Electronic Supplementary Information (33 files)

1. CIF file for compounds 2, 8, 16, 17 and 22

Publication.cif

2. Rotatable 3D-molecular structure diagrams of experimental geometries of 2, 8, 16, 17 and 22 in CHIME format

2X.xyz  

experimental geometry of 2
8X.xyz 

experimental geometry of 8
16X.xyz 

experimental geometry of 16 conformation B

17X.xyz

experimental geometry of 17

22X.xyz

experimental geometry of 22

3. Rotatable 3D-molecular structure diagrams of optimized geometries in CHIME format.

2.xyz  


HF/6-31G* optimized geometry of 2
7.xyz 


HF/6-31G* optimized geometry of 7
8.xyz 


HF/6-31G* optimized geometry of 8
9.xyz 


HF/6-31G* optimized geometry of 9
10.xyz 


HF/6-31G* optimized geometry of 10
11.xyz 


HF/6-31G* optimized geometry of 11
12.xyz 


HF/6-31G* optimized geometry of 12
13.xyz 


HF/6-31G* optimized geometry of 13
14.xyz 


HF/6-31G* optimized geometry of 14
15.xyz 


HF/6-31G* optimized geometry of 15
16A.xyz 

HF/6-31G* optimized geometry of 16 conformation A

16B.xyz 

HF/6-31G* optimized geometry of 16 conformation B

17.xyz 


HF/6-31G* optimized geometry of 17
18.xyz 


HF/6-31G* optimized geometry of 18
19.xyz 


HF/6-31G* optimized geometry of 19
20.xyz 


HF/6-31G* optimized geometry of 20
22.xyz 


HF/6-31G* optimized geometry of 22
22MP2.xyz 


MP2/6-31G* optimized geometry of 22
alt17.xyz 

HF/6-31G* optimized geometry of Ar’2BF(OH)- anion 
alt20.xyz 


HF/6-31G* optimized geometry of Ar’’BClF·OEt2 
bcl3.xyz


HF/6-31G* optimized geometry of BCl3·OEt2
bochmann.xyz

HF/6-31G* optimized geometry of (C6F5)2BF·OEt2
mair.xyz


HF/6-31G* optimized geometry of Ph2BCl·THF

whiting.xyz


HF/6-31G* optimized geometry of Me2NC10H6BF2
Mes2BOH.xyz

HF/6-31G* optimized geometry of Mes2BOH

4. List of total energies for HF/6-31G* optimized geometries (energies.doc)

5. Tables of geometric parameters for HF/6-31G* optimized geometries and related X-ray geometries (tables.doc)

