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1.Free Al4Li, (C,p) [Singlet]

#RB3LYP/6-311++G(d,p)
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E =-999.9330848 Hartree

Frequency Analysis:
Number of imaginary frequencies = 0

Lowest Frequency in cm™ = 88

2. ALLi,BH (C,,) [Singlet]

#RB3LYP/6-311++G(d,p)
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E =-1025.4052233 Hartree
Frequency Analysis:

Number of imaginary frequencies = 0
Lowest Frequency in cm™ = 69

#b3lyp/6-311++g**

13 0.000000000  1.867652000  0.246329000
13 1.867652000  0.000000000  0.246329000
13 0.000000000 -1.867652000  0.246329000
13 -1.867652000  0.000000000  0.246329000
3 -1.642361000 -1.642361000 -1.852685000
3 1.642361000 -1.642361000 -1.852685000
3 1.642361000  1.642361000 -1.852685000

3 -1.642361000  1.642361000 -1.852685000
5 0.000000000  0.000000000  1.370912000

1 0.000000000  0.000000000  2.568551000

E =-1025.403747 Hartree
Frequency Analysis:

Number of imaginary frequencies = 1
Lowest Frequency in cm’ = -67



4. ALLi,C (C,,) [Singlet]

#b3lyp/6-311++g**
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E =-1038.0347987 Hartree

Frequency Analysis:
Number of imaginary frequencies = 0

Lowest Frequency in cm™ = 98

5. AL,Li,C (C,,) [Singlet]

#b3lyp/6-311++g**
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E =-1038.0320633 Hartree

Frequency Analysis:
Number of imaginary frequencies = 1
Lowest Frequency in cm’ =-92



