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1 geranyl pyrophosphate

We generated 1645 pathway candidates.
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Figure 1: Number of pathway candidates over time for geranyl pyrophosphate.
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Figure 2: Computation time for individual pathway candidates for geranyl py-
rophosphate.
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2 amygdalin

We generated 100 pathway candidates.
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Figure 3: Computation time for individual pathway candidates for amygdalin.
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Figure 4: Number of pathway candidates over time for amygdalin.
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3 pyrolysine

5 pathway candidates were generated.
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Figure 5: Number of pathway candidates over time for pyrrolysine.
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Figure 6: Computation time for individual pathway candidates for pyrrolysine.
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4 (S)-2-phenyloxirane

11 pathway candidates were generated.
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Figure 7: Number of pathway candidates over time for (S)-2-Phenyloxirane.
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Figure 8: Computation time for individual pathway candidates for (S)-2-
Phenyloxirane.
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5 Remarks

We showed the number of pathway candidates over time empirically for the
example pathway searches we presented in the paper. For a typical pathway
search, the computation time was in the range of minutes for the first 100
pathway candidates. For all examples, the trend shows that the solver takes
more time with each solution, due to the fact that for each additional solution,
the number of constraint and variables in the MILP grows.
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