
1416 C3H9PS3 Trimethyl trithiophosphite C 3 (gauche-gauche-gauche)
ED Trimethyl phosphorotrithioite Cs (gauche–-gauche-anti)

C1 (gauche-gauche-anti)
P(SCH3)3

ra Å a) θa deg a)
C–H 1.150(21) H–C–H 109.0(40) b)
C–S 1.834(5) C–S–P   96.9(11)
S–P 2.115(3) S–P–S   97.7(6)

gauche-gauche-gauche gauche–-gauche-anti gauche-gauche-anti

φ1 [deg] a) c) 64.5(15) 064.5(15)   64.5(15)
φ2 [deg] a) c) 64.5(15)   64.5(15)   64.5(15)
φ3 [deg] a) c) 64.5(15) 180.0 180.0

The ED intensity measured in [1] was reanalyzed to study possible conformational equilibrium.
The molecule exists as a mixture of  gauche-gauche-gauche (80%), gauche–-gauche-anti (10%)
and gauche-gauche-anti (10%) conformers.
The nozzle temperature was 80 °C.

a) Three times the estimated standard errors.
b) Not estimated in the original paper.
c) Dihedral angle M0P0S0C measured from the syn position,
    where M denotes the lone pair of the P atom.
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