX CCD
diffractometer

Absorption correction: multi-scan
(SADABS; Bruker, 2001)
Tmin = 0.808, Tmax = 1.000
(expected range = 0.363–0.449)

12217 measured reflections
1752 independent reflections
1627 reflections with I > 2�(I)
Rint = 0.037

Refinement

R[F 2 > 2�(F 2)] = 0.025
wR(F 2) = 0.062
S = 1.08
1752 reflections
130 parameters

3 restraints
H-atom parameters constrained
��max = 0.84 e Å�3

��min = �0.52 e Å�3

Table 1
Selected bond lengths (Å).

Zn1—N1 1.968 (2)
Zn1—N4i 1.9814 (16)
Zn1—N4 1.9815 (15)
Zn1—O1Ai 2.021 (4)
Zn1—O1A 2.021 (4)
Zn1—O1B 2.033 (12)

Zn2—N3ii 2.109 (2)
Zn2—N6iii 2.1415 (15)
Zn2—N6iv 2.1415 (15)
Zn2—N5v 2.1634 (15)
Zn2—N5vi 2.1635 (15)
Zn2—N2 2.221 (2)

Symmetry codes: (i) x;�y þ 3
2; z; (ii) x � 1

2; y;�z þ 1
2; (iii) �x þ 3

2; y þ 1
2; z � 1

2; (iv)
�x þ 3

2;�y þ 1; z � 1
2; (v) �x þ 1; y þ 1

2;�z þ 1; (vi) �x þ 1;�y þ 1;�z þ 1.

Data collection: SMART (Bruker, 2001); cell refinement: SAINT-

Plus (Bruker, 2001); data reduction: SAINT-Plus; program(s) used to

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

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

various; software used to prepare material for publication:

SHELXTL (Bruker, 2000).

Financial support from the National Science Foundation

through the CHE:0314164, CHE:0714439 and DMR:0450103

awards is gratefully acknowledged.

Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: HB2547).

References

Bruker (2000). SHELXTL. Version 6.1. Bruker AXS Inc., Madison,
Wisconsin, USA.

Bruker (2001). SMART (Version 5.625), SAINT-Plus (Version 6.22) and
SADABS (Version 2.1). Bruker AXS Inc., Madison, Wisconsin, USA.

Goforth, A., Su, C.-Y., Hipp, R., Macquart, R., Smith, M. D. & zur Loye, H.-C.
(2005). J. Solid State Chem. 178, 2511–2518.

Ouellette, W., Galan-Mascaros, R. J., Dunbar, R. K. & Zubieta, J. (2006).
Inorg. Chem. 45, 1909–1911.

Sheldrick, G. M. (1990). Acta Cryst. A46, 467–473.
Sheldrick, G. M. (1997). SHELXL97. University of Göttingen, Germany.
Su, C.-Y., Goforth, A., Smith, M. D., Pellechia, P. & zur Loye, H.-C. (2004). J.

Am. Chem. Soc. 126, 3576–3586.

metal-organic compounds

m2744 # 2007 International Union of Crystallography doi:10.1107/S1600536807049574 Acta Cryst. (2007). E63, m2744

Acta Crystallographica Section E

Structure Reports
Online

ISSN 1600-5368

electronic reprint



electronic reprint



electronic reprint



electronic reprint



electronic reprint



electronic reprint



electronic reprint



electronic reprint



electronic reprint



electronic reprint



electronic reprint



electronic reprint



electronic reprint


	Poly[(nitrato-KO)tris((µ3-1H-1,2,4-triazolato)dizinc(II)]: A Three-Dimensional Coordination Polymer
	Publication Info

	coversheet.dvi

