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Abstract
C8H12N2O3S, monolinic, P21/n (no. 14), a = 6.0324(5) Å,
b = 7.1692(6) Å, c = 21.6655(17) Å, β = 97.022(3)°,
V = 929.95(13) Å3, Z = 4, Rgt(F ) = 0.0409, wRref(F

2) = 0.1201,
T = 193 K.

CCDC no.: 2082717

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 displace-
ment parameters.

Source of material

Synthesis of the title compoundwas carriedout by alkylation
reaction [5]. In brief, 1-vinylimidazole (1.88 g, 0.02 mol) was
dissolved in 10 mL acetonitrile at 50 °C. Under vigorous
magnetic stirring 1,3-propane sultone (3.66 g, 0.03 mol) was
dropped slowly into the reactor using constant pressure
funnel. The mixture was stirred at 50 °C for 24 h to afford

4.53 g of a white precipitate, which was further purified by
washing with small amounts of acetone and dried by
lyophilization. The colorless crystals were obtained by sol-
vent diffusion method at room temperature.

Experimental details

All the H atoms on the benzene rings were placed geomet-
rically and refined without any constraints or restraints.

Comment

Polymers composed of zwitterions have the properties of
anti-protein pollution, anti-bacterial adhesion and anti-
coagulation due to the introduction of hydrophilic groups
such as hydroxyl, carboxyl and sulfonic acid groups into
the chain. One of the most commonly used polymerizable
zwitterionic monomer is 3-(1-ethenyl-1H-imidazol-3-ium-
3-yl)propane-1-sulfonate, which is an effective antifouling
material monomer for resistance against protein adsorp-
tion and cell adhesion [5–8]. The characteristics of the
crystal structures are very important for the application of
the materials. However, so far there is no report of the
crystal structure of the 3-(1-ethenyl-1H-imidazol-3-ium-
3-yl)propane-1-sulfonate.

The title compound crystalizes in P21/n. The asym-
metric unit of the title structure (see the Figure) comprises
one zwitterionic title sulfonate molecule [9]. Bond lengths
and angles in crystal structure of the title structure are
within normal ranges [9, 10].

Table : Data collection and handling.

Crystal: Colorless block
Size: . × . × . mm
Wavelength: Ga 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 [, ], Olex []
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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