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Abstract
C20H17BrO6S2, triclinic, P1 (no. 2), a = 8.173(2) Å, b = 8.256(2) Å,
c = 16.514(5) Å, α = 89.947(3)°, β = 83.105(3)°, γ = 72.077(3)°,
V = 1051.8(5) Å3, Z = 2, Rgt(F) = 0.0334, wRref(F2) = 0.0889,
T = 296(2) K.

CCDC no.: 2244691

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.

1 Source of material

To 2-bromobenzene-1,3-diol (2.35 g, 12.5 mmol) in THF
(15 mL) was added 10% K2CO3 (6.50 g, 47.1 mmol) as an
aqueous solution. After the resulting solution was cooled to
0 °C with an ice-water bath, a solution of Tosylchloride
(TsCl) (4.82 g, 25.3 mmol) in THF (35 mL) was slowly added
over 15 min at 0 °C. After the addition of TsCI, the ice-
water-bath was removed and the reaction mixture was
stirred for 2 h. To the mixture was then added EtOAc
(100 mL). The two-phase mixture was separated. The
organic layer was washed with H2O and dried (MgSO4).
Removal of solvent under reduced pressure gave the

Table : Data collection and handling.

Crystal: 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 [, ]
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crude aryl tosylate. The crude product was purified by
column chromatography over silica gel with CH2Cl2 to
afford the title compound (5.50 g, 89% yield). The product
was dissolved by CH2Cl2 and the crystals of the title
compound were obtained by slow evaporation within
1 day.

2 Experimental details

All hydrogen atoms were identified in difference Fourier
syntheses. TheUiso values of themethyl groupswere set to 1.5
Ueq (C) and the Uiso values of all other hydrogen atoms were
set to 1.2 Ueq(C).

3 Comment

p-Toluenesulfonates have rich biological activities, such as
monitoring themerging of lipids, studyingmembrane fusion
during acrosome reaction, development of technology for
linking photosensitizers to model monoclonal antibodies
and so on [4–7]. Meanwhile, p-toluenesulfonates are often
used in organic synthesis [8].

Herein, a novel resorcinol p-toluenesulfonate compound
was synthesized and characterized by single-crystal X-ray
diffraction [1–3]. The crystal structure is composed of three
structural units containing a central benzene ring connecting
thesemoieties with each other by S–Obonds. The bond lengths
of S(1)–O(1), S(1)–O(3), S(1)–O(2), S(2)–O(4), S(2)–O(6) and S(2)–
O(6) are 1.6183(19), 1.421(2), 1.418(2), 1.606(2), 1.422(3) and
1.403(3) Å, respectively. The bond angles of O(1)–S(1)–C(7), O(3)–
S(1)–C(7) and O(2)–S(1)–O(1) are 103.79(11), 110.82(13) and
108.55(11), indicating the S(1) atom is in the sp3 unequal
hybridization state. Similarly, S(2) atom is also in the sp3 un-
equal hybridization [9].
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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