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Fig. S5 The scope of the third computational prediction. A. 500 predictions made with model B
in Fig. 4B. B. 213 predictions made with model D in Fig. 4D. C. 384 predictions made with a model
(= model E) in which the results of our second experiment were utilized and pairs between chemical
compounds with structure similar to steroid and AR were treated as negatives in constructing the
additional model and the second-layer SVM model. There were some compounds like vitamin D3
(Fig. S4-VI) that were treated as positives in model D but as negative in model E. The weighting
factor w = 10 was used for all the additional models.


