
The MO orbitals in the Huckel approximation for ozone are: 
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A single-determinant MO wavefunction of ozone based on the Hückel orbitals would look as 
follows: 
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Developing it into the basis atomic orbitals we get: 
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We will now reorder and gather the components: 





 
   

 312231224
1

332133214
2

321132114
2

332222114
1

33112
1

31223122

33213321

32113211

3322221133118
1

22

2222

2222

224

pppppppp

pppppppppppppppp

pppppppppppp

pppppppp

pppppppp

pppppppp

pppppppppppp

ckeluH

ckeluH























 

Since: 
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We get: 
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