0

20

40

60

80

-5 0 5 10 15 20 25 30

lm1220

lm1298 lm1228 lm1261

lm1258 lm1240 lm1339

lm1166

Variable 1577 (kcal/mol)

Activity (% Inhibition)

molecules in test set 2 molecules in test set 3

Figure 5. Scatter plot of X-variable 1577 against activity for the 26 inhibitors

Supporting Information: Ortiz et al. Reliability of CoMFA Models