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Table 3
Calculated energies (absolute energy in au, relative energy and Hagg in kcal mol–1) for {[HC(O)N(H)Al(Me)(But)OMe]Li}n, {[HC(O)N(H)Al(Me)2O-But]Li}n (n = 1, 2) and the mixed dimer {[HC(O)N(H)Al(Me)(OMe)-But]Li·[HC(O)N(H)Al(Me)2OBut]Li}.  aWith respect to 13a+13a.  bw.r.t. 13b+13b.  cw.r.t 13a+13b.

–––––––––––––––––––––––––––––––––––––––––––––––––––––––––––––––––––––––––––

Compound
n
Abs. Energy
Rel. Energy
Hagg

–––––––––––––––––––––––––––––––––––––––––––––––––––––––––––––––––––––––––––

13a
1
–728.688697
+14.78
–

13b
1
–728.712250
0.00
–







13c
2
–1457.434066
+0.43
–35.56a

13d
2
–1457.434751
0.00
–35.99a







13e
2
–1457.478889
+0.39
–34.13b

13f
2
–1457.479509
0.00
–34.52b







13g
2
–1457.456518
+0.40
–34.87c

13h
2
–1457.457158
0.00
–35.27c
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