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Figure 1. Flowchart of the present scheme
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Table 1. Results of reactive site screening

Ptz w2 TETH D,

Number of ~ Number of True negative rate " False negative rate”
reaction data descriptors donor%  acceptor % donor%  acceptor %
ReactionPredictor 5551 1500 84.9 68.8 19 13
Present 1110 24 82.0 75.3 1.0 0.7
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Table 2. Results of orbital interaction ranking

Number of  Number of  Accuracy of interaction
[ i 1 7 B . eacton deta_descrptors ___ prediction” %
[2] M. Jones Jr. %, %= RYdkE—ih ReactionPredictor 5551 1500 98.5
BEER, ¥ a — 2 AL, 3 Present 1110 48 84.6

filt, FERALZARLA (2008).
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