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Abstract
C18H42ClN5NiO7, orthorhombic, Pca21 (no. 29), a = 14.270(3) Å,
b = 9.918(2) Å, c = 17.603(4) Å, V = 2491.4(10) Å3, Z = 4,
Rgt(F ) = 0.0382, wRref(F 2) = 0.0861, T = 173(2) K.

CCDC no.: 2256322

The molecular structure is shown in the figure. Table 1
contains crystallographic data and Table 2 contains the list
of the atoms including atomic coordinates and displace-
ment parameters.

1 Source of material

A water solution (20 mL) of glycine (Gly, 0.150 g, 2 mmol)
and NaOH (0.08 g, 2 mmol) was added to an acetonitrile
solution of [Ni(rac-L)](ClO4)2 (0.108 g, 2 mmol). The result-
ing solution was evaporated slowly at room temperature
and blue crystals of the title compound were obtained after
2 weeks.

2 Experimental details

The structure was solved using Direct Methods, which
yielded the positions of all non-hydrogen atoms. All
hydrogen atoms of the ligands were placed in calculated
positions with fixed isotropic thermal parameters and
included in the structure factor calculations in the final
stage of full-matrix least-squares refinement. The Uiso

values of the hydrogen atoms of methyl groups were set to

Table : Data collection and handling.

Crystal: Blue block
Size: . × . × .mm
Wavelength: Mo Kα radiation (. Å)
μ: .mm−

Diffractometer, scan mode: φ and ω
θmax, completeness: .°, > %
N(hkl)measured, N(hkl)unique, Rint: ,, , .
Criterion for Iobs, N(hkl)gt: Iobs >  σ(Iobs), 
N(param)refined: 

Programs: BRUKER [], SHELX [, ], DIAMOND []
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1.5Ueq(C) and the Uiso values of all other hydrogen atoms
were set to 1.2Ueq(C, N).

3 Comment

Similar to the title compound some structures have been
reported [5, 6].

X-ray crystal structural analysis reveals that the ti-
tle compound consists of one [Ni(rac-L)(Gly)]+ cation, one
ClO−

4 anion and one water molecule. The Ni(II) atom dis-
plays a six-coordinate octahedral geometry by coordina-
tion with four nitrogen atoms from themacrocycle ligand L
in a folded conformation and one carboxylate oxygen atom
and one nitrogen atom from Gly− in cis-position. The
[Ni(rac-L)(Gly)]+ and lattice water molecules are linked by
N–H/O and O–H/O hydrogen bonds into a one-
dimensional chain.
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

C . () . () . () . ()
HA . . . .*
HB . . . .*
C . () . () .() . ()
HA . . . .*
HB . . . .*
C .() . () . () . ()
HA . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
HC . . . .*
C . () . () . () . ()
HC . . . .*
HD . . . .*
C . () . () . () . ()
C . () . () . () . ()
HA . . . .*
HB . . . .*
HC . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
HC . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
HC . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
C . () . () . () . ()
C . () . () . () . ()
HA . . . .*
HB . . . .*
HC . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
HC . . . .*
C . () . () . () . ()
C . () . () .() .()
HA . . . .*
HB . . . .*
Cl .() . () . () . ()
N .() . () . () . ()
H . . . .*

Table : (continued)

Atom x y z Uiso*/Ueq

N . () . () . () . ()
H . . . .*
N . () .() . () . ()
H . . . .*
N .() .() .() .()
H . . . .*
N . () . () . () . ()
HA . . . .*
HB . . . .*
Ni . () . () . () . ()
O . () . () . () . ()
OW . () . () . () . ()
HWA . () . () . () .*
HWB . () . () . () .*
O . () . () . () . ()
O .() . () . () . ()
O . () . () . () . ()
O . () . () . () . ()
O . () . () . () . ()
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