
S1 Fig. Comparison of VS performance with and without hydrogen bond optimization. The known ligands vs. decoys and agonist vs. inhibitors 
(or vice versa) are compared respectively for (a,b) AA2AR-ZM 3EML, (c,d) AA2AR-ZM 4EIY, (e,f) B1AR-DOB 2Y00-A, (g,h) B1AR-CYP 2VT4, (i,j) 
B1AR-CYP 2YCX, (k,l) B1AR-CYP 2YCY, (m,n) B1AR-CYP 4BVN, (o,p) B2AR-BI 3P0G, (q,r) B2AR-BI 4LDE, (s,t) B2AR-BI 3SN6, (u,v) B2AR-CAR 
2RH1 and (w,x) DOR-NAL 4N6H. 
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