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Table 1 
Calculated energies (absolute in au, relative energy and Hagg in kcal mol–1) for {[HC(O)N(H)Al(Me)2But]Li}n (n = 1, 2).  aWith respect to 12a+12a.  bw.r.t. 12b+12b.

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

Compound
n
Abs. Energy
Rel. Energy
Hagg

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

12a
1
–653.754891
0.00
–

12b
1
–653.754282
+0.38
–







12c
2
–1307.568890
+0.01
–37.09a

12d
2
–1307.568909
0.00
–37.10a







12e
2
–1307.566378
+0.05
–36.28b

12f
2
–1307.566459
0.00
–36.32b

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

