
1174 C3H4S 2-Propyne-1-thiol C1 (gauche)
MW Propargyl mercaptan HC≡C−CH2−SH

r0 Å θ0 deg
S–H 1.336 a) S–C–C 113.01(1)
C–H (in CH2) 1.091 a) C–S–H   98(1)
C–C 1.460 a) H–C–C 111.5 a)
C≡C 1.207 a) φ b) 124(3)
C–H (in CH) 1.057 a)
C–S 1.819 a)

a) Assumed.
b) Internal rotation angle measured at the gauche conformation and computed starting from
    the trans conformation.
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