Molecular Orbital Coefficients:
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Aus den LCAO-Koeffizienten wird die Dichte-Matrix berechnet:

2PX
2PY
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(sG) --0
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(SG) --V
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DENSITY MATRIX:

11 F 1s
2 238
3 2PX
4 2PY
5 2PZ
6 2 H 1S

1
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-0.494¢67
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2.13117
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(SG)--0 (PI)--0
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(PI)--0
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Aus der Dichte-Matrix und der Uberlappmatrix wird die Populations-Matrix

berechnet:

Full Mulliken population analysis:

1 2
11 F 1S 2.11697
2 25 -0.11773 2.13117
3 2PX
4 2PY
5 2P7Z
6 2 H 1S -0.00011 -0.06522
Gross orbital populations:
1
11 F 1S 1.99913
2 2S 1.94822
3 2PX 2.00000
4 2PY 2.00000
5 2PZ 1.24490
6 2 H 1S 0.80775
Z(Fluor)=9 , Z(Wasserstoff)=1)
Mulliken atomic charges:
1
1 F -0.192250
2 H 0.192250
Sum of Mulliken charges= 0.00000

2.00000
2.00000

0.98683
0.25807

0.61501



