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Table S1. Tested weighting schemes during a pretest for phase II. Bold: selected parameters for 

testing by multiple partners in phase II. 

 

 

 

 

 

 

Table S2. Phase III results of different weighting schemes averaged over 3 partners and 5 folds for 

synoptic performance (median and lower quartile task, AUROC) compared to baseline (1) perfor-

mance. Fractive: fraction of actives, *statistically significant. 

 % better tasks* (averaged 

over 3 partner) 

% worse tasks* (averaged 

over 3 partner) 

Balance down weight 0 2.36 

Balance up weight 0 74.08 

Based on task size 0 2.24 

Fractive down weight 0 0.19 

Fractive up weight 0 0.48 

Intra down weight balanced 0 1.36 

Intra down weigh excess ac-

tives 

0 1.65 

Intra down weight excess in-

actives 

0 2.95 

Intra down weight imbal-

anced 

0 5.70 

Based on task number 0 5.70 

 

 
fixed continuous baseline 

thresholds 1000, 2000, 

4000, 5000, 

95% quantile 

100, 500, 

1000, 5000, 

95% quantile 

- 

weights 0.6, 0.7, 0.8, 

0.9 

0.01, 0.02, 

0.04, 0.05, 

0.08, 0.1 

1 
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Figure S1. Phase II results of different weighting schemes averaged over 5 partners and 5 folds for synoptic and decon-

voluted performances(median and lower quartile (blue and red boxes), only median (orange and purple boxes) and 

only lower quartile task (green and brown boxes), AUROC): (a) continuous weighting scheme with weight 0.02 and 

steps left: 500 and right: 1000, (b) fixed weighting scheme with cutoff 1000 and left: weight of 0.6 and right weight of 

0.9, (c) fixed weighting scheme with 95% quantile cutoff and left: weight 0.6 and right weight 0.9, (d) left weighting 

based on task size, right: weight set to one divided by number of datapoints. Green: better performance than baseline 

(1), red: worse performance than baseline. 
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Figure S2. Phase II results of different weighting schemes averaged over 5 partners and 5 folds for synoptic and decon-

voluted performances(median and lower quartile (blue and red boxes), only median (orange and purple boxes) and 

only lower quartile task (green and brown boxes), AUPR): (a) continuous weighting scheme with weight 0.02 and steps 

left: 500 and right: 1000, (b) fixed weighting scheme with cutoff 1000 and left: weight of 0.6 and right weight of 0.9, (c) 

fixed weighting scheme with 95% quantile cutoff and left: weight 0.6 and right weight 0.9, (d) left weighting based on 

task size, right: weight set to one divided by number of datapoints. Green: better performance than baseline (1), red: 

worse performance than baseline. 

 

Figure S3. Correlation analysis for one partner of a) AUCPR and b) AUCROC. Results from a second partner are avail-

able and comparable and thus not shown. Analyzed factors are: blue: scaled weight, yellow: scaled fraction actives, 

green: scaled assay size, red: scaled number of scaffolds, purple: scaled scaffold ratio. 00: 1/task_number, 01: balance 

down weight, 02: balance up weight, 03: task size (phase III), 04: fractive down weight, 05: fractive up weight, 06: intra 

down weight balanced, 07: intra down weight excess actives, 08: intra down weight excess inactives, 09: intra down 

weight imbalanced. 
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Figure S4. Phase III results averaged over 5 partners and 5 folds for synoptic and deconvoluted performances(median 

and lower quartile (blue and red boxes), only median (orange and purple boxes) and only lower quartile task (green 

and brown boxes), AUROC): (a) global weighting wrt. label balance left: down-weighting balanced tasks and right: 

down-weight imbalanced tasks, (b) global weighting wrt. fraction actives left: down-weighting excess of actives and 

right: down-weight excess of inactives, (c) intra assay weighting wrt. label balance left: down-weighting balanced tasks 

and right: down-weight imbalanced tasks, (d) intra assay weighting wrt. fraction actives left: down-weighting excess of 

actives and right: down-weight excess of inactives, (e) left: weight set wrt. number of datapoints and right: based on 

1/task_number. Green: better performance than baseline (1), red: worse performance than baseline. 
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Figure S5. Phase III results averaged over 5 partners and 5 folds for synoptic and deconvoluted performances (median 

and lower quartile (blue and red boxes), only median (orange and purple boxes) and only lower quartile task (green 

and brown boxes), AUPR): (a) global weighting wrt. label balance left: down-weighting balanced tasks and right: down-

weight imbalanced tasks, (b) global weighting wrt. fraction actives left: down-weighting excess of actives and right: 

down-weight excess of inactives, (c) intra assay weighting wrt. label balance left: down-weighting balanced tasks and 

right: down-weight imbalanced tasks, (d) intra assay weighting wrt. fraction actives left: down-weighting excess of 

actives and right: down-weight excess of inactives, (e) left: weight set wrt. number of datapoints and right: based on 

1/task_number. Green: better performance than baseline (1), red: worse performance than baseline. 


