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Fig.1  three assigned rotational conformers of 1,4-pentadiene
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Fig 2. Potential energy versus the internal rotation angle.

Table 1. Observed rotational constans of 1,4-pentadiene, compared with those calculated
by an ab initio MO method

Experimental cis-skew form skew-skew form skew-skew’ form
A /MHz 11064.0188 (16) 19948.268(12) —

B /MHz 3154.6678(67) 2351.8644(96) —

C /MHz 2683.3633(59) 2332.6633(93) —

N (a-type) - — -

N (b type) 23 17 —

N (c type) — — —

ab initio

calculation

A /MHz 10776.28 19157.09 13623.71

B /MHz 3199.04 2372.65 2610.20

C /MHz 2709.10 2355.58 2470.41
w /D 0.035 0 0
W /D 0.364 0.124 -0.253
w /D 0.016 0 -0.105
AE /em’ 187 0 222

(&3 k]
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