1175 GH.S
MW

(Methylthio)ethyne

HsC-S-C=CH

rs A X deg
C(1)-H(1)  1.061(6) H(s)-C(3)-H(a) 109.9(4)
C(1EC(2)  1.205(7) C(3)-S-C(2) 99.9(2)
C(2)-S 1.685(5) C(1EC(2)-S?)  182.0(5)
S—C(3) 1.813(2) H(1)-C(1EC(2) 180"
C(3)-H(s)  1.079(10) tilt (Ch) 9) 2.5(20)
C(3)-H(@  1.090(10)

Atom  a[A] bs [A] c[A]

H(1) -3.1552 0.6990 0.00

S 0.5676  -0.6188 0.00 HO
C(3) 1.4893 0.9425 0.00

H(s) 2.5375 0.6880 0.00 O\O\’\
H(a) 1.2479 1.5202  +0.8918

The CH conformation is staggered with respect to the S—C bond.

3 Bent away from Ckigroup.

®) Assumed.

9 Tilt angle of the methyl group (see figure).
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