1351 GHzO, 1,2-Propanediol G (trang

MW C: (gauche
HO—CH,~CH(OH)-CH,
lo A9 & deg®)
trans gauche trans gauche
C-C 1.54) 1.54%) C-C-C  112.2(10)  108.9(20)
C-0 1.42) 1.42° C-O-H 109 108"
C-H 1.095")  1.095" C-C-O  108.1(10) 110.0(10)
O-H 1.00° 1.00%) C-C-H  109.8) 109.5°)
7.9 45.8(40) 47.9(40)
% 58.4(20) 53.0(20)
1) 166.4(40)  183.7(40)

Two conformationsransandgaucheare
detected, i.e. C(1)-0O(1) and C(2)-C(3) are
transandgauchewith respect to C(1)—C(2).
Thetransform is more stable than the
gaucheform by 0.58 kcal mof.

gauche  C(3)H;

8 Uncertainties are about twice those of the
original data.

®) Assumed.

) Dihedral angle H(1)—O(1)-C(1)-C(2).

%) Dihedral angle O(1)-C(1)-C(2)-0(2).

®) Dihedral angle H(2)-O(2)-C(2)-C(1).
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