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Abstract
C60H68O4N12Cl10Cd, triclinic, P1 (no. 2), a = 8.9686(15) Å,
b = 13.554(2) Å, c = 15.365(3) Å, α = 92.113(3)°, β = 99.047(3)°,
γ = 106.492(3)°, V = 1762.1(5) Å3, Z = 1, Rgt(F ) = 0.0436,
wRref(F

2) = 0.1130, T = 296(2) K.

CCDC no.: 1541722

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.

Table : Data collection and handling.

Crystal: Colourless rodlike
Size . × . × . mm
Wavelength: Mo Kα radiation (. Å)
μ: . mm−

Diffractometer, scan mode: Bruker APEX-II, 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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Source of material

The (E )-(RS)-1-(2,4-dichlorophenyl)-4,4-dimethyl-2- (1,2,
4-triazol-1-yl)pent-1-en-3-ol (0.653 g, 0.200 mmol) was
dissolved in propanone (10 mL). Then, cadmium chloride
2.5 hydrate (0.114 g, 0.050mmol) was added. The reaction
mixture was allowed to stir at room temperature for 2 h.
Colorless rod-shaped crystals of the title compound were
obtained by slow evaporation from propanone. Anal.
Calcd. (%) for [Cd(L2)Cl2]. C, 48.43; H, 4.61; N, 11.29; found
(%): C, 48.40; H, 4.59; N, 11.35.

Experimental details

Hydrogen atomswere placed in their geometrically idealized
positions and constrained to ride on their parent atoms,with
C–H = 0.96 Å (methyl), Uiso(H) = 1.5 Ueq(C), C–H = 0.98 Å
(methine), Uiso(H) = 1.2 Ueq(C), C–H = 0.93 Å (aromatic and
alkenyl), Uiso(H) = 1.2 Ueq(C), and O–H = 0.82 Å (hydroxyl),
Uiso(H) = 1.5 Ueq(O).

Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso
∗/Ueq

C −. () . () . () . ()
H −. . . .∗

C . () . () . () . ()
H . . . .∗

C −. () . () . () . ()
C −. () . () . () . ()
H −. . . .∗

C −. () −. () . () . ()
C −. () . () . () . ()
HA −. . . .∗

HB −. . . .∗

HC −. . . .∗

C −. () −. () . () . ()
HA −. −. . .∗

HB −. −. . .∗

HC −. −. . .∗

C −. () −. () . () . ()
HA −. −. . .∗

HB −. −. . .∗

HC −. −. . .∗

C −. () . () . () . ()
H −. . . .∗

C −. () . () . () . ()
C −. () . () . () . ()
C −. () . () . () . ()
H −. . . .∗

C −. () . () . () . ()
C −. () . () . () . ()
H −. . . .∗

C −. () . () . () . ()
H −. . . .∗

C . () . () . () . ()
H . . . .∗

C . () . () . () . ()
H . . . .∗

C . () . () . () . ()
C . () . () . () . ()
H . . . .∗

C . () . () . () . ()
C . () . () . () . ()
HA . . . .∗

HB . . . .∗

HC . . . .∗

C . () . () . () . ()
HA . . . .∗

HB . . . .∗

HC . . . .∗

C . () . () . () . ()
HA . . . .∗

HB . . . .∗

HC . . . .∗

C . () . () . () . ()

Table : (continued)

Atom x y z Uiso
∗/Ueq

H . . . .∗

C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
H . . . .∗

C . () . () . () . ()
C . () . () . () . ()
H . . . .∗

C . () . () . () . ()
H . . . .∗

Cd . . . . ()
Cl −. () . () . () . ()
Cl −. () . () . () . ()
Cl −. () . () . () . ()
Cl . () . () . () . ()
Cl . () . () . () . ()
N −. () . () . () . ()
N −. () . () . () . ()
N −. () . () . () . ()
N . () . () . () . ()
N . () . () . () . ()
N . () . () . () . ()
O −. () −. () . () . ()
HA −. −. . .∗

O . () . () . () . ()
HA . . . .∗
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Pesticides are widely used in agricultural production to
control molds, pests, weeds and therefore ensure high
quality and high yields of vegetables, fruits and crops all
over the world [6, 7]. Triazole fungicides have the advan-
tages of high efficiency, broad spectrum, low toxicity
to nontarget organisms, and low resistance [8]. Triazole
fungicides which inhibit the biosynthesis of fungal ergos-
terol, can be used to control fungal diseases, such as
powdery mildews, rusts, and many leaf spot fungi on a
variety of plants [9, 10].

Diniconazole, systematic name: (E)-(RS)-1-(2,4-dich-
lorophenyl)-4,4-dimethyl-2-(1H-1,2,4-triazol-1-yl) pent-1-en-
3-ol is a systemic fungicide showing fungitoxicity to a broad
range of fungal species [11]. Its known to inhibit the biosyn-
thesis of ergo sterol in fungal species [12]. The pharmacolog-
ical and toxicological properties of many drugs are improved
when they formmetal complexes [13–14]. In this paper, a new
diniconazole Cd(II) complex is described.

The title compound contains a mononuclear complex.
The asymmetric unit is half of the title complex. As is
shown in the figure, the Cd(II) cation is six-coordinated by
two chlorido ligands and four N atoms from four dinico-
nazole ligands in a distorted regular octahedral environ-
ment. The Cd–N length (Cd1–N1 = 2.336(3) Å, Cd1–
N4 = 2.328(3) Å) and Cd–Cl length (Cd1–Cl1 = 2.646(1) Å),
the N1–Cd1–N4, N1–Cd1–N4i, N1–Cd1–Cl1, N4–Cd1–Cl1,
N1–Cd1–Cl1i, and N4–Cd1–Cl1i bond angles of 91.58(10)°,
88.42(10)°, 92.48(7)°, 91.01(8)°, 87.52(7)°, and 88.99(8)°,
respectively (symmetry code: (i) −x, −y, −z + 1) are all in the
expected ranges. The Cd(II) is located on the center of
symmetry of the title compound, so each bond angle of N1–
Cd1–N1ii, N4–Cd1–N4ii, and Cl1–Cd–Cl1ii is 180°. These are
in agreement with closely related Cd(II) complexes re-
ported. The title structure contains hydrogen bonds O1–
H1A…Cl1ii (dO1…Cl1 = 3.124(3) Å, 162.0°, symmetry code:
(ii) −x − 1, −y, −z + 1) and O2–H2A…Cl1iV (dO2…Cl1 = 3.138(3)
Å, 166.3°, symmetry code: (iii) x + 1, y, z) forming a one-
dimensional (1D) chain along the a-axis.
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