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Stereochemical Studies on Four Diastereoisomers
of 1-Phenyl-2-Phenylthio-2-(2-Tetrahydropyran-
2-Ylthi0)Ethapol, C19H220282

JARNO KANSIKAS?® and KAIJA SIPILAP

3Laboratory of Inorganic Chemistry and bLaboratory of Organic Chemistry,
Department of Chemistry, University of Helsinki, P.O.Box 55, FIN-00014
University of Helsinki, Finland

Stereochemistry of the diastereoisomers of the title compound and comparison to its propanol
derivative are discussed.
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INTRODUCTION

In connection with the study of dithio- and hemithioacetals, compounds
which are hemithiodithioacetals have been synthesized and character-
izedl!), Separation and crystallization of the diastereomers and their X-ray
structure determinations make it possible to study their configurations and

conformations in crystalline state.

Molecular Structures
The isomers 1, 2 and 4 crystallize in acentric space groups P2,2,2

P2,2,2; and Pna2,, respectively, as a conglomerate of enantiomeric
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crystals and isomer 3 in a centric spacegroup P2,/c as a racemate. Struc-

tures of 2 and 4 are presented in Figs. 1 and 2, respectively.

Configurations and Conformations
The configurations at the atoms C1, C2 and C15 found in structure deter-

minations are SSR, RSS, SRS(and RSR) and SSS for 1-4, respectively. The
tetrahydropyranyl group has a similar chair conformation in each isomer,

but bonding to § is equatorial in 1 and 2 and axial in 3 and 4.

o ! C18'
FIGURE 1. Structure of 2 with  FIGURE 2. Structure of 4 with
configurations RSS. configurations SSS.

Geometry

Some torsion angles around S-atoms are listed in Table 1.

TABLE 1. Selected torsion angles of the isomers 1-4 (°).

1 2 3 4
S1-C1-C2-01 -62.93 171.55 66.30 -45.80
S1-C1-82-Cl15 -52.91 -65.68 -96.26 -154.53
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