1277 GHO, Oxiranemethanol C

MW 2,3-Epoxy-1-propanol
Glycidol

fo A 2} deg
C-O (ring) 1.420) C(1)-C(2)-C(3) 121.9)
C(2)-C(3) 1.466) H—C(3)-C(2) 116.6)
C(1)-C(2) 1.51P) C(3)-C(2)-H 116.6)
C(1)-0(1) 1.426) C(2)-C(1)-H" 109.479
C(ring)-H  1.085) C(2)-C(1)-0(1) 110.8)
O-H 0.9609) C(1)-O(1)-H 106.0)

H-C(3)—H (ring)") 90.09
H-C(2)-C(1) (ringf)  90.0%)

H bond innef) H bond outer f)
O(1)-C(1)-C(2)-C(3)  27(3) (fromyr)  141(3) (fromsyn)
H-0O(1)-C(1)-C(2) 47(5) (fromyn)  -55(5) (fromsyn
0(1)-C(1)-C(2)-0(2) 41.5 (fromyn) © —72.5 (fromsyn ©)

Atom las| [A] | bs|[A] |csl[A]
H (hydoxyl) of H bond inner 1.011 1.132 0.633
H (hydoxyl) of H bond outer 1  1.584 1.163 0.304

Two conformers were detected: the H bond inner form
is more stable than the H bond outer 1 form by
3.6(4) kJ mot’.

% Assumed.

®) Atoms assumed to be arranged tetrahedrally around
C(2).

) Dihedral angle between the plane of the epoxy ring
and the adjacent atoms.

% Uncertainties are estimated to represent three
standard deviations.

) This dependent parameter has been calculated from

the fitted structure. H bond outer 1
OH H(1A)
o) 0
H(1A) H(1B) H(1B) OH
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