1750 CGHgO, 1-(2-Oxiranyl)ethanol C; (erythrg H bond inner)
MW a-Methyloxiranemethanol C; (threg, H bond inner)
C, (threq H bond outer I)

ro A 6 deg
Cc-0(1) 1.420) C(1)-C(2)-C(3) 121.9 OH
C(1)-C(2) 1.466) C(2)-C(3)-C(4) 110.9)
C(2)-C(3) 1.517P) H-C(1)-C(2) 116.6) CHs
C(3)-C(4) 1.535) H—C(2)-C(3) érythrg 116.6% ]
C(3)-0(2) 1.420) threo) 116.09
0(2)-H 0.960%) C(2)-C(3)-0(2) 109.6)
C(ring)-H  1.085) C(2)-C(3)-H 109.47)
C(4)-H 1.093) C(3)-C(4)-H 109.47)
C(3)—-H 1.093) C(3)-O(2)—H érythrg 105.0%)
tlreo) 106.0%

H(s)—-C(1)-H, rind) 90.0%

H(a)-C(2)-C(3), rind) 90.0%
Dihedral angles [deg]  erythro threo') threo’)

H bond inner H bond inner H bond outer |

H(4)-C(4)-C(3)-0(2) 180.9 —-60.09 —-60.09
H(5)-C(4)-C(3)-0(2) 60.9 180.09 180.09
H(6)—-C(4)-C(3)-0(2) -60.9) 60.07) 60.07)
C(1)-C(2)-C(3)-0(2) -309°9 273 -135(3)9
C(1)-C(2)-C(3)-H -150.9 9 93(5)9) -15(5)9)
C(1)-C(2)-C(3)-C(4) 90(3) -147(3)% 105(3)9
C(4)-C(3)-0(2)—H 190(4)
0(1)-C(2)-C(3)-0(2) 41.5(30) -66.5(30))
C(2)-C(3)-0(2)-H -46(8)9)  55(5)") 9
Atom | as| [A] |bs| Al sl [A]
H(hydroxyl), erythroH inner bond 0.008 1.746 0.057
H(hydroxyl),threoH inner bond 0.341 1.163 1.049
H(hydroxyl),threoH outer bond 1 0.689 1.878 0.199

Oneerythroand twothreo conformers were identified. Theythro conformer is stabilized with

an intramolecular hydrogen bond formed between the hydroxyl group hydrogen atom and the
epoxy group oxygen atom. Twibreo conformers are a H-bond inner and a H-bond outer

1 form, the former being 2.8(4) kJ mbinore stable than the latter.

3 Assumed.

®) Angle between the plane of the epoxy ring and the adjacent atoms.
) Fromsyn

% The O(2)-H bond igaucheto the C(3)-C(4) bond in this conformer.
9 The O(2)-H bond ianti to the C(3)-C(4) bond in this conformer.

" Atoms assumed to be arranged tetrahedrally around C(3).

threo, H bond inner threo, H bond outer | erythro, H bond inner

Marstokk, K.-M., Mgllendal, H., Samdal, S., Stenstrgm, Y.: Acta Chem. S46ar(#i992) 325.
Marstokk, K.-M., Mgllendal, H., Stenstram, Y., Sveiczer, A.: Acta Chem. Sdand990)
1006.

Landolt-Bornstein
New Series 11/25C



