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

R factor = 0.024; wR factor = 0.065; data-to-parameter ratio = 11.5.

In the centrosymmetric title complex, [Ni(C7H3FNO3S)2-

(H2O)4], the NiII atom exhibits a slightly distorted trans-

NiN2O4 octahedral coordination. The nitrogen donors are

provided by two 5-fluorosaccharinate ligands and the oxygen

donors are provided by four water molecules. The crystal

structure features O—H� � �O and bifurcated O—H� � �(F,O)

hydrogen bonds, the latter involving the F atom of the 5-

fluorosaccharinate ligand.

Related literature

For a related structure; see: Haider et al. (1983). For back-

ground, see: Falvello et al. (2001); Khalil et al. (2005); Plenio

(1997).

Experimental

Crystal data

[Ni(C7H3FNO3S)2(H2O)4]
Mr = 531.10

Triclinic, P1
a = 6.9649 (3) Å

b = 8.0484 (3) Å
c = 9.5877 (4) Å
� = 101.780 (1)�

� = 105.983 (1)�

� = 110.973 (1)�

V = 454.18 (3) Å3

Z = 1
Mo K� radiation
� = 1.38 mm�1

T = 150 K
0.22 � 0.18 � 0.08 mm

Data collection

Bruker SMART APEX CCD
diffractometer

Absorption correction: multi-scan
(SADABS; Bruker, 2003)
Tmin = 0.887, Tmax = 1.000
(expected range = 0.794–0.895)

6861 measured reflections
1858 independent reflections
1769 reflections with I > 2�(I)
Rint = 0.022

Refinement

R[F 2 > 2�(F 2)] = 0.024
wR(F 2) = 0.065
S = 1.06
1858 reflections
161 parameters

Only H-atom displacement para-
meters refined

��max = 0.38 e Å�3

��min = �0.37 e Å�3

Table 1
Selected bond lengths (Å).

Ni1—O5 2.0440 (13)
Ni1—N1 2.0856 (14)

Ni1—O4 2.1084 (13)

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

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

O4—H4A� � �O2 0.81 (3) 2.51 (3) 3.1436 (19) 137 (3)
O4—H4A� � �F1i 0.81 (3) 2.54 (3) 3.0910 (19) 127 (3)
O4—H4B� � �O3ii 0.78 (3) 2.17 (3) 2.8985 (18) 158 (3)
O5—H5A� � �O3 0.80 (3) 2.10 (3) 2.8346 (18) 155 (3)
O5—H5A� � �F1iii 0.80 (3) 2.59 (3) 3.1050 (17) 124 (2)
O5—H5B� � �O1iv 0.81 (3) 2.13 (3) 2.793 (2) 139 (2)
O5—H5B� � �O2ii 0.81 (3) 2.44 (3) 2.9541 (18) 122 (2)

Symmetry codes: (i) �x;�y;�z; (ii) �x;�y þ 1;�z þ 1; (iii) �x;�y þ 1;�z; (iv)
�x þ 1;�y þ 1;�z þ 1.

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

Plus (Bruker, 2003); data reduction: SAINT-Plus; program(s) used to

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

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

DIAMOND (Brandenburg, 2005); 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: HB2907).
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