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Hückel Molecular Orbital Method—HMO
1931 Hückel
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4.2  

4.2.1 HMO
1.

(MO)

LCAO-MO

Pauli Hund
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4.2.2 HMO
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x1= 1.618
c1=c4; c2=c3; c2=1.618c1

1=c1 1+1.618c1 2+1.618c1 3+c1 4
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4.2.4  HMO
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3. (FEMO) 

l = (2k+1)d 
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4.2.5  HMO
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4.2.6 HMO
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4.3 

4.3.1 
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4.3.2 

occ

k
kjkikij ccnP
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1 0
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1 1 2
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P12 =2(c11c12+c21c22) =2(0.372 0.602+0.602 0.372)=0.896
P23 =2(c12c13+c22c23)=0.448
P34 =2(c13c14+c23c24)=0.896
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4.3.3 
1. i

( , )

j
iji PN )( j i

1
N1=3+0.896=3.896 

C C

C C

H

H

H

H H

H0.896

0.896

0.448

CH2

C

CH2H2C

0.577

0.577 0.577

C (Nmax) C
Nmax = 0.577 3 +3 = 4.732

2. Fi=Nmax-Ni

F1=4.732-3.896=0.836
F2=4.732-(3+0.896+0.448)=0.388
F3=F2=0.388 F4=F1=0.836
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4.3.4 

1. HMO
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4.4 

4.4.1 
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(Frontier Orbital)
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4.4.2 
(Theory of Conservation of Orbital Symmetry)

C2
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