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Figure S1. Root-mean-square error of cross-validation (RMSECYV) scores and classification error
averages from both calibration and cross-validation for PLS-DA of the first run (left) and the second run

(right).
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Figure S2. Mean (solid lines) and standard deviations (dashed lines) of Raman spectra of Palmer
amaranth leaves, colorized by male (red/yellow) and female (blue/black) for the first run (top) and the

second run (bottom).
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Figure S3. ANOVA tests for bands of physiological importance from the Raman spectra of mature Palmer
amaranth leaves, male (green) and female (red). The data displayed is from the second experimental run.



