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Accuracy 0.94444 0.94444 0.94444 0.94444 0.94444
R2 0.96574 0.99439 0.99944 0.99969 0.99983

Q2 0.85139 0.92421 0.9325 0.93521 0.93582

Figure 1S: Q2 is an estimate of the predictive ability of the model, and is calculated via cross-validation (CV). In each
CV, the predicted data are compared with the original data, and the sum of squared errors is calculated. The prediction
error is then summed over all samples (Predicted Residual Sum of Squares or PRESS). For convenience, the PRESS is
divided by the initial sum of squares and subtracted from 1 to resemble the scale of the R2. Good predictions will have
low PRESS or high Q2.



