Table. Comparison between optimised and experimental (in italics) structural data for three-coordinate boron compounds. Bond distances (Å) and angles (°) are averaged where appropriate.

  
Ar2B(OH) 
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Ar2BF 
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B-C
1.622
1.613
1.607
1.591
1.596
1.582
1.599
1.597
1.579
1.563
1.569

B-X
1.333
1.340
1.310
1.313


1.352
1.358
1.334
1.354
1.339

B···X
2.832
2.845
2.781
2.670
2.836
2.806
2.606
2.628




X···H






2.384
2.710




C-B-C
126.7
125.73
129.0
128.5
119.9
119.8


128.5
125.7
125.39

C-B-X
116.9
117.13
115.5
115.75


125.3
120.9
115.8
117.2
116.82

X-B-X






117.3
118.15




Table. Optimised and experimental (in italics) structural data for four-coordinate boron compounds. Bond distances (Å) and angles (°) are averaged where appropriate.
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X-ray
(C6F5)2BF.OEt2













B-O
1.599
1.614
1.627
1.672
1.704
1.701
1.755
1.657
1.569(2)
1.715

B-F

1.343
1.345
1.347
1.350
1.354
1.370


1.358

B-Cl
1.834
1.838
1.845




1.906
1.893(2)


B-C




1.639
1.663
1.638
1.615
1.601
1.629

F-B-O

104.0
104.2
103.0
101.7
97.4
98.3


100.7

Cl-B-O
106.4
106.9
105.5




101.6
104.1(1)


C-B-O




109.0
105.6
106.0
105.9
107.2
105.9

C-B-F




114.7
112.4
110.5


111.6

C-B-Cl







112.4
111.5


F-B-F


115.0
115.1
112.2






F-B-Cl

112.5
113.3








Cl-B-Cl
112.3
113.5









C-B-C





120.4
122.3
117.0
114.8
119.3

