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Key indicators: single-crystal X-ray study; T = 298 K; mean �(C–C) = 0.010 Å;

disorder in main residue; R factor = 0.054; wR factor = 0.151; data-to-parameter

ratio = 14.9.

The asymmetric unit of title compound, C28H38O18S2�C4H8O,

comprises one disulfide-bridged sugar molecule and one

solvent molecule. No significant differences in structural

parameters are found between the present structure and the

previously determined unsolvated form [Brito, López-Rodrı́-

guez, Bényei & Szilagyi (2006). Carbohydr. Res. 341, 2967–

2972]. The compounds are characterized by a compact

structure with spatial proximity of the two pyranosyl rings.

One of the carbonyl atoms is disordered over two sites [site

occupancy = 0.69 (7) for major component] and the displace-

ment parameters for the THF species are unsually large.

Related literature

For analysis of conformation, see: Cremer & Pople (1975). For

the synthesis, see: Szilágyi et al. (2001). For background to

disulfide linkage and diglycosyl disulfides, see: André et al.

(2006); Chakka et al. (2005); Pérez et al. (1978); Szilágyi &

Varela (2006). For the structure of the unsolvated form, see:

Brito et al. (2006).

Experimental

Crystal data

C28H38O18S2�C4H8O
Mr = 798.81
Monoclinic, P21
a = 14.6499 (14) Å
b = 10.0096 (10) Å
c = 15.4029 (15) Å
� = 113.573 (2)�

V = 2070.2 (4) Å3

Z = 2
Mo K� radiation
� = 0.20 mm�1

T = 298 (2) K
0.40 � 0.30 � 0.20 mm

Data collection

Nonius KappaCCD area-detector
diffractometer

Absorption correction: multi-scan
(SORTAV; Blessing, 1995)
Tmin = 0.920, Tmax = 0.960

13257 measured reflections
7410 independent reflections
4763 reflections with I > 2�(I)
Rint = 0.046

Refinement

R[F 2 > 2�(F 2)] = 0.054
wR(F 2) = 0.151
S = 0.85
7410 reflections
497 parameters
45 restraints

H-atom parameters constrained
��max = 0.34 e Å�3

��min = �0.19 e Å�3

Absolute structure: Flack, (1983),
3438 Friedel pairs

Flack parameter: 0.02 (9)

Table 1
Selected torsion angle (�).

C1—S1—S2—C21 �80.25 (19)

Data collection: COLLECT (Nonius, 2000); cell refinement:

DENZO-SMN (Otwinowski & Minor, 1997); data reduction:

DENZO-SMN; program(s) used to solve structure: SIR97 (Altomare

et al., 1999); program(s) used to refine structure: SHELXL97 (Shel-

drick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia,

1997) and PLATON (Spek, 2003); software used to prepare material

for publication: WinGX (Farrugia, 1999).

This study was supported by grants from the Hungarian

National Science Fund [OTKA T48713 (to LSz)]. We thank

the Spanish Research Council (CSIC) for providing us with a

free-of-charge licence for the Cambridge Structural Database.

Supplementary data and figures for this paper are available from the
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