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Abstract
C11H10N2OS, monoclinic, Pc (no. 7), a= 12.050(3) Å,
b= 5.5218(13) Å, c= 8.1813(19) Å, β= 107.934(6)°,
V = 517.9(2) Å3, Z= 2, Rgt(F)=0.0483, wRref(F2)=0.1247,
T= 296 K.

CCDC no.: 1446485

The crystal structure is shown in the �gure. Tables 1–3
contain details of the measurement method and a list of
the atoms including atomic coordinates and displacement
parameters.

Source of material
All reagents and solvents obtained from commercial
sources were used without further puri�cation. The starting
4-((pyridin-4-yl)methylthio)pyridine was synthesized accord-
ing to a modi�ed procedure in literature [1]. A solution of
3-chlorobenzoperoxoic acid (72°m-CPMA, 750mg, 3.22mmol)
in 20 mL of CH2Cl2 was added to a 10 mL CH2Cl2 solution of
4-((pyridin-4-yl)methylthio)pyridine (606 mg, 3 mmol) and
cooled to 0°C. After stirring for 2 h at 0°C, the organic phase
was treated with 30 mL of saturated Na2S2O3 solution, satu-
rated NaHCO3 solution (30 mL), and brine (20 mL) and dried
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Table 1: Data collection and handling.

Crystal: Colorless, Block,
size 0.30×0.40×0.50 mm

Wavelength: Mo Kα radiation (0.71073 Å)
µ: 2.84 cm−1

Di�ractometer, scan mode: Bruker Smart ApexII, ω scans
2θmax: 55.71°
N(hkl)measured, N(hkl)unique: 5839, 2375
N(param)re�ned: 136
Programs: Platon [8], Diamond [9], SHELX [10]

Table 2: Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å2).

Atom Site x y z Uiso

H(1A) 2a 0.3345 −0.1107 0.8208 0.064
H(2A) 2a 0.5233 −0.0461 0.8248 0.057
H(4A) 2a 0.5187 0.5801 1.0702 0.053
H(5A) 2a 0.3309 0.4912 1.0649 0.066
H(6A) 2a 0.7439 0.2228 1.2338 0.046
H(6B) 2a 0.7483 −0.0038 1.1186 0.046
H(8A) 2a 0.9238 −0.0767 1.0309 0.057
H(9A) 2a 1.1164 0.0028 1.0695 0.070
H(10A) 2a 1.1051 0.5865 1.3263 0.063
H(11A) 2a 0.9128 0.5251 1.2990 0.055

over MgSO4. The combined organic extract was concentrated
to give a white solid. The product was further puri�ed by col-
umn chromatography on silica gel using ethyl acetate/CH2Cl2
(1:1) as eluent. 4-(Pyridin-4-ylmethylsul�nyl)pyridine was
obtained as a white powder (401 mg). Yield: 63°, m.p. 100–
103°C. Colorless crystals of the title compound were obtained
by slow evaporation from dichloromethane/ethanol 2:1 (v/v)
at room temperature after a week.

Experimental details
The Flack x parameter of 0.42(6) suggests the existence of an
inversion twin.

Discussion
Interest in sulfoxide stemmed from stereochemical conse-
quences arising from the con�guration of the R-S-(O)-R-group
[2]. Many such studies focused on their biological activity
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Table 3: Atomic displacement parameters (Å2).

Atom Site x y z U11 U22 U33 U12 U13 U23

S(1) 2a 0.6851(1) 0.3411(2) 0.9401(1) 0.0365(5) 0.0476(5) 0.0470(5) −0.0035(5) 0.0134(4) 0.0035(5)
O(1) 2a 0.7049(3) 0.6036(5) 0.9788(5) 0.053(2) 0.043(2) 0.083(3) −0.007(2) 0.019(2) 0.011(2)
N(1) 2a 0.3143(3) 0.1820(7) 0.9437(6) 0.033(2) 0.061(2) 0.067(3) 0.003(2) 0.015(2) −0.000(2)
N(2) 2a 1.1312(3) 0.3012(8) 1.2017(6) 0.035(2) 0.064(3) 0.070(3) 0.004(2) 0.014(2) −0.001(2)
C(1) 2a 0.3725(4) 0.0288(9) 0.8731(7) 0.038(2) 0.048(2) 0.070(3) −0.007(2) 0.011(2) −0.003(2)
C(2) 2a 0.4857(4) 0.0664(8) 0.8739(6) 0.037(2) 0.042(2) 0.062(3) −0.001(2) 0.014(2) −0.009(2)
C(3) 2a 0.5418(3) 0.2741(7) 0.9488(5) 0.031(2) 0.037(2) 0.038(2) 0.001(2) 0.008(2) 0.004(2)
C(4) 2a 0.4832(4) 0.4372(8) 1.0202(6) 0.042(2) 0.039(2) 0.051(2) 0.002(2) 0.013(2) −0.004(2)
C(5) 2a 0.3701(4) 0.3824(9) 1.0154(7) 0.044(2) 0.059(3) 0.064(3) 0.011(2) 0.021(2) −0.001(2)
C(6) 2a 0.7654(3) 0.1678(7) 1.1350(5) 0.026(2) 0.043(2) 0.043(2) 0.000(2) 0.007(2) −0.006(2)
C(7) 2a 0.8946(3) 0.2156(7) 1.1610(5) 0.034(2) 0.036(2) 0.039(2) 0.001(2) 0.011(2) 0.003(2)
C(8) 2a 0.9586(4) 0.0597(8) 1.0923(6) 0.044(2) 0.044(2) 0.056(3) 0.005(2) 0.018(2) −0.008(2)
C(9) 2a 1.0747(4) 0.1098(9) 1.1162(7) 0.040(2) 0.061(3) 0.073(3) 0.015(2) 0.018(2) −0.006(2)
C(10) 2a 1.0683(4) 0.4506(9) 1.2666(7) 0.036(2) 0.051(3) 0.065(3) −0.004(2) 0.007(2) −0.009(2)
C(11) 2a 0.9522(4) 0.4156(8) 1.2504(6) 0.039(2) 0.044(2) 0.056(3) 0.004(2) 0.016(2) −0.006(2)

[3], synthetic applications in asymmetric synthesis [4] and
their behavior as intermediates inhomogeneous catalytic pro-
cesses [5]. Furthermore, sulfoxides are versatile precursors in
inorganic synthesis [6]. Herein, we report one new pyridyl-
based sulfoxide containing compound (see the �gure). Single
crystal x-ray di�raction revealed that the value of the C3—S1—
C6—C7 torsion angle is 176.0(3)°. The S1=O1 bond length is
1.487(3) Å in the title molecule which is in good agreement
with the average value of 1.49 Å in analogous sulfoxide com-
plexes [7]. The molecule adapts a zigzag con�guration with
the pair of 4-pyridyl rings of each molecule exhibit a dihedral
angle of 5.734(3)°.
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