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Key indicators: single-crystal X-ray study; T = 294 K; mean �(C–C) = 0.003 Å;

R factor = 0.023; wR factor = 0.063; data-to-parameter ratio = 12.5.

In the title compound, {[Zn(SO4)(C8H6N4)]�H2O}n, the ZnII

atom is in a distorted octahedral environment. The ZnII atoms

are bridged by both 2,20-bipyrimidine and sulfate ligands, thus

forming a three-dimensional polymeric metal–organic solid

that contains uncoordinated water molecules in the interstitial

space. O—H� � �O hydrogen bonding consolidates the crystal

structure.

Related literature

For general background to metal-organic polymers with 2,20-
bipyrimidine ligands, see: De Munno et al. (1995); Kawata et

al. (1998); Marshall et al. (2000); Wang et al. (2007). For a

related structure, see: De Munno & Julve (1994).

Experimental

Crystal data

[Zn(SO4)(C8H6N4)]�H2O
Mr = 337.61
Monoclinic, P21=c
a = 8.9935 (3) Å
b = 13.9783 (5) Å
c = 9.8459 (4) Å
� = 117.007 (1)�

V = 1102.79 (7) Å3

Z = 4
Mo K� radiation
� = 2.44 mm�1

T = 294 K
0.20 � 0.15 � 0.08 mm

Data collection

Bruker SMART APEX CCD
diffractometer

Absorption correction: multi-scan
(SADABS; Bruker, 2001)
Tmin = 0.874, Tmax = 1.000

12167 measured reflections
2254 independent reflections
2087 reflections with I > 2�(I)
Rint = 0.030

Refinement

R[F 2 > 2�(F 2)] = 0.023
wR(F 2) = 0.063
S = 1.05
2254 reflections
180 parameters
1 restraint

H atoms treated by a mixture of
independent and constrained
refinement

��max = 0.40 e Å�3

��min = �0.52 e Å�3

Table 1
Selected bond lengths (Å).

Zn1—N1 2.2646 (16)
Zn1—N2i 2.1228 (15)
Zn1—N3 2.1403 (17)

Zn1—N4ii 2.2852 (16)
Zn1—O1 2.0302 (14)
Zn1—O2iii 2.0371 (14)

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

2; z � 1
2.

Table 2
Hydrogen-bond geometry (Å, �).

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

O5—H5A� � �O3 0.78 (2) 2.07 (2) 2.838 (3) 166 (3)
O5—H5B� � �O2iv 0.78 (2) 2.11 (2) 2.883 (2) 173 (3)

Symmetry code: (iv) x;�y þ 3
2; z þ 1

2.

Data collection: SMART (Bruker, 2007); cell refinement: SAINT

(Bruker, 2007); data reduction: SAINT; program(s) used to solve

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

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

DIAMOND (Brandenburg, 1999); software used to prepare material

for publication: SHELXTL (Sheldrick, 2008).
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IUCr electronic archives (Reference: HY2264).

References

Brandenburg, K. (1999). DIAMOND. Crystal Impact GbR, Bonn, Germany.
Bruker (2001). SADABS. Bruker AXS Inc., Madison, Wisconsin, USA.
Bruker (2007). SMART and SAINT. Bruker AXS Inc., Madison, Wisconsin,

USA.
De Munno, G. & Julve, M. (1994). Acta Cryst. C50, 1034–1037.
De Munno, G., Ruiz, R., Lloret, F., Faus, J., Sessoli, R. & Julve, M. (1995).

Inorg. Chem. 34, 408–411.
Kawata, S., Kitagawa, S., Enomoto, M., Kumagai, H. & Katada, M. (1998).

Inorg. Chim. Acta, 283, 80–90.
Marshall, S. R., Incarvito, C. D., Manson, J. L., Rheingold, A. L. & Miller, J. S.

(2000). Inorg. Chem. 39, 1969–1973.
Sheldrick, G. M. (2008). Acta Cryst. A64, 112–122.
Wang, C.-C., Kuo, C.-T., Yang, J.-C., Lee, G.-H., Shih, W.-J. & Sheu, H.-S.

(2007). Cryst. Growth Des. 7, 1476–1482.

metal-organic compounds

m220 Oxendine et al. doi:10.1107/S1600536810001649 Acta Cryst. (2010). E66, m220

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


	Poly[[(μ-2,2'-bipyrimidine-κ4N1,N1':N3,N3')(μ-sulfato-κ2O:O')zinc(II)] monohydrate]
	Publication Info

	tmp.1312226966.pdf.T1LGg

