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trans form -158.08714 a.u. -157.34907 a.u. -0.73807 a.u.

gauche form

(difference) +0.51 kcal/mol +1.09 kcal/mol -0.58 kcal/mol
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HF energy + MP2 energy HF energy MP2 energy
al-transform -197.31301 a.u. -196.39506 a.u. -0.91795 a.u.
gauche form 1(C2-C3)
(difference) +0.48 kcal/mol +1.15 kcal/mol -0.67 kcal/mol
gauche form 2(C2-C3, C3-C4)
(difference) +0.65 kcal/mol +2.35 kcal/mol -1.70 kcal/mol
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