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Performance evaluations of the high-throughput virtual screen-
ing pipelines with various covariance matrices

Case 1: Uniform correlation between the surrogate models
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Figure S1: Performance comparison of the optimized high-throughput virtual screening
pipelines in terms of discovery capability.



Screening threshold
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Figure S2: Screening thresholds of the optimized pipelines.
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The number of input samples at each stage
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Figure S3: The number of input samples at each stage.
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Figure S4: Resources used by each stage.
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Figure S5: Performance comparison of the optimized high-throughput virtual screening
pipelines in terms of discovery capability.
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Figure S6: Screening thresholds of the optimized pipelines.
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The number of input samples at each stage
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Figure S7: The number of input samples at each stage.
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Figure S8: Resources used by each stage.
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Figure S9: Performance comparison of the optimized high-throughput virtual screening
pipelines in terms of discovery capability.
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Figure S10: Screening thresholds of the optimized pipelines.
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The number of input samples at each stage
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Figure S11: The number of input samples at each stage.
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Resources used by each stage
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Figure S12: Resources used by each stage.
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Case 2: Non-uniform correlation between the surrogate models
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Figure S13: Performance comparison of the optimized high-throughput virtual screening
pipelines in terms of discovery capability.
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Figure S14: Screening thresholds of the optimized pipelines.
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Figure S15: The number of input samples at each stage.
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Figure S16: Resources used by each stage.
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Figure S17: Performance comparison of the optimized high-throughput virtual screening
pipelines in terms of discovery capability.
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Figure S18: Screening thresholds of the optimized pipelines.
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The number of input samples at each stage
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Figure S19: The number of input samples at each stage.
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Figure S20: Resources used by each stage.
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Figure S21: Performance comparison of the optimized high-throughput virtual screening
pipelines in terms of discovery capability.
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Figure S22: Screening thresholds of the optimized pipelines.
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Figure S24: Resources used by each stage.
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Figure S25: Performance comparison of the optimized high-throughput virtual screening
pipelines in terms of discovery capability.
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Figure S27: The number of input samples at each stage.
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Figure S28: Resources used by each stage.
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Figure S29: Performance comparison of the optimized high-throughput virtual screening
pipelines in terms of discovery capability.
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Figure S30: Screening thresholds of the optimized pipelines.
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Figure S31: The number of input samples at each stage.
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Figure S33: Performance comparison of the optimized high-throughput virtual screening
pipelines in terms of discovery capability.
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Figure S35: The number of input samples at each stage.
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Figure S36: Resources used by each stage.
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Figure S37: Performance comparison of the optimized high-throughput virtual screening
pipelines in terms of discovery capability.
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Figure S38: Screening thresholds of the optimized pipelines.
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Figure S39: The number of input samples at each stage.
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Figure S40: Resources used by each stage.
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Figure S41: Performance comparison of the optimized high-throughput virtual screening
pipelines in terms of discovery capability.
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Figure S42: Screening thresholds of the optimized pipelines.
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Figure S43: The number of input samples at each stage.
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Figure S44: Resources used by each stage.
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Figure S45: Performance comparison of the optimized high-throughput virtual screening
pipelines in terms of discovery capability.
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Figure S46: Screening thresholds of the optimized pipelines.
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Figure S47: The number of input samples at each stage.

47



le8

2.0
1.5 1
—e— [S1,S4]: 1l x a1
1.0 4 —— [S1,54]: 1Xal X ¢4
0.5
0.0 ) T T T T T
0.0 0.5 1.0 1.5 2.0 2.5 3.0
le8
2 1e8
<
@ 2.0 A
=
2
O 1.5 1
2 —e— [51,52,54]: 1M1l x 1
3 1.0 4 —v— [S1,52, 84l X2l X ¢,
E —— [51,52,Sal: 1Xa1 X ¢4
8 0.5
2
é 0.0 ) T T T T T
0.0 0.5 1.0 1.5 2.0 2.5 3.0
1e8
le8
2.0
1.5 1 —o— [51,52,53,54]: X1l x €1
—v— [51,52,53,54]: )2l X €2
1.0 4 —— [51,52,53,54]: X531 X ¢3
—— [51,52,53,54]: 1Xa] X ¢4
0.5
0-0 ) T T T |; T
0.0 0.5 1.0 1.5 2.0 2.5 3.0
Total computational budget le8

Figure S48: Resources used by each stage.
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