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Key indicators: single-crystal X-ray study; T = 294 K; mean �(C–C) = 0.002 Å;

R factor = 0.023; wR factor = 0.065; data-to-parameter ratio = 11.7.

In the title compound, [Zn(C6H3FNO2)2(H2O)4]�2H2O, the

ZnII atom is octahedrally coordinated in a ZnO4N2 environ-

ment by two 3-fluoropyridine-4-carboxylate (3-fpy4-cbx)

ligands and four water molecules. The [Zn(3-fpy4-cbx)2-

(H2O)4] molecules form a three-dimensional network through

strong O—H� � �O and weak O—H� � �F hydrogen bonds

between 3-fpy4-cbx and water molecules. The crystal used

for data collection was a twin, with the twin law corresponding

to a 180� rotation about the real-space [001] axis. The major

twin fraction refined to 0.795 (1).

Related literature

For metal-organic compounds with ligands containing both

pyridyl and carboxylate donor groups, see: Ellsworth et al.

(2008); Erxleben (2003); Wang et al. (2006). For specific

properties exhibited by related metal-organic compounds, see:

Chen et al. (2009); Evans et al. (1999); Xie et al. (2008). For

typical Zn—O and Zn—N bond distances in similar metal-

organic compounds, see: Wang et al. (2006).

Experimental

Crystal data

[Zn(C6H3FNO2)2(H2O)4]�2H2O
Mr = 453.65
Monoclinic, P21=n
a = 6.6042 (4) Å

b = 19.1953 (10) Å
c = 6.8697 (4) Å
� = 99.225 (1)�

V = 859.61 (8) Å3

Z = 2
Mo K� radiation
� = 1.51 mm�1

T = 294 K
0.28 � 0.22 � 0.16 mm

Data collection

Bruker SMART APEX CCD
diffractometer

Absorption correction: multi-scan
(TWINABS; Bruker, 2003)
Tmin = 0.890, Tmax = 1.000

1734 measured reflections
1740 independent reflections
1605 reflections with I > 2�(I)
Rint = 0.031

Refinement

R[F 2 > 2�(F 2)] = 0.023
wR(F 2) = 0.065
S = 1.07
1740 reflections
149 parameters

H atoms treated by a mixture of
independent and constrained
refinement

��max = 0.28 e Å�3

��min = �0.19 e Å�3

Table 1
Selected bond lengths (Å).

Zn1—O3 2.0953 (14)
Zn1—N1 2.1356 (13)

Zn1—O4 2.1504 (13)

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

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

O3—H3A� � �O1i 0.83 (3) 1.86 (3) 2.6892 (18) 174 (2)
O3—H3B� � �O5ii 0.74 (2) 2.01 (2) 2.745 (2) 176 (2)
O4—H4A� � �O2iii 0.79 (3) 2.05 (3) 2.837 (2) 174 (2)
O4—H4B� � �O5iv 0.82 (2) 1.95 (3) 2.7643 (19) 171 (3)
O5—H5A� � �O2 0.75 (3) 2.05 (3) 2.796 (2) 174 (3)
O5—H5B� � �O1v 0.79 (2) 1.96 (3) 2.738 (2) 167 (2)
O5—H5B� � �F1v 0.79 (2) 2.55 (2) 2.9929 (17) 117.2 (18)

Symmetry codes: (i) �x þ 3
2; y � 1

2;�z þ 3
2; (ii) x � 1

2;�y þ 3
2; z þ 1

2; (iii)
�x þ 3

2; y � 1
2;�z þ 1

2; (iv) x � 1
2;�y þ 3

2; z � 1
2; (v) x þ 1; y; z.

Data collection: SMART-NT (Bruker, 2003); cell refinement:

SAINT-Plus-NT (Bruker, 2003); data reduction: SAINT-Plus-NT;

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

program(s) used to refine structure: SHELXL97 (Sheldrick, 2008);

molecular graphics: DIAMOND (Brandenburg, 2008); software used

to prepare material for publication: SHELXTL (Sheldrick, 2008).
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Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: JJ2018).
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