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Table 1 Selected geometry parameters for 1 and 2 as determined by low-temperature X-ray diffraction and by DFT calculations [B3LYP/6-311G(d)]


[Me2AlCH2(Me)N]2CH2 (1)
[Me2GaCH2(Me)N]2CH2 (2)

r[Å] / ([°]
XRD
DFT
XRD
DFT

E-C2
2.020(1)
2.042
2.026(3)
2.052

E-C4
1.971(1)
1.992
1.991(4)
1.996

E-C5
1.962(1)
1.980
1.977(4)
2.008

E-N
2.028(1)
2.104
2.124(3)
2.215

N-C1
1.481(1)
1.479
1.476(4)
1.474

N-C2
1.514(1)
1.514
1.503(4)
1.501

N-C3
1.482(1)
1.469
1.475(4)
1.474

E’-C2-N
105.8(1)
106.8
106.3(2)
107.6

E-N-C2'
110.2(1)
110.1
110.7(2)
110.6

N-C1-N'
106.2(1)
107.3
106.7(3)
107.9

N-E-C2
86.2(1)
84.9
85.1(1)
83.3

C1-N-E
102.2(1)
101.1
100.7(2)
99.8

C1-N-C2
107.1(1)
108.1
108.5(2)
109.3

C2-E-C4
112.3(1)
112.5
112.9(2)
113.4

C2-E-C5
120.6(1)
121.2
122.0(2)
122.3

