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CH3-AlH2

1 2 3 4 5 6

0

50

100

150

200

Re
la

tiv
e 

En
er

gy
 (k

ca
l/m

ol
)

Bond length (Angstrom)

 B3LYP
 G4
 PBE
 ReaxFF

NH2-AlH2
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Training set of bond angle:
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