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Reactions LC-BOP BOP B3LYP RSIC-BOP  Expt.

CH,F+H - CH,F+H, 7.3 34 5.9 8.6 9.0

NH,+H — NH,+H, 12.3 47 75 5.4 114

1,2,45-C,N,H, - N,+2HCN 50.5 27.3 39.7 350 518

CH,CI+CI" - CI+CH,CI 2.6 -55 -21 - 29

CH;Br+H - CH;+BrH 3.8 0.5 19 - 58

H,0+0OH - OH+H,0O 18 -2.0 3.8 6.4 8.6

MAE 3.1 53 34 8.1
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