1345
MW

ED, MW

GHgO Ethyl methyl ether

trans

rs A 0; deg

C(3)-C(2) 1.521(7) C-0-C 111.7(5)

C(2)-0 1.407(4) Cc-C-0O 108.2(4)

C(1)-0O 1.415(5) C(3)-C(2)-H 110.3(9)

C(2)-H 1.100(3) O-C(2)-H 110.3(5)

C(3)-H(s) 1.089(8) H-C(2)-H 107.4(3)

C(3)-H(a) 1.092(7) O-C(1)-H(s) 107.5(6)

C(1)-H(s) 1.086(10) O-C(1)-H(a) 111.1(5)

C(1)-H(a) 1.099(7) H(s)-C(1)-H(a) 109.3(8)
H(a)-C(1)-H(a) 108.6(6)
7 109.9(5)
") 2.4(5)
C(2)-C(3)-H(s) 110.5(6)
C(2-C(3)-H(a) 110.1(6)
H(s)-C(3)-H(a) 108.7(7)
H(a)-C(3)-H(a) 108.6(6)
¥ 9 110.3(6)
&9 -0.3(6)

Atom as [A] bs [A] (Al

C(3) -1.8603 -0.1584 0.0

C(2) -0.5027 0.0

O 0.4908 -0.4698 0.0

C(1) 1.7909 0.0

H(12) -2.6601 0.0

H(10,11) -1.9643 -0.7867 +0.8868

H(8,9) -0.3992 +0.8868

H(6) 2.4992 -0.7351 0.0

H(5,7) 1.9545 +0.8928

Cs(trang)
C: (gauche
H3;C-O-CH,—-CH;

) The corrected O—-C(1)-H value definedypy (1/3) [(O—C(1)-H(s)) + 2(0O-C(1)-H(a))].
®) The tilt angle of the C(1)}¢group defined by, = (2/3) [(O-C(1)-H(a)) — (O—C(1)-H(s))].
9 The corrected C—C(3)—H value definedypy (1/3) [(C—C(3)-H(s)) + 2(C-C(3)-H(a))].
% The tilt angle of the C(3)group defined by, = (2/3) [(C-C(3)-H(a)) — (C—C(3)-H(s))].

Hayashi, M., Adachi, M.: J. Mol. Struct8 (1982) 53.

rg A a) 9(1 dega)

c-C 1.520(4) C-O-C  111.9(5)
C-0 (average) 1.418(2) c-C-0O 109.4(3)
C(2)-0 1.422(7) H-C-H  109.0(4)
C(1)-0 1.413(9) ) 84(6)
C-H (average) 1.118(4)

Abundance of thérans conformer was 80(8)%AG(gauche- trang = 1.23(27) kcal mot.
The nozzle was at room temperature.

8 Estimated limits of error.

®) Dihedral angle C(1)-O—C(2)—C(3) for thaucheconformer measured from tisgn

position.

Oyanagi, K., Kuchitsu, K.: Bull. Chem. Soc. Jp@.(1978) 2237.
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