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Abstract
C17H14N2O6S·C3H7NO, triclinic, P1 (no. 2), a = 5.4146(4) Å,
b = 11.7925(8) Å, c = 16.9527(12) Å, α = 85.238(2)°, β = 86.674(4)°,
γ = 78.959(2)°, V = 1057.77(13) Å3, Z = 2, Rgt(F ) = 0.0418,
wRref (F 2) = 0.1175, T = 296(2) K.

CCDC no.: 2239925

The asymmetric unit of the title crystal 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.

1 Source of material

In representative experiments, iguratimod was presented
by Jiangsu Zhengda Qingjiang Pharmaceutical Co. with no
further purification. The iguratimod was dissolved in N,N-

dimethylformamide (DMF), and the solutionwasfiltered and
placed in a vial, coveredwithmembrane and punctured. The
filtrate was slowly evaporated at room temperature to
obtain crystals of the title compound.

2 Experimental details

Using OLEX2 [2], the structure was solved with the XT [3]
structure solution program and refined with the SHELXL [4]
refinement package. All H atoms were positioned geomet-
rically and treated as riding on their parent atoms, with the
d(C–H) = 0.96 Å (methyl) and d(C–H) = 0.93 Å (aromatic), and
Uiso(H) = 1.2 times Uiso(C) and Uiso(H) = 1.5 times Uiso(O).

3 Comment

Iguratimod is known for its anti-inflammatory activities and
therapeutic effects in patients with rheumatoid arthritis,
which can significantly inhibit the initiation and progression
of rheumatoid arthritis by regulating T cell differentiation,
reducing the production of pro-inflammatory cytokines and
immunoglobulins, promoting bone formation, and inhibiting
bone resorption [5, 6]. The α and β crystal forms of iguratimod
were prepared and five crystal forms of iguratimod were
obtained with ethanol, acetonitrile, dimethylformamide,
acetone, and dichloromethane [7, 8]. However, the single
crystal structure of iguratimod-DMF has not been reported.

The asymmetric unit of the title structure contains
one iguratimod molecule and one dimethylformamide
molecule (see figure). It indicates that the hydrogen bond

Table : Data collection and handling.

Crystal: Needle
Size: . × . × . mm
Wavelength: Cu Kα radiation (. Å)
μ: . mm−

Diffractometer, scan mode: Bruker APEX-AXS, 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 [], Olex [], SHELX [, ]
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plays an important role in maintaining the crystal struc-
ture. The O7 atom on the amide group of dimethylforma-
mide is a hydrogen bond acceptor, and the H1 atom on the
sulfonamide (N1–H1) of iguratimod is a hydrogen bond
donor, forming the intermolecular hydrogen bond
N1–H1⋯O7 [length 2.832(2) Å, angle 156.75°]. The O atom on
the formamide groups of iguratimod is a hydrogen bond
acceptor. The H15 atom on the benzopyran rings (C15–H15)
of iguratimod is hydrogen bond donor, forming the intra-
molecular hydrogen bond C15–H15⋯O4 [length 2.817 Å,
angle 125.54°]. The O atom on the formamide groups of
iguratimod is a hydrogen bond acceptor. The H15 atom on
the benzopyran rings (N2–H2) of iguratimod is hydrogen
bond donor, forming the intramolecular hydrogen bond
N2–H2⋯O2 [length 2.838(2) Å, angle 147.66°]. All bond
lengths and angles are within a reasonable range [9].
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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A . . . .*
C . () . () . () . ()
H . . . .*
C −. () . () . () . ()
H −. . . .*
C −. () . () . () . ()
H −. . . .*
C −. () . () . () . ()
H −. . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () −. () . () . ()
HA . −. . .*
HB −. −. . .*
HC . −. . .*
C −. () . () . () . ()
H −. . . .*
C −. () . () . () . ()
HA −. . . .*
HB −. . . .*
HC −. . . .*
C −. () . () . () . ()
HA −. . . .*
HB −. . . .*
HC −. . . .*
N . () . () . () . ()
H . . . .*
N . () . () . () . ()
H . () . () . () . ()*
N −. () . () . () . ()
O . () . () . () . ()
O . () . () . () . ()
O . () . () . () . ()
O . () . () . () . ()
O . () −. () . () . ()
O . () −. () . () . ()
O −. () . () . () . ()
S . () −. () . () . ()
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