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Figure S1. The predicted interactions of 12a (A) and 13 (B) with AR.  Both compounds form 

identical hydrogen bonds and π-π interaction with AR, compared to 12b. Homology model was 

constructed by aligning the agonistic form of AR (2AMB) with glucocorticoid receptor 

antagonistic conformation (1NHZ). Docked 12a and 13 are colored in blue and yellow, 

respectively. Drug-interacting AR residues are depicted as sticks. Dashed lines indicate hydrogen 

bonds. 
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Figure S2. Differential selectivity of 13 and 12b in cell culture. LNCaP and RWPE-1 cells were 

treated with 12b or 13 for 72 h, respectively. Cell viability was measured using MTT assay. ns, 

not significant; **, P<0.01; ****, P<0.0001. 

 

 

 

 

Table S1. The calculated interaction index of 13 and BSO in treating VCaP and 22Rv1 cells. 

The interaction index is defined as (% viable cells treated with drug combination)/[(% viable cells treated 

with drug 1)×(% viable cells treated with drug 2)]. Cells were pretreated with BSO for 16 h, followed by 

the co-treatment for 24 h. Viability was assessed using MTT assay. 

 

Interaction Index (VCaP) 
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Figure S3. 13 and BSO combination induces ferroptosis in PCa cells. 13 plus BSO-caused 

viability loss is rescued by antioxidants, iron chelator and HO-1 inhibitor. VCaP (A) or 22Rv1 (B) 

cells were treated with 13 (VCaP, 2.5 µM; 22Rv1, 5 µM), DFO (10 µM), α-Tocopherol (α-Toc, 

100 µM), ferrostatin-1 (Fer-1, 0.5 µM) or ZnPP (3 µM) individually or in combination for 24 h. 

BSO (10 µM) was added 16 h prior to other agents. Values stand for mean±SD (n=6-8). ****, 

P<0.0001.  Cell viability was assessed using MTT assay. 
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