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Table 3. Comparison of various DFT methods for [(Me)Ga(3-O)]4. 


B3LYP/6-31G**
B3LYP/Stutt.
LSDA/Stutt.
B3LYP/LANL2DZ
Experiment

Ga-O (Å)
1.931
1.990
2.000
1.932
1.922a
Ga-C (Å) 
1.952
1.961
1.962
1.941
1.97 - 2.0b,c
Ga-O-Ga (°)
91.6
92.99
93.7
94.4
90.0a
O-Ga-O (°)
88.5
87.0
86.1
85.4
89.7a
a N. Wiberg, K. Amelunxen, H. -W. Lerner, H. Noth, W. Ponikwar, and H. Schwenk, J. Organomet. Chem., 1999, 574, 246. 

b A. Keys, S. G. Bott, and A. R. Barron, Polyhedron, 1998, 17, 3121. 

c A. Keys, T. Barbarich, S. G. Bott, and A. R. Barron, J. Chem. Soc., Dalton Trans., 2000, 577. 

Table 4. Comparison of the structural parameters for the calculated [MeGa(3-O)]6 and empirical [(tBu)M(3-E)]6 structures.a 

Compound
M-E
M-E-M
E-M-E 


(Å)
(°)
(°)

[(Me)Ga(3-O)]6
1.92, 2.02
129.4, 94.9
110.3, 81.4

[(tBu)Al(3-O)]6
1.78, 1.91
127.6, 91.8
113.2, 87.9

[(tBu)Ga(3-S)]6
2.32, 2.39
117.5, 82.5
119.7, 97.4

a M. R. Mason, J. M. Smith, S. G. Bott, and, A. R. Barron, J. Am. Chem. Soc., 1993, 115, 4971; M. B. Power, J. W. Ziller, and A. R. Barron, Organometallics, 1992, 11, 2783.
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