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Algorithm of TS calculation

1. Find approximate TS geometry

2. Calculate Frequency of vibrations.
3.Calculate TS

4.Check Iif only one frequency Is imaginary?
5. Calculate Intrinsic reaction path.



Cis-Trans isomerization of butadiene
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Calculated Parameters

(6-31G(d,p)

HF B3LYP MP2
-154.925529 -155.886390 -155.466769
-154.930324 -155.891980 -155.470933
-154.920668 -155.879986 -155.461412

6.06 7.53 5.97
5.28 6.72 5.32
3.05 4.02 3.36
2.29 3.26 2.67
3.01 3.51 2.61

2.99 3.47 2.64 10



IRC curve of gosh-trans isomerization
MP2/6-31G(d,p)

E(kcal/mol)

11



