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Abstract
C22H22N2O2S4, triclinic, P1 (no. 2), a = 8.4865(14) Å,
b = 11.756(2) Å, c = 12.863(2) Å, α = 69.693(2)°, β = 70.812(2)°,
γ = 72.170(2)°, V = 1109.6(3) Å3, Z = 2, Rgt(F ) = 0.0280,
wRref(F 2) = 0.0753, T = 296(2) K.

CCDC no.: 2243750

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 displacement
parameters.

Source of material

All chemicals were purchased from commercial sources
and used as receivedwithout further purification. Amixture

of 17.5 g of 1-(2-methoxyethyl)-1H-indole, 9.6 g of sulfur and
60ml ofN,N-dimethylformamidewas stirred under nitrogen
in an oil-bath maintained at 150 °C for 6 h, and then allowed
to cool slowly overnight in the oil-bath. The yellow crystals
which appearedwere removed and thoroughly washedwith
carbon disulfide. The yield of pure 5,10-bis(2-methoxyethyl)-
5,10-dihydro-[1,2,3,4]tetrathiocino[5,6-b:8, 7-b′]diindole, was
11.1 g (47%). Subsequently, dissolve 1 g of the target com-
pound in 30 ml of dichloromethane, heat reflux until the
solid is completely dissolved, filtered. Finally, the title crystal
was precipitated by controlling solvent volatilization.

Experimental details

All H-atoms bonded to C atoms were placed geometrically
and refined using a riding model with common isotropic

Table : Data collection and handling.

Crystal: Yellow 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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displacement factors Uiso(H) = 1.2 or 1.5 Ueq (parent
C-atom).

Comment

As a special class of sulfur-rich compounds, polysulfide
heterocyclic compounds show important biologically active
functions and have great potential in the treatment of
major diseases such as cancer and HIV [5, 6]. However, it is
difficult to characterize the structure of compounds. So, the
synthesis and crystal structure of the title compound are of
great significance to studying the application.

Single-crystal structure analysis revealed that the title
compound crystallized in the triclinic space group P1. The
ORTEP diagram is presented in Figure 1. The bond lengths of
S–S in the title molecule is 2.0335(7)–2.0817(7) Å, it is similar
to reported in the literature [7–10]. The bond lengths of
C1–S1 and C12–S4 in the title molecule are 1.7494(16) and
1.7483(15) Å, respectively. They are similar to reported in
the literature [11–14].
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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