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Figure 1S: The main screen of QSAR modeling program

Cross validation

Number of latent variables: 2

Number of samples to remove in cross validation: |1

Figure 2S. Window from QSAR Modeling where the user chooses the maximum number of latent
variables and the number of samples to be removed during cross validation.




Number of latent variables for OPS: ’:

Number of latent variables for the model: Ij
Number of samples to remove in cross validation: ’:
Window: Ii Increment: ’7

Percentage of variables: Ij
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Figure 3S: QSAR modeling window where the user can choose the options to run the OPS
algorithm



: Outlier detection results
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Figure 4S. Results from outlier detection including Leverage and Studentized residuals values for

compounds from the training set.



Number of latent variables: |3

Maximum number of samples to remove in cross validation: |10

Number of repetitions for each cross validation: |3
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Figure 5S: Leave-N-out validation procedure to assess the robustness of a model using QSAR modeling.

Y-randomization

Number of latent variables: |3

Number of samples to remove in cross validation: |1
Number of randomizations: |50

Figure 6S. y-randomization validation procedure to verify chance correlation of a model using

QSAR modeling.



