SUPPLEMENTARY INFORMATION

Boron NMR shifts and relative energies for 2-MeB4H9 and 2-BrB4H9 isomers

Comparison between observed and calculated (GIAO-B3LYP/6-311G*//MP2/6-31G*) 11B shifts


Calculated exo isomer
Observed
Calculated endo isomer






2-MeB4H9
2.7 (-2.8)
+5.5
7.2 (+1.7)


-11.9 (-2.9)
-9.0
-8.6 (+0.4)


-45.1 (-6.9)
-38.2
-43.7 (-5.5)






2-BrB4H9
3.0 (+4.5)
-1.5
10.5 (+12.0)


-14.7 (-4.7)
-10.0
-8.6 (+1.4)


-45.3 (-10.6)
-34.7
-41.9 (-7.2)

Differences between calculated and observed values shown in parentheses. The correlation between the calculated shifts for the exo isomer and observed shifts are better in both compounds.

Relative energies (at HF/6-31G* levels)

For 2-MeB4H9, exo isomer is more stable than endo by ca 1.6 kcalmol-1.

For 2-BrB4H9, exo isomer is more stable than endo by ca 1.3 kcalmol-1.

