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Supplementary Figure 1 Convergence curves of ACO, GA, and TS on the aprindine dataset. Stars indicate the best solution with fitness value and iteration number annotated. Mean fitness is calculated with infinite values excluded
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Supplementary Figure 2 Convergence curves of ACO, GA, and TS on the bedaquiline dataset. Stars indicate the best solution with fitness value and iteration number annotated. Mean fitness is calculated with infinite values excluded
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Supplementary Figure 3 Convergence curves of ACO, GA, and TS on the cefaclor dataset. Stars indicate the best solution with fitness value and iteration number annotated. Mean fitness is calculated with infinite values excluded
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Supplementary Figure 4 Convergence curves of ACO, GA, and TS on the cefaclor dataset. Stars indicate the best solution with fitness value and iteration number annotated. Mean fitness is calculated with infinite values excluded
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Supplementary Figure 5 Convergence curves of ACO, GA, and TS on the cephalexin dataset. Stars indicate the best solution with fitness value and iteration number annotated. Mean fitness is calculated with infinite values excluded
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Supplementary Figure 6 Convergence curves of ACO, GA, and TS on the clofazimine dataset. Stars indicate the best solution with fitness value and iteration number annotated. Mean fitness is calculated with infinite values excluded
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Supplementary Figure 7 Convergence curves of ACO, GA, and TS on the diazepam dataset. Stars indicate the best solution with fitness value and iteration number annotated. Mean fitness is calculated with infinite values excluded
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Supplementary Figure 8 Convergence curves of ACO, GA, and TS on the fluorouracil dataset. Stars indicate the best solution with fitness value and iteration number annotated. Mean fitness is calculated with infinite values excluded
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Supplementary Figure 9 Convergence curves of ACO, GA, and TS on the imipenem dataset. Stars indicate the best solution with fitness value and iteration number annotated. Mean fitness is calculated with infinite values excluded
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Supplementary Figure 10 Convergence curves of ACO, GA, and TS on the linezolid (844567) dataset. Stars indicate the best solution with fitness value and iteration number annotated. Mean fitness is calculated with infinite values excluded
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Supplementary Figure 11 Convergence curves of ACO, GA, and TS on the linezolid dataset. Stars indicate the best solution with fitness value and iteration number annotated. Mean fitness is calculated with infinite values excluded
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Supplementary Figure 12 Convergence curves of ACO, GA, and TS on the oxprenolol (iv) dataset. Stars indicate the best solution with fitness value and iteration number annotated. Mean fitness is calculated with infinite values excluded
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Supplementary Figure 13 Convergence curves of ACO, GA, and TS on the oxprenolol (oral) dataset. Stars indicate the best solution with fitness value and iteration number annotated. Mean fitness is calculated with infinite values excluded
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Supplementary Figure 14 Convergence curves of ACO, GA, and TS on the paclitaxel dataset. Stars indicate the best solution with fitness value and iteration number annotated. Mean fitness is calculated with infinite values excluded
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Supplementary Figure 15 Convergence curves of ACO, GA, and TS on the pheno_sd dataset. Stars indicate the best solution with fitness value and iteration number annotated. Mean fitness is calculated with infinite values excluded
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Supplementary Figure 16 Convergence curves of ACO, GA, and TS on the pindolol dataset. Stars indicate the best solution with fitness value and iteration number annotated. Mean fitness is calculated with infinite values excluded
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Supplementary Figure 17 Convergence curves of ACO, GA, and TS on the polymyxinB dataset. Stars indicate the best solution with fitness value and iteration number annotated. Mean fitness is calculated with infinite values excluded
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Supplementary Figure 18 Convergence curves of ACO, GA, and TS on the pretomanid dataset. Stars indicate the best solution with fitness value and iteration number annotated. Mean fitness is calculated with infinite values excluded
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Supplementary Figure 19 Convergence curves of ACO, GA, and TS on the relebactam dataset. Stars indicate the best solution with fitness value and iteration number annotated. Mean fitness is calculated with infinite values excluded
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Supplementary Figure 20 Convergence curves of ACO, GA, and TS on the relebactam dataset. Stars indicate the best solution with fitness value and iteration number annotated. Mean fitness is calculated with infinite values excluded
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Supplementary Figure 21 Convergence curves of ACO, GA, and TS on the tobramycin dataset. Stars indicate the best solution with fitness value and iteration number annotated. Mean fitness is calculated with infinite values excluded
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Supplementary Figure 22 Convergence curves of ACO, GA, and TS on the tobramycin dataset. Stars indicate the best solution with fitness value and iteration number annotated. Mean fitness is calculated with infinite values excluded
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