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( 780-8520 5-1)
log(k/Ksor)=m.Yorstm, Y,
N ab initio
p
p a
charge
3
gaussian
B3LYP/6-31G* CHelpG
o-carborane m-carborane p-carborane
R alcohol cation A4charge | alcohol cation A4 charge | alcohol cation A4 charge
H 0.0357 0.5717 05360 |[0.0976 05664 0.4687|0.1326 0.5438 0.4112
Me |0.0325 0.3983 0.3658 |0.0795 0.3786 0.2991|0.0134 0.4556 0.4422
Et 0.0536 0.4456 0.3920 |[0.0797 0.3875 0.3078|0.0317 0.4245 0.3928
t-Bu | 0.0537 0.3436 0.2900 | 0.1741 0.3402 0.1661|0.1413 0.2839 0.1427
Ph 0.0827 0.3223 0.2396 [0.0932 0.3328 0.2395|0.0859 0.3641 0.2782
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