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ED, MW

Gy

H3C_CH2_CH3

GHsg Propane

re 9 A or deg

c-C 1.5209(9) c-C-C 112.35(11)

C-H") 1.0929(20) H-C—H) 106.13(32)

C—-H(s) 1.0877(35) H(a)—C—H(s) 107.04(28)

C-H(a) 1.0907(19) C—C—-H(s) 111.60(31)
C—C-H(a) 110.62(10)

% Multiple isotope substitution structure.
®) Unlabelled hydrogens occupy the methylene group.

Tam, H.S., Choe, J.l., Harmony, M.D.: J. Phys. Ch@#{1991) 9267.

rs A 6 deg

c-C 1.526 (2) c-C-C 112.4(2)
C-H(CH,) 1.096(2) H-C-HCH,)  106.1(2)
C-H(s) 1.089(9) H(a)-C—-H(s) 108.1
C-H(a) 1.094 H(a)-C-H(a) 107.3

C-H (CH) 1.091(10Y) C-C—H(s) 111.8(10)
C-C-H(a) 110.6
H-C-H (CH)  107.7(10§)

Atom las| [A] Ibs|[Al  |cel [A]

C(CH) +1.2682 0.2698 0.0

H(s) +2.1664  -0.3412 0.0

H(a) +1.2976 0.9172  +0.8809

C(CH) 0.0 -0.5819 0.0

H(CH) 0.0 -1.2381  +0.8757

The conformation of the methyl groups is staggered with respect to thgrQip.
3 Average value.

Lide, D.R.: J. Chem. Phy83 (1960) 1514.

rg A a) 90( dega)
C-C 1.532(3) c—C-C 112(1)
C-H 1.107(5) H—-C—H 107(3)

By combining the ED results with the MW data, the zero-point average structure has

also been determined. Loca},Gymmetry was assumed for the methyl groups.
The nozzle was at room temperature.

8 Estimated limits of error.

lijima, T.: Bull. Chem. Soc. Jpd5 (1972) 1291.
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