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Molekülorbitale von H2O 

C2v 
E C2 (z) σv(xz) σv(yz) 

Linear, 
rotations 

quadratic 

A1 1 1 1 1 z x2, y2, z2 

A2 1 1 -1 -1 Rz xy 

B1 1 -1 1 -1 x, Ry xz 

B2 1 -1 -1 1 y, Rx yz 

E C2 sxz syz 

c(2H1s) 2 0 0 2 
2112 BAsH 

E C2 sxz syz 

c(O) 4 0 2 2 
2112 BBAO 

…mit den Orbitalen 2s (A1), 2pz (A1), 2px (B1) und 2py (B2) 
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Averill & Eldredge, Principles of General Chemistry 



Variationsprinzip 

JM Hollas, Modern Spectroscopy 

 𝐻𝑖𝑗 − 𝐸𝑆𝑖𝑗 𝑐𝑗 = 0

𝑖𝑗

 

Säkulargleichung 

𝜓+/− =
1

2

1

1 ± 𝑆
𝜑𝐴 ± 𝜑𝐵  

𝐸+/− = (𝛼 ± 𝛽)
1

1 ± 𝑆
 

𝐸+/− ≅ (𝐸𝐴 ± 𝛽) 



JM Hollas, Modern Spectroscopy 

Variationsprinzip, Orbitalenergien 



Molekülorbitale von Ethen und Butadien 
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