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CHsS 3-Butene-1-thiol G (H-bondedgauché
C. (extended I)

C, (extended I1)

H,C=CH-CH-CH-SH

fo A 6 deg
C(3)=C(4) 1.33D C-S-H 96.0)
C(2)-C(3) 1.496) Cc-C-S 113.6)
C(1)-C(2) 1.528) C(1)-C(2)-C(3) 111.8
C-S 1.814) C(2)-C(3)=C(4) 127.9
S-H 1.336) C(2)-C(3)-H 115.5)
C(1,2-H 1.093) H-C(4)=C(3)  121.8)
C(3,4)-H 1.090) C(2)-C(1)-H 109.47)
C(1)-C(2)-H 109.47)
H-C(2)-H 109.47)
H-C(1)-H 109.47)
H-bondedgauche ext.| ext. I
" 57(3) 62(3) 62(3)
1,9 115(3) 2(3) 5(3)
65(3)°)
73°) 130(5) 60(5) 60(5)

H-bonded conformation

Atom las[[A] | bs|(A] | c][A]

H (in SH) 0.47425 1.33914 0.55400

8 Assumed.

®) Torsional angle C(1)-C(2)—-C(3)=C(4).
) Torsional angle S—C(1)-C(2)-C(3).

% Fromsyn

®) Torsional angle H-S—C(1)-C(2).

Three rotational conformers were detected.
Energy difference between

Extended + H-bondedgauche= 2.9(5) kJ mot*
Extended I+ H-bondedgauche= 3.6(6) kJ mot'.
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