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Abstract
C11H6Cl2N2O3S2, triclinic, P1 ̅ (no. 2), a = 6.974(3) Å,
b = 8.132(3) Å, c = 12.349(5) Å, α = 86.123(4)°, β = 78.299(4)°,
γ = 85.715(4)°, V = 682.9(4) Å3, Z = 2, Rgt(F ) = 0.0410,
wRref(F

2) = 0.1058, T = 296(2) K.

CCDC no.: 2221276

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.

Source of materials

Under stirring, add (3,4-dichloroisothiazol-5-yl)methanol
and 3-chlorobenzo[d]isothiazole-1,1-dioxide 1:1 into the
round-bottomed flask in turn, add an appropriate amount
of acetonitrile and triethylamine, and react at room
temperature for 5 h. Crystals of the title compound were
obtained by slow evaporation of 3-((3,4-dichloroisothiazol-
5-yl)methoxy)benzo[d] isothiazole 1,1-dioxide in ethyl
acetate within one week.

Experimental details

All H atoms were included in calculated positions and
refined as riding atoms, with C–H = 0.90–0.97 Å with
Uiso(H) = 1.5 Ueq(C) for methyl H atoms and 1.2Ueq(C) for all
other H atoms.

Comment

In agricultural production, plant fungicides are widely
used to control crop diseases [5, 6]. However, traditional
plant fungicides generally pollute the environment [7],

Table : Data collection and handling.

Crystal: Colorless block
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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have high toxicity to animals [8], and have adverse effects
such as resistance to bacteria [9]. The compound dichlo-
bentiazox described in this paper belongs to benzothiazole
fungicides [10, 11], which show good plant disease con-
trol activity in plants without chemical damage.

In themolecules of the title structure bond lengths and
angles are very similar to those given in the literature for
benzo[d]isothiazole 1,1-dioxide [12–14]. In the title struc-
ture, the atoms of isothiazole ring and benzo[d]isothiazole
1,1-dioxide ring are approximately planar, and the dihedral
angle between the isothiazole ring and the C1–C6 phenyl
ring is 73°. The torsion angles of C6–C7–O3–C8 andC7–O3–
C8–C9 are −178° and 176°, respectively.
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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