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Key indicators: single-crystal X-ray study; T = 173 K; mean �(C–C) = 0.004 Å;

R factor = 0.047; wR factor = 0.110; data-to-parameter ratio = 17.8.

The racemic title compound, C12H16O6S, possesses a five-

membered ring that adopts an envelope-shaped conformation;

the two hydroxy groups occupy quasi-axial positions. Adjacent

molecules are linked by O—H� � �O hydrogen bonds to

generate a ribbon that runs along the a axis of the

orthorhombic unit cell. The crystal studied was an inversion

twin.

Related literature

For the synthesis of the title compound, see: Kapitan & Grazca

(2008); Park et al. (2005). For the use of xylitol tosylates in the

synthesis of bicyclic oxetanes, see: Köll & Oetling (1987).

Experimental

Crystal data

C12H16O6S
Mr = 288.31
Orthorhombic, P212121

a = 5.414 (4) Å
b = 10.172 (8) Å
c = 24.080 (18) Å

V = 1326.0 (17) Å3

Z = 4
Mo K� radiation

� = 0.26 mm�1

T = 173 K
0.50 � 0.30 � 0.20 mm

Data collection

Bruker APEXII CCD
diffractometer

Absorption correction: multi-scan
(SADABS; Bruker, 2005)
Tmin = 0.879, Tmax = 0.949

14329 measured reflections
3154 independent reflections
2333 reflections with I > 2�(I)
Rint = 0.056

Refinement

R[F 2 > 2�(F 2)] = 0.047
wR(F 2) = 0.110
S = 1.02
3154 reflections
177 parameters
H-atom parameters constrained

��max = 0.26 e Å�3

��min = �0.19 e Å�3

Absolute structure: Flack (1983),
1174 Friedel pairs

Flack parameter: 0.47 (12)

Table 1
Hydrogen-bond geometry (Å, �).

D—H� � �A D—H H� � �A D� � �A D—H� � �A

O2—H2� � �O1i 0.84 2.03 2.834 (4) 160
O3—H3� � �O3ii 0.84 2.17 2.931 (2) 151

Symmetry codes: (i) x � 1; y; z; (ii) x � 1
2;�y þ 3

2;�z.

Data collection: APEX2 (Bruker, 2005); cell refinement: SAINT

(Bruker, 2005); data reduction: SAINT; program(s) used to solve

structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine

structure: SHELXL97 (Sheldrick, 2008); molecular graphics:

SHELXTL (Sheldrick, 2008); software used to prepare material for

publication: SHELXTL.
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Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: NG5055).
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