1280 GHO,S

Propylene- sulfur dioxide (1/1) C

MW (weakly bound complex) ¥C=CH-CH; - SQ

ro A 6 deg

Rem ®)  3.26(5) ¢sD)  93.1(7) !
9 96.3(3) L O
Ws©) 89.9(2) . X2 - 9
g 82.1(1) k Ky
»9  -60.1(1) Bl 0

ag [A] bo [A] co [A]

Oa 1.284 -0.688 1.079

O 1.247 1.216 -0.494

S 1.323 -0.194 -0.264

Xs 1.294 0.035 0.014

Xp -1.969 -0.053 -0.022

C(1) -1.763 -1.211 -0.522

C(2) -2.020 0.109 -0.460

C@B) -2.116  0.884 0.821

H(1a) -1.610 -1.790 0.374

H(1b) -1.704 -1.725 -1.471

H(2) -2.162 0.620 -1.400

H(3a) -1.952  0.239 1.686

H@3b) -3.098  1.338 0.941

H(3c) -1.373  1.667 0.865

Complex has a stacked, near parallel planes configuration. The sulfur atom is approximately
above the propene double bond. Theaxis of SQ is nearly eclipsed with respect to the
C-C single bond with the O atoms towards the methyl group.

8 Distance betweengand X; Xs and X% are cm of S@and propene, respectively.

b) ¢s is the tilt angle of th€, axis of SQ with respect tdR.,, and¢p is formed betweeR.,
and %...C(2) of propylene.

) The twist of the SEplane with respect tB.m,, Og—S—Xs—Xp.

% The twist of the propene plane with resped®ig C(1-C(2-Xp—Xs.

°) Dihedral angle SXs—Xp—C(2).
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