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CHsCIO 2-Methyl-2-propenoyl chloride Cs(anti)

Methacryloyl chloride HC=C(CH,)—-C(O)CI

o A 6o deg
C(1)=C(2)  1.342) C(1)=C(2y-C(3) 122.79
C(2rC(4) 1.509) C(1)=C(2}-C(4) 123.99
C(2-C(3)  1.492(7) CI-C(3)-C(2) 116.1(11)
C(3)-Cl 1.792(8) 0=C(3)-C(2) 123.9(15)
C(3)=0 1.191) H(1)-C(1)=C(2) 122.99
C(1yH(1) 1.0819 H(2)-C(1)=C(2) 120.49
C(1yH(2) 1.085) H(3)-C(4)-C(2) 110.39
C(4yH(@3) 1.0919) H(4,5)-C(4)-C(2) 110.99
C(4y-H(4,5) 1.0929) H(4)-C(4-H(5) 107.29

8 Assumed.

Durig, J.R., Brletic, P.A., Li, Y.S., Wang, A.-Y., Little, T.S.: J. Mol. Str@&3(1990) 291.

essentiallyC, (anti)
essentiallyCs (syn

a A? A deg?)

C—H (mean) 1.100(7) C-C=0 125.8(4)
A(C-H)®) ~ 0.019 c-Cc-Cl 114.8(3)
c=0 1.189(3) Cc-C-C  115.3(3)
c-cY 1.497(2) C-C=C  124.2(6)
A(C-C)®  0.029 C=C-H 120.0)
c=C 1.336(3) C-C-H 110%
c—Cl 1.792(3)

The molecule exists as a mixture of two conformers, a more
stableanti form, @nti andsynreferring to the double bonds). Both
forms are planar or near planar except for thg IBidrogen atoms.
Mole fraction of theanti form: 0.89(9) and 0.82(17) at 303 and
573 K, respectively.

AE° = E°(syn) — E°(anti) = 3.3(39) kJ mof and

AS = S(syn) — S°(anti) = —6.6(46) J motk ™.

The nozzle temperatures were 303 and 573 K.

The parameters for 303 K are listed.

) Twice the estimated standard errors including a systematic error.
°) A(C-H) = [C(4)-H] - [C(1)-H].

9 Assumed.

%) (C-C) = 0.5[(C(2)-C(3)) + (C(2)-C(4))].

%) A(C-C) = [C(2)-C(4)] - [C(2)-C3)].
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