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Abstract
C8H4INS3, monoclinic, P21/c (no. 14), a = 11.8060(19) Å,
b = 7.8961(14) Å, c = 11.972(2) Å, β = 110.981(2)°,V = 1042.1(3) Å3,
Z = 4, Rgt(F) = 0.0279, wRref (F2) = 0.0739, T = 296(2) K.

CCDC no.: 2243717

Table 1 contains crystallographic data and Table 2 contains
the list of the atoms including atomic coordinates and
displacement parameters.

1 Source of material

All chemicals were purchased from commercial sources
and used as received without further purification.
A mixture of 1-(4-iodophenyl)ethanone O-acetyl oxime
(15.1 g, 0.05 mol), S8 (9.6 g, 0.3 mol), CuBr (0.72 g, 0.005 mol),

Li2CO3 (1.85 g, 0.025 mol), and DMSO (100 mL) were added
successfully to a 250 mL oven-dried reaction flask. The
sealed reaction flask was stirred at 130° C for 8 h. After
cooling to room temperature, the reaction was diluted
with ethyl acetate and water. The organic layer was sepa-
rated, and the aqueous layer was extracted with ethyl
acetate (100 mL) for three times. The combined organic
layer was brine and dried over magnesium sulfate and the
volatiles were removed under reduced pressure. The res-
idue was purified by column chromatography on silica gel
(PE/EA: 20/1) to yield the desired product (7.2 g, 46%) as a
brown solid. Subsequently, dissolve 1 g of the target
compound in 30 ml of dichloromethane, heat to reflux until
the solid is completely dissolved, filtered. Finally, the ti-
tle crystal was precipitated by controlling solvent
volatilization.

Table : Data collection and handling.

Crystal: Brown 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 [, ], WINGX/ORTEP []
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2 Experimental details

All H-atoms bonded to C atoms were placed geometrically
and refined using a riding model with common isotropic
displacement factors Uiso(H) = 1.2 or 1.5Ueq (parent C-atom).

3 Comment

The 1,2,3-dithiazoles are important fused heterocycles
because they show to have a broad biological activity pro-
file, including antibacterial [5], anticancer [6], antifungal/
herbicidal [7], and anti-melanin activities [8]. The
1,2,3-dithiazole compounds plays an important role in the
mechanism of 1,2,3-dithiazoles as Inhibitors of the Feline
Immunodeficiency Virus (FIV) Nucleocapsid Protein via a
Proposed Zinc Ejection Mechanism [9].

Single-crystal structure analysis revealed that the title
compound crystallized in the monoclinic space group P21/c.
The ORTEP diagram is presented in Figure. The bond lengths
of S1–S2 in the title molecule is 2.0393(13) Å, it is similar to
the literature [10–12]. The bond lengths of C6–S3, C6–S1 and
N1–S2 in the title molecule are 1.651(3) Å, 1.719(3) Å and
1.628(3) Å, respectively. They are similar to the literature
[13, 14]. The bond length of C1–I1 is 2.094(3) Å, which is
similar to those reported in the literature [15, 16].
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

I . () . () . () . ()
S . () . () . () . ()
S . () . () . () . ()
S . () .() . () . ()
N . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () .()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C .() . () . () . ()
H . . . .*
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