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{1-[2-(Methylamino)ethyliminomethyllnaph-

thalen-2-olato}thiocyanatonickel(1l)

In the title mononuclear nickel(II) complex, [Ni(Cy4Hs.
N,O)(NCS)], the Ni'" atom is four-coordinated in a square-
planar geometry by one Schiff base ligand and one thio-
cyanate anion. There are two molecules in the asymmetric
unit.

Comment

Schiff base nickel(IT) complexes have received much attention
in recent years (Marganian et al., 1995). Most of the complexes
have been found to possess pharmacological and catalytic
properties (Harrop et al., 2003; Briickner et al., 2000). In this
paper, the structure of the title mononuclear nickel(II)
complex, (I), is reported.

There are two crystallographically independent molecules
in complex (I). The Nil molecules associate as dimers about a
crystallographic centre of symmetry with an Nil.--Nil!
[symmetry code: (i) 2 — x, —y, 2 — z] distance of 3.389 (2) A.
The Ni atom in each of the molecules is four-coordinated by
the Schiff base ligand and one thiocyanate anion, forming a
square-planar geometry (Figs. 1 and 2). The Schiff base ligand
acts as a tridentate ligand and coordinates to the metal via the
NNO donor set. Despite the differences in packing geometries
for the two independent molecules, the geometric parameters
subtended at the metal centres (Table 1) are similar to each
other, as well as to values observed for other Schiff base
nickel(IT) complexes (Liu et al., 2006; Yu, 2006; Zhu et al.,
2004).

Experimental

A mixture of 2-hydroxy-1-naphthaldehyde (0.1 mmol, 17.2 mg) and
N-methylethane-1,2-diamine (0.1 mmol, 7.4 mg) was dissolved in
MeOH (10 ml). The mixture was stirred at room temperature for
about 30 min. To this solution was added, with stirring, a MeOH
solution (5 ml) of ammonium thiocyanate (0.1 mmol, 7.6 mg) and a
MeOH solution (5 ml) of Ni(NO;),-6H,O (0.1 mmol, 29.1 mg). The
final mixture was stirred for another 30 min at room temperature to
give a red solution. Red block-like crystals were formed after
allowing the solution to stand in air for 5 d.
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Crystal data

[Ni(C14H;sN,O)(NCS)]
M, = 344.07
Monoclinic, P2, /n

a =10.060 (1) A
b=13387 (2) A
c=2239(3) A

B =95563 (2)°

vV =3002.1 (7) A?

Data collection

Bruker SMART CCD area-detector
diffractometer

 scans

Absorption correction: multi-scan
(SADABS; Bruker, 2000)
Tnin = 0.690, Tpax = 0.744

Refinement

Refinement on F?

R[F? > 20(F%)] = 0.051

WwR(F?) = 0.132

S§=1.03

6413 reflections

381 parameters

H-atom parameters constrained

Z=8

D,=1523 Mgm™
Mo Ka radiation

u =143 mm™
T=293(2)K

Block, red

0.28 x 0.23 x 0.22 mm

16751 measured reflections
6413 independent reflections
4635 reflections with 1 > 20(1)
Rin = 0.031

Omax = 27.0°

w = 1/[0*(Fy?) + (0.0563P)*
+2.1613P]
where P = (F,” + 2F2)/3
(A/0)max < 0.001
Apmax =080 ¢ A3
Apmin = —0.59 ¢ A7

Table 1 .
Selected geometric parameters (A, °).
Nil —N1 1.834 (3)
Nil—01 1.837 (2)
Nil—N5 1.874 (3)
Nil—N2 1.927 (4)
N1—Nil—01 94.01 (12)
N1—Nil—N5 176.68 (13)
O1—Nil—N5 88.60 (13)
N1—Nil—N2 86.10 (14)
O1—Nil—N2 171.50 (18)
N5—Nil—N2 91.62 (16)

Ni2—02 1.827 (3)
Ni2—N3 1.837 (3)
Ni2—N6 1.880 (3)
Ni2—N4 1.918 (4)
02—Ni2—N3 93.58 (13)
02—Ni2—N6 89.50 (13)
N3—Ni2—N6 176.78 (14)
02—Ni2—N4 178.47 (16)
N3—Ni2—N4 86.28 (14)
N6—Ni2—N4 90.66 (15)

All H atoms were placed in idealized positions and constrained to
ride on their parent atoms, with N—H = 0.91 A, C—H=093-097 A
and Ujo(H) = 1.2 or 1.5U4(CN).

Data collection: SMART (Bruker, 2000); cell refinement: SAINT
(Bruker, 2000); data reduction: SAINT; program(s) used to solve
structure: SHELXTL (Bruker, 2000); program(s) used to refine
structure: SHELXTL; molecular graphics: SHELXTL; software used
to prepare material for publication: SHELXTL.

The authors acknowledge the Education Office of Anhui
Province, People’s Republic of China, for research grant No.
2006kj166C.

Figure 1
The structure of the Nil complex of (I). Displacement ellipsoids are
drawn at the 30% probability level.

Figure 2
The structure of the Ni2 complex of (I). Displacement ellipsoids are
drawn at the 30% probability level.
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