
1267 C3H6O Methyl vinyl ether Cs

ED, MW, ab initio H2C=CH−O−CH3

calculations (4-21G)
rg Å a) θα deg a)
C(1)=C(2) 1.337(20) O(3)–C(2)=C(1) 127.3(18)
C(2)–O(3) 1.359(15) C(1)=C(2)–H(7) 124. 4(20)
C(4)–O(3) 1.427(7) C(2)=C(1)–H(5) 125.4(20)
C(1)–H(5,6) 1.095(3) C(2)=C(1)–H(6) 121.4(20)
C(2)–H(7) 1.095(3) O(3)–C(2)–H(7) 108.3(7)
C(4)–H(8) 1.105 (3) C(2)–O(3)–C(4) 116.8(18)
C(4)–H(9,10) 1.110(3) O(3)–C(4)–H(8) 105.6(7)

O(3)–C(4)–H(9,10) 110.7(7)
τ1 

b)     0 d)
τ2 

c) 180 d)

Constraints on geometrical parameters
were obtained from ab initio calculations.
The measurements were made at room
temperature.

a) Three times the estimated standard errors.
b) Dihedral angle C(1)=C(2)–O(3)–C(4).
c) Dihedral angle C(2)–O(3)–C(4)–H(8).
d) Fixed.
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MW
rs Å θs deg
C(1)=C(2) 1.339(1) O(3)–C(2)=C(1) 128.0(1)
C(2)–O(3) 1.350(1) C(1)=C(2)–H(7) 121.7(1)
C(4)–O(3) 1.420(1) C(2)=C(1)–H(5) 121.9(1)
C(1)–H(5) 1.096(1) C(2)=C(1)–H(6) 118.3(1)
C(1)–H(6) 1.077(1) O(3)–C(2)–H(7) 110.3(1)
C(2)–H(7) 1.086(1) C(2)–O(3)–C(4) 116.1(1)
C(4)–H(8) 1.077(5) O(3)–C(4)–H(8) 106.9(7)
C(4)–H(9,10) 1.102(1) O(3)–C(4)–H(9,10) 110.3(1)

H(8)–C(4)–H(9) 110.7(8)
H(9)–C(4)–H(10) 108.0(1)
H(5)–C–H(6) 119.7(2)
γ  

a) 109.1(3)
δ (CH3)

 b)     2.3(5)

Atom as [Å] bs [Å] cs [Å]
H(8)   2.3941 00.3281   0.00
C(4)   1.3469 00.5790   0.00
H(9,10)   1.0878 01.1725 ±0.8913
O(3)   0.6297   0.6464   0.00
C(2) 00.7165   0.5464   0.00
H(7) 01.1676   1.5338   0.00
C(1) 01.4609 00.5668   0.00
H(5) 01.0100 01.5657   0.00
H(6) 02.5329 00.4650   0.00

a) The corrected value of the O0C0H angle, defined by
    γ  = (1/3) [(O0C0H(8)) + 2(O0C0H(9))].



b) The tilt angle of the methyl group, defined by δ  = (2/3) [(O0C0H(9)) − (O0C0H(8))].
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