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Supplementary Figures 

 

Supplementary Figure 1. Toxicity profiling of the excluded NR3 CG compound candidates. Compounds are labeled according 

to their mode of action (yellow - agonist, grey - antagonist, grey with label D - degrader) and grouped by their NR3 subfamily main 

targets. HEK293T cells were incubated with the test compounds at the indicated concentrations solubilized with 0.1% DMSO for 24 

h. a Growth-rate (GR) was determined based on the change in confluence over 24 h normalized to the change in confluence of cells 

treated with the 0.1% DMSO control (n=6). b Metabolic activity (MA) was determined with a water-soluble tetrazolium-8 (WST-8) 

assay after 24 h treatment (n=6). c Apoptosis induction (AI) was detected with a fluorogenic DNA dye coupled to the caspase-3/7 

recognition sequence (DEVD) after 24 h treatment and the apoptotic cell count was normalized to 0.1% DMSO treated cells (n=6). 

 

 

 

 

Supplementary Figure 2. Activity and selectivity profiling of the excluded NR3 CG compound candidates. Compounds are 

labeled according to their mode of action (yellow - agonist, grey - antagonist, grey with label D - degrader) and grouped by their NR3 

subfamily main targets. a NR3 modulation profiles of the excluded NR3 CG compound candidates reported in literature. The heatmap 

shows the potency expressed as pEC50 (red; agonists) or pIC50 (blue; antagonists and inverse agonists) reported in literature. For 

Biochanin A, only single-point activity data but no EC50/IC50 has been reported (yellow; n.a.). b Selectivity profiling of the excluded 

NR3 CG compound candidates at the indicated concentrations in uniform Gal4-hybrid reporter gene assays for selected NRs 

representing the NR1, NR2, NR4 and NR5 families. As reference ligands T3 (1 µM; NR1A1 (THRα)), retinoic acid (1 µM; NR1B1 

(RARα)), rosiglitazone (1 µM; NR1C3 (PPARγ)), SR1001 (1 µM; NR1F3 (RORγ)), T0901317 (1 µM; NR1H3 (LXRα)), calcitriol (1 µM; 

NR1I1 (VDR)), SR12813 (1 µM; NR1I2 (PXR)), CITCO (1 µM; NRI3 (CAR)), compound 9 from [1] (30 µM; NR2A1 (HNF4α)), 

bexarotene (1 µM; NR2B1 (RXRα)), amodiaquine (100 µM; NR4A1 (Nur77)) and an in-house compound (50 µM; NR5A2 (LRH1)) 

were used. c Profiling of the excluded NR3 CG compound candidates for off-target binding in a liability target screening by differential 

scanning fluorimetry (DSF). Proteins were used at 2 µM; staurosporine (ABL1, AURKA, CDK2, FGFR3 and GSK3B), (+)-JQ1 (BRD4), 

GSK6853 (BRPF1), PK016714a (CSNK1D), GDC-0994 (MAPK1) and IACS-9571 (TRIM24) served as positive controls (pos. ctrl) at 

a concentration of 20 µM. The heatmap shows the mean ΔTM calculated by the Boltzmann fit (n=2). 
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Supplementary Figure 3. Non-specific transcriptional effects of the excluded NR3 CG compound candidates. Compounds 

are labeled according to their mode of action (yellow - agonist, grey - antagonist, grey with label D - degrader) and grouped by their 

NR3 subfamily main targets. The heatmap shows compound mediated induction (red) and reduction (blue) of Gal4-VP16 dependent 

reporter activity at the indicated concentrations expressed as mean fold reporter gene activity (n=3). 
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Supplementary Table 1. Biochemical properties and recommended concentrations for phenotypic screening of the primary NR3 CG 

set, containing 40 chemically diverse and selective compounds.  

Compound 

R
e
fe

re
n

c
e
 

Main 

NR 

target 

Potency [nM] 

[rel. activity from 

literature] 

T
y
p

e
 

NR off-

target at 

recom. 

conc. 

Other off-

target at 

recom. 

conc. 

Recom. 

conc. or 

reason f. 

exclusion 

NR3 

CG 

set 

Propylpyrazoletriol 

(CAS# 263717-53-9) 

 

2,3 
NR3A1 

(ERα) 

EC50 = 0.1z (lit.) 

[120% of estradiol] 

A
g
o
n
is

t 

- - 1 µM Yes 

AZD9496 

(CAS# 1639042-08-2) 

 

4 
NR3A1 

(ERα) 
IC50 = 0.28 ± 0.04z (lit.) 

A
n
ta

g
o
n
is

t 

(D
e
g
ra

d
e
r)

 

NR3C34 - 1 µM Yes 

Ormeloxifene 

(CAS# 31477-60-8) 

 

5 NR3A1 

(ERα) 

EC50 = 13.0 ± 0.4z (lit.) 

[25 ± 2% of moxestrol] 

A
g
o
n
is

t 

- - 1 µM Yes 

Fulvestrant 

(CAS# 129453-61-8) 

 

6–8 

NR3A1 

(ERα) 

NR3A2 

(ERβ) 

IC50 = 3z (lit.) 

[18% ERα remaining] 

IC50 = 4z (lit.) 

[9% rem. act. of estradiol] A
n
ta

g
o
n
is

t 

(D
e
g
ra

d
e
r)

 

NR1H49, 

NR1I29 
sEH10 1 µM Yes 

(R,R)-THC 

(CAS# 138090-06-9) 

 

11,

12 

NR3A1 

(ERα) 

NR3A2 

(ERβ) 

EC50 = ~4z (lit.) 

[4 ± 1 RBA to estradiol] 

IC50 = ~4z (lit.) 

[25 ± 6 RBA to estradiol] 

A
g
o
n
is

t,
 

A
n
ta

g
o
n
is

t 

NR1H49 - 1 µM Yes 

ARN810 

(CAS# 1365888-06-7) 

 

13 

NR3A1 

(ERα) 

NR3A2 

(ERβ) 

IC50 = 6z (lit.) 

[9% ERα remaining] 

IC50 = 9z (lit.) 

A
n
ta

g
o
n
is

t 
(D

e
g
ra

d
e
r)

 

NR3C113, 

NR3C213, 

NR3C313, 

NR3C413 

GABAA
13, 

DAT13 

too many 

off-targets 

and better 

alternatives 

available 

No 

Diarylpropionitrile 

(CAS# 1428-67-7) 

 

14,

15 

NR3A1 

(ERα) 

NR3A2 

(ERβ) 

EC50 = 66z (lit.) 

EC50 = 0.9z (lit.) 

A
g
o
n
is

t 

- - 1 µM Yes 

Ethinylestradiol 

(CAS# 57-63-6) 

 

16 

NR3A1 

(ERα) 

NR3A2 

(ERβ) 

EC50 = 8 ± 1x (lit.) 

EC50 = 18 ± 2x (lit.) 

A
g
o
n
is

t 

NR1I317 

AOX118, 

CYP2B619, 

SULT1A120, 

OCT221 

too many 

off-targets 

and better 

alternatives 

available 

No 
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Compound 

R
e
fe

re
n

c
e
 

Main 

NR 

target 

Potency [nM] 

[rel. activity from 

literature] 

T
y
p

e
 

NR off-

target  

Other off-

target at 

recom. 

conc. 

Recom. 

conc. or 

reason f. 

exclusion 

NR3 

CG 

set 

Bazedoxifene 

(CAS# 198481-33-3) 

 

22 

NR3A1 

(ERα) 

NR3A2 

(ERβ) 

EC50 = 26 ± 14y (lit.) 

EC50 = 99 ± 53y (lit.) 

A
n
ta

g
o
n
is

t 

- - 1 µM Yes 

WAY200070 

(CAS# 440122-66-7) 

 

23,

24 

NR3A1 

(ERα) 

NR3A2 

(ERβ) 

EC50 = 187 ± 63y (lit.) 

EC50 = 2.0 ± 0.4y (lit.) 

A
g
o
n
is

t 

- - 1 µM Yes 

PHTPP 

(CAS# 805239-56-9) 

 

25 
NR3A2 

(ERβ) 
EC50 = ~200z (lit.) 

A
n
ta

g
o
n
is

t 

NR3A125 - 1 µM Yes 

Isoliquiritigenin  

(CAS# 961-29-5)

 

26 
NR3A2 

(ERβ) 
EC50 = 269z (lit.) 

A
g
o
n
is

t 
NR3A126 

17β-HSD127, 

17β-HSD227, 

NLRP328, 

MCP29 

1 µM Yes 

Biochanin A  

(CAS# 491-80-5)

 

30 

NR3A1 

(ERα) 

NR3A2 

(ERβ) 

NR3B1 

(ERRα) 

NR3B2 

(ERRβ) 

NR3B3 

(ERRγ) 

EC50 = n.d. (lit.) 

[320-fold activation] 

EC50 = n.d. (lit.) 

[250-fold activation] 

EC50 = n.d. (lit.) 

[3-fold activation] 

EC50 = n.d. (lit.) 

[2-fold activation] 

EC50 = n.d. (lit.) 

[2.3-fold activation] 

A
g
o
n
is

t 

- 

CA131, 

CA231, 

CA431, 

CA731, 

CA1231, 

CBR132, 

CYP1B133, 

17β-HSD234, 

17β-HSD335 

too many 

off-targets 
No 

(Z)-4-Hydroxytamoxifen 

(CAS# 68047-06-3)

 

36,

37 

NR3A1 

(ERα) 

NR3A2 

(ERβ) 

NR3B2 

(ERRβ) 

NR3B3 

(ERRγ) 

IC50 = 2 ± 1y (lit.) 

IC50 = 1 ± 1y (lit.) 

IC50 = 650z (lit.) 

IC50 = 600z (lit.) A
n
ta

g
o
n
is

t,
  

in
v
e
rs

e
 A

g
o
n
is

t 

- 
PLD138, 

PLD238 

0.3 µM 

(NR3A) 

 

3 µM 

(NR3B) 

Yes 

Diethylstilbestrol  

(CAS# 56-53-1)

 

39,

40 

NR3A1 

(ERα) 

NR3A2 

(ERβ) 
NR3B3 

(ERRγ) 

EC50 = 0.06z (lit.) 

EC50 = 0.02z (lit.) 

IC50 = 630z (lit.) A
g
o
n
is

t,
 

in
v
e
rs

e
 A

g
o
n
is

t 

- AOX118 

0.3 µM 

(NR3A) 

 

3 µM 

(NR3B) 

Yes 

XCT790  

(CAS# 725247-18-7)

 

41–

44 

NR3B1 

(ERRα) 

IC50 = 370z (lit.) 

[60 – 50% rem. act. at 1 

µM] 

in
v
e
rs

e
 A

g
o
n
is

t 

- - 1 µM Yes 

GSK4716  

(CAS# 101574-65-6)

 

45,

46 

NR3B2 

(ERRβ) 

NR3B3 

(ERRγ) 

EC50 = n.d. (lit.) 

[10-fold activation] 

EC50 = 1899z (lit.) 

[6-fold activation] 

A
g
o
n
is

t 

- - 3 µM Yes 
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Compound 

R
e
fe

re
n

c
e
 

Main 

NR 

target 

Potency [nM] 

[rel. activity from 

literature] 

T
y
p

e
 

NR off-

target  

Other off-

target at 

recom. 

conc. 

Recom. 

conc. or 

reason f. 

exclusion 

NR3 

CG 

set 

DY131  

(CAS# 95167-41-2)

 

46,

47 

NR3B2 

(ERRβ) 

NR3B3 

(ERRγ) 

EC50 = n.d. (lit.) 

[2-fold activation] 

EC50 = 130z (lit.) A
g
o
n
is

t 

- - 3 µM Yes 

GSK5182  

(CAS# 877387-37-6)

 

36,

48 

NR3B2 

(ERRβ) 

NR3B3 

(ERRγ) 

EC50 = 3500z (lit.) 

EC50 = 2700z (lit.) 

[31% rem. act. at 1 µM] 

in
v
e
rs

e
 A

g
o
n
is

t 

NR3A148 - 10 µM Yes 

Bisphenol A  

(CAS# 80-05-7)

 

49 
NR3B3 

(ERRγ) 
IC50 = 13 ± 2z (lit.) 

in
v
e
rs

e
 

A
n
ta

g
o
n
is

t 

NR3A150, 

NR3A250, 

NR3C451 

- 0.3 µM Yes 

GSK9027 

(CAS# 1229096-88-1)

 

52 
NR3C1 

(GR) 

EC50 = 10 ± 5y (lit.) 

[102 ± 7% of dexamet.] 
A

g
o
n
is

t 
- - 1 µM Yes 

AZD5423  

(CAS# 1034148-04-3)

 

53,

54 

NR3C1 

(GR) 
EC50 = 0.9 ± 0.2y (lit.) 

A
g
o
n
is

t 

NR3C253, 

NR3C353 
- 1 µM Yes 

Beclomethasone  

(CAS# 4419-39-0)

 

55 
NR3C1 

(GR) 
EC50 = 8z (lit.) 

A
g
o
n
is

t 

- - 1 µM Yes 

Mapracorat  

(CAS# 887375-26-0)

 

56 
NR3C1 

(GR) 

EC50 = 1.6 ± 0.3y (lit.) 

[89 ± 4% transrepression] 

A
g
o
n
is

t 

- - 1 µM Yes 

Fludrocortisone acetate 

(CAS# 514-36-3)

 

57 

NR3C1 

(GR) 

NR3C2 

(MR) 

EC50 = 4z (lit.) 

[~1000-fold activation] 

EC50 = 0.2z (lit.) 

[~41-fold activation] 

A
g
o
n
is

t 

- - 1 µM Yes 

Fluticasone propionate  

(CAS# 80474-14-2)

 

58,

59 

NR3C1 

(GR) 

NR3C2 

(MR) 

NR3C3 

(PR) 

EC50 = 1z (lit.) 

EC50 = 149 ± 166y (lit.) 

EC50 = 21 ± 14y (lit.) A
g
o
n
is

t 

- - 

More potent 

and 

selective 

alternatives 

No 
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Compound 

R
e
fe

re
n

c
e
 

Main 

NR 

target 

Potency [nM] 

[rel. activity from 

literature] 

T
y
p

e
 

NR off-

target  

Other off-

target at 

recom. 

conc. 

Recom. 

conc. or 

reason f. 

exclusion 

NR3 

CG 

set 

Mifepristone  

(CAS# 84371-65-3)

 

60–

65 

NR3C1 

(GR) 

NR3C2 

(MR) 

NR3C3 

(PR) 

NR3C4 

(AR) 

IC50 = 0.8 ± 0.1x (lit.) 

[5 ± 1% rem. act. of DXM) 

IC50 = 590z (lit.) 

[4% rem. act.] 

IC50 = 0.18 ± 0.02x (lit.) 

[4 ± 1% rem. act. of PGN) 

IC50 = 5 ± 2x (lit.) 

[25 ± 2% rem. act. of DHT) 

A
n
ta

g
o
n
is

t 

NR3A260–65 

CYP2C866,67, 

CYP2C966, 

CYP3A466,67, 

BSEP68 

3 µM Yes 

Methyltrienolone 

(CAS# 965-93-5)

 

69 

NR3C1 

(GR) 

NR3C2 

(MR) 

NR3C3 

(PR) 

NR3C4 

(AR) 

EC50 = 10 ± 4y (lit.) 

EC50 = 0.5 ± 0.1y (lit.) 

EC50 = 0.5 ± 0.3y (lit.) 

EC50 = 0.01 ± 0.01y (lit.) 

A
g
o
n
is

t 

- - 1 µM Yes 

Medroxyprogesterone  

(CAS# 520-85-4)

 

70–

76 

NR3C1 

(GR)  

NR3C3 

(PR) 

NR3C4 

(AR) 

EC50 = 10 ± 1x (lit.) 

[157 ± 22% of DXM] 

EC50 = 0.15 ± 0.05x (lit.) 

[80 ± 7% of PGN] 

IC50 = 6 ± 1x (lit.) 

[159 ± 10% of DHT] 

A
g
o
n
is

t 

NR3A174–76, 

NR3C274–76 

17β-HSD177, 

17β-HSD277, 

17β-HSD377 

0.3 µM Yes 

Budesonide 

(CAS# 51333-22-3)

 

58,

59 

NR3C1 

(GR) 

NR3C2 

(MR) 

NR3C3 

(PR) 

NR3C4 

(AR) 

EC50 = 12z (lit.) 

EC50 = 14 ± 10y (lit.) 

EC50 = 28 ± 7y (lit.) 

EC50 = 710 ± 170y (lit.) 

A
g
o
n
is

t 

- - 
More potent 

alternative 
No 

Aldosterone  

(CAS# 52-39-1)

 

78 
NR3C2 

(MR) 
EC50 = 0.34 ± 0.04x (lit.) 

A
g
o
n
is

t 

- - 1 µM Yes 

Eplerenone 

(CAS# 107724-20-9)

 

79–

81 

NR3C2 

(MR) 
IC50 = 122z (lit.) 

A
n
ta

g
o
n
is

t 

- - 1 µM Yes 

PF-03882845  

(CAS# 1023650-66-9)

 

81 

NR3C2 

(MR) 

NR3C3 

(PR) 

EC50 = 9z (lit.) 

EC50 = 416z (lit.) 

A
n
ta

g
o
n
is

t 

- - 1 µM Yes 

Z-Guggulsterone  

(CAS# 39025-23-5)

 

82 

NR3C3 

(PR) 

NR3C4 

(AR) 

IC50 = 740 ± 220x (lit.) 

EC50 = 660 ± 240x (lit.) 

A
n
ta

g
o
n
is

t,
 

A
g
o
n
is

t 

NR1H482, 

NR1I282, 

NR3A182, 

NR3C182, 

NR3C282 

- 
Too many 

off-targets 
No 

Ulipristal acetate  

(CAS# 126784-99-4)

 

83 
NR3C3 

(PR) 
EC50 = >100z (lit.) 

A
g
o
n
is

t 

(M
o

d
u
la

to
r)

 

- - 1 µM Yes 



8 
 

Compound 

R
e
fe

re
n

c
e
 

Main 

NR 

target 

Potency [nM] 

[rel. activity from 

literature] 

T
y
p

e
 

NR off-

target  

Other off-

target at 

recom. 

conc. 

Recom. 

conc. or 

reason f. 

exclusion 

NR3 

CG 

set 

Andarine  

(CAS# 401900-40-1)

 

84–

86 

NR3C4 

(AR) 

EC50 = 4.0 ± 0.7x (lit.) 

[93 ± 7% of DHT] 

A
g
o
n
is

t 

- - 1 µM Yes 

PF-998425  

(CAS# 1076225-27-8)

 

87 
NR3C4 

(AR) 
IC50 = 43 ± 12x (lit.) 

A
n
ta

g
o
n
is

t 

- - 1 µM Yes 

Cyproterone acetate  

(CAS# 427-51-0)

 

88 
NR3C4 

(AR) 

IC50 = 26 ± 23x 

[52 ± 6% rem. act. of DHT] 

A
n
ta

g
o
n
is

t 

- - 1 µM Yes 

Enzalutamide  

(CAS# 915087-33-1)

 

89 
NR3C4 

(AR) 

IC50 = 361z (lit.) 

[5% rem. act. of R1881] 

A
n
ta

g
o
n
is

t 

- - 1 µM Yes 

BMS564929  

(CAS# 627530-84-1)

 

90,

91 

NR3C4 

(AR) 
EC50 = 0.7z (lit.) 

A
g
o
n
is

t 

- - 1 µM Yes 

x mean ± S.E.M. 
y mean ± SD 
z information on error or error type not available 

RBA relative binding affinity 

DXM dexamethasone 

PGN progesterone 

DHT dihydrotestosterone 

sEH soluble epoxid hydrolase 

DAT dopamine transporter 

AOX1 aldehyde oxidase 1 

CYP cytochrome P450  

SULT1A1 sulfonyltransferase 1A1 

OCT2 organic cation transporter 2 

17β-HSD 17β-hydroxysteroid dehydrogenase 

NLRP3 nod-like receptor 3 

MCP multi-catalytic protease 

CA carbonic anhydrase 

CBRP1 carbonyl reductase 1 

PLD phospholipase D 

BSEP bile salt export pump 
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Supplementary Table 2. Off-targets for the excluded NR3 CG compound candidates ARN810, Ethinylestradiol, Biochanin A and 

Z-Guggulsterone with annotated bioactivity values ≤ 10 µM from previously published dataset92. 

 

DAT dopamine transporter 

CA carbonic anhydrase 

CBRP1 carbonyl reductase 1 

17β-HSD 17β-hydroxysteroid dehydrogenase 

AOX1 aldehyde oxidase 1 

SULT1A1 sulfonyltransferase 1A1 

OCT2 organic cation transporter 2  
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Supplementary Table 3. NR3 CG compound candidates with annotated bioactivity data ≤ 10 µM and commercial availability from 

previously published dataset92. Stepwise compound selection as described in Fig. 2. 

No. 
CG compound 

candidate 
CAS-No. Smiles 

Reason for 

exclusion 

1  G15 1161002-05-6 
BrC1=CC(OCO2)=C2C=C1[C@H](NC3=CC=CC=C43)[C@

@H]5[C@H]4C=CC5 
> 1 µM 

2  Danazol 17230-88-5 
C#C[C@@]1(CC[C@H]2[C@@H]3CCC4=Cc5c(C[C@@]4

([C@H]3CC[C@@]21C)C)cno5)O 
> 1 µM 

3  Kurarinone 34981-26-5 
C/C(C)=C\C[C@@H](C(C)=C)CC1=C2C(C(C[C@@H](C3=

C(O)C=C(O)C=C3)O2)=O)=C(OC)C=C1O 
> 1 µM 

4  Calcitriol 32222-06-3 
C[C@@H]([C@H]1CC[C@@H]2[C@]1(C)CCC/C2=C\C=C

3C[C@@H](O)C[C@H](O)C\3=C)CCCC(C)(O)C 
> 1 µM 

5  AZD3514 1240299-33-5 
CC(N1CCN(CCOC2=CC=C(C3CCN(C4=NN5C(CC4)=NN=

C5C(F)(F)F)CC3)C=C2)CC1)=O 
> 1 µM 

6  Cortisone acetate 50-04-4 
CC(OCC([C@]1(CC[C@H]2[C@@H]3CCC4=CC(CC[C@

@]4([C@H]3C(C[C@@]21C)=O)C)=O)O)=O)=O 
> 1 µM 

7  
Pregnenolone 

carbonitrile 
1434-54-4 

CC([C@H]1[C@@H](C[C@H]2[C@@H]3CC=C4C[C@H](

CC[C@@]4([C@H]3CC[C@@]21C)C)O)C#N)=O 
> 1 µM 

8  G-1 881639-98-1 
CC(C1=CC2=C(N[C@@H](C3=CC4=C(OCO4)C=C3Br)[C

@@H]5[C@H]2C=CC5)C=C1)=O 
> 1 µM 

9  XL335 629664-81-9 
CC(OC(C1=CN(C(C2=CC(F)=C(F)C=C2)=O)CC(C)(C)C3=

C1NC4=CC=CC=C43)=O)C 
> 1 µM 

10  Octyl gallate 1034-01-1 CCCCCCCCOC(C1=CC(O)=C(O)C(O)=C1)=O > 1 µM 

11  Butylparaben 94-26-8 CCCCOC(C1=CC=C(O)C=C1)=O > 1 µM 

12  BRD4354 315698-07-8 
CCN1CCN(C(C2=CC(Cl)=C3C=CC=NC3=C2O)C4=CN=C

C=C4)CC1 
> 1 µM 

13  Ethylparaben 120-47-8 CCOC(C1=CC=C(O)C=C1)=O > 1 µM 

14  Isoxanthohumol 521-48-2 
C/C(C)=C\CC1=C2C(C(CC(C3=CC=C(O)C=C3)O2)=O)=C(

OC)C=C1O 
> 1 µM 

15  5-Methoxyflavone 42079-78-7 COC1=CC=CC2=C1C(C=C(C3=CC=CC=C3)O2)=O > 1 µM 

16  
2'-Hydroxy-2-

methoxychalcone 
42220-77-9 COC1=CC=CC=C1/C=C/C(C2=CC=CC=C2O)=O > 1 µM 

17  WAY-639019 793728-59-3 
COC1=CC=CC=C1N2CCN(C(C3=CC4=C(CCC4)S3)=O)C

C2 
> 1 µM 

18  β-Zearalenol 71030-11-0 
C[C@H]1CCC[C@@H](O)CCC/C=C/C2=C(C(O1)=O)C(O)

=CC(O)=C2 
> 1 µM 

19  17α-Methyltestosterone 58-18-4 
C[C@@]1(CC[C@H]2[C@@H]3CCC4=CC(CC[C@@]4([C

@H]3CC[C@@]21C)C)=O)O 
> 1 µM 

20  Emodin 518-82-1 CC1=CC2=C(C(C3=C(C=C(O)C=C3O)C2=O)=O)C(O)=C1 > 1 µM 

21  Gossypol 303-45-7 
CC1=CC2=C(C(O)=C1C3=C(O)C4=C(C(C(C)C)=C(O)C(O)

=C4C=O)C=C3C)C(C=O)=C(O)C(O)=C2C(C)C 
> 1 µM 

22  Clotrimazole 23593-75-1 
ClC1=CC=CC=C1C(C2=CC=CC=C2)(N3C=CN=C3)C4=C

C=CC=C4 
> 1 µM 

23  LY2562175 1103500-20-4 
CN1C=C(C(O)=O)C2=C1C=C(N3CCC(OCC4=C(C5CC5)O

N=C4C6=C(Cl)C=CC=C6Cl)CC3)C=C2 
> 1 µM 

24  LXR-623 875787-07-8 
FC(F)(F)C1=CC=CC2=C(C3=CC=C(F)C=C3)N(CC4=C(Cl)

C=C(F)C=C4)N=C21 
> 1 µM 

25  
Caffeic acid 

phenylethylester 
104594-70-9 O=C(/C=C/C1=CC(O)=C(O)C=C1)OCCC2=CC=CC=C2 > 1 µM 

26  WAY-273170 478247-52-8 
O=C(NC(SCC(C1=CC=C(Cl)C=C1)=O)=N2)C(C=N3)=C2N

3C4=CC=CC=C4 
> 1 µM 

27  Coumaric acid 91-64-5 O=C1C=CC2=CC=CC=C2O1 > 1 µM 
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28  WAY-605337 485362-61-6 
O=C(COC(C1=CC(C2=CC=CO2)=NC3=CC=CC=C31)=O)

N4CCN(C(C5=CC=CO5)=O)CC4 
> 1 µM 

29  
5-hydroxy-1-naphthyl 

benzoate 
2444-20-4 O=C(OC1=CC=CC2=C1C=CC=C2O)C3=CC=CC=C3 > 1 µM 

30  Kaempferol 520-18-3 
O=C(C1=C(O)C=C(O)C=C1O2)C(O)=C2C3=CC=C(O)C=C

3  
> 1 µM 

31  Morin 480-16-0 
OC1=CC(O)=C(C2=C(O)C(C3=C(O)C=C(O)C=C3O2)=O)C

=C1 
> 1 µM 

32  Apigenin 520-36-5 O=C(C1=C(O)C=C(O)C=C1O2)C=C2C3=CC=C(O)C=C3 > 1 µM 

33  Flavone 525-82-6 O=C(C1=CC=CC=C1O2)C=C2C3=CC=CC=C3 > 1 µM 

34  Bithionol 97-18-7 ClC1=CC(SC2=C(O)C(Cl)=CC(Cl)=C2)=C(O)C(Cl)=C1 > 1 µM 

35  WAY-323877 167483-31-0 C1(CCSC2=NC3=CC=CC=C3N2)=CC=CC=C1 > 1 µM 

36  Ethinylestradiol 57-63-6 
C[C@]12CC[C@H]3[C@@H](CCC4=C3C=CC(O)=C4)[C@

@H]1CC[C@@]2(O)C#C 
> 5 off-targets 

37  E-Guggulsterone 39025-24-6 
C/C=C1C(C[C@H]2[C@@H]3CCC4=CC(CC[C@@]4([C@

H]3CC[C@]/12C)C)=O)=O 
> 5 off-targets 

38  Z-Guggulsterone 39025-23-5 
C/C=C1C(C[C@@H]2[C@]\1(C)CC[C@H]3[C@H]2CCC4=

CC(CC[C@]34C)=O)=O 
> 5 off-targets 

39  Biochanin A 491-80-5 COC1=CC=C(C2=COC3=CC(O)=CC(O)=C3C2=O)C=C1 > 5 off-targets 

40  Progesterone 57-83-0 CC(C1CCC2C3CCC4=CC(CCC4(C3CCC12C)C)=O)=O > 5 off-targets 

41  
Medroxyprogesterone 

acetate 
71-58-9 

CC(O[C@@]1(CC[C@H]2[C@@H]3C[C@@H](C4=CC(C

C[C@@]4([C@H]3CC[C@@]21C)C)=O)C)C(C)=O)=O 
> 5 off-targets 

42  Spironolactone 52-01-7 
CC(S[C@@H]1CC2=CC(CC[C@@]2([C@H]3CC[C@]4([C

@H]([C@@H]31)CC[C@@]45CCC(O5)=O)C)C)=O)=O 
> 5 off-targets 

43  Hydroxyprogesterone 68-96-2 
CC([C@]1(CC[C@H]2[C@@H]3CCC4=CC(CC[C@@]4([C

@H]3CC[C@@]21C)C)=O)O)=O 
> 5 off-targets 

44  Flutamide 13311-84-7 CC(C(NC1=CC(C(F)(F)F)=C([N+]([O-])=O)C=C1)=O)C > 5 off-targets 

45  Bicalutamide 90357-06-5 
CC(C(NC1=CC(C(F)(F)F)=C(C#N)C=C1)=O)(O)CS(=O)(C2

=CC=C(F)C=C2)=O 
> 5 off-targets 

46  ARN810 1365888-06-7 
CC/C(C1=C(Cl)C=C(F)C=C1)=C(C2=CC3=C(NN=C3)C=C

2)/C4=CC=C(/C=C/C(O)=O)C=C4 
> 5 off-targets 

47  (E,Z)-Hydroxytamoxifen 68392-35-8 
CC/C(C1=CC=CC=C1)=C(C2=CC=C(OCCN(C)C)C=C2)\C

3=CC=C(O)C=C3 
> 5 off-targets 

48  Tamoxifen 10540-29-1 
CC/C(C1=CC=CC=C1)=C(C2=CC=C(OCCN(C)C)C=C2)\C

3=CC=CC=C3 
> 5 off-targets 

49  Prednisolone 50-24-8 
C[C@]12C[C@@H]([C@H]3[C@H]([C@@H]1CC[C@@]2(

C(CO)=O)O)CCC4=CC(C=C[C@@]43C)=O)O 
> 5 off-targets 

50  Dihydrotestosterone 521-18-6 
C[C@]12CC[C@H]3[C@H]([C@@H]1CC[C@@H]2O)CC[

C@H]4CC(CC[C@@]43C)=O 
> 5 off-targets 

51  Estrone 53-16-7 
C[C@]12CC[C@H]3[C@@H](CCC4=C3C=CC(O)=C4)[C@

@H]1CCC2=O 
> 5 off-targets 

52  17β-Estradiol 50-28-2 
C[C@]12CC[C@H]3[C@@H](CCC4=C3C=CC(O)=C4)[C@

@H]1CC[C@@H]2O 
> 5 off-targets 

53  Fluticasone propionate 80474-14-2 

CCC(O[C@@]1([C@@H](C[C@H]2[C@@H]3C[C@@H](

C4=CC(C=C[C@@]4([C@]3([C@H](C[C@@]21C)O)F)C)=

O)F)C)C(SCF)=O)=O 

> 5 off-targets 

54  Budesonide 51333-22-3 

CCCC1O[C@@H]2C[C@H]3[C@@H]4CCC5=CC(C=C[C

@@]5([C@H]4[C@H](C[C@@]3([C@@]2(O1)C(CO)=O)C

)O)C)=O 

> 5 off-targets 
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55  
Enclomiphene 

hydrochloride 
14158-65-7 

CCN(CCOC1=CC=C(/C(C2=CC=CC=C2)=C(Cl)\C3=CC=C

C=C3)C=C1)CC.C 
> 5 off-targets 

56  Podophyllotoxin 518-28-5 
COC1=CC([C@H]2[C@@H]3[C@@H]([C@@H](O)C4=CC

5=C(OCO5)C=C24)COC3=O)=CC(OC)=C1OC 
> 5 off-targets 

57  (E)-Resveratrol 501-36-0 OC1=CC(/C=C/C2=CC=C(O)C=C2)=CC(O)=C1 > 5 off-targets 

58  
(Z)-3,4’,5-

Trimethoxystilbene 
94608-23-8 COC1=CC=C(/C=C\C2=CC(OC)=CC(OC)=C2)C=C1 > 5 off-targets 

59  
(E)-3,4’,5-

Trimethoxystilbene 
22255-22-7 COC1=CC=C(/C=C/C2=CC(OC)=CC(OC)=C2)C=C1 > 5 off-targets 

60  Indomethacin 53-86-1 
CC1=C(CC(O)=O)C2=C(C=CC(OC)=C2)N1C(C3=CC=C(Cl

)C=C3)=O 
> 5 off-targets 

61  Fluticasone furoate 397864-44-7 

C[C@@H]1C[C@H]2[C@@H]3C[C@H](F)C4=CC(C=C[C

@]4(C)[C@@]3(F)[C@@H](O)C[C@]2(C)[C@@]1(OC(C5

=CC=CO5)=O)C(SCF)=O)=O 

> 5 off-targets 

62  Estriol 50-27-1 
C[C@]12CC[C@H]3[C@@H](CCC4=C3C=CC(O)=C4)[C@

@H]1C[C@@H](O)[C@@H]2O 
> 5 off-targets 

63  Estradiol benzoate 50-50-0 
C[C@]12CC[C@H]3[C@@H](CCC4=C3C=CC(OC(C5=CC

=CC=C5)=O)=C4)[C@@H]1CC[C@@H]2O 
> 5 off-targets 

64  Galeterone 851983-85-2 
C[C@]12CC[C@H](O)CC1=CC[C@@H]3[C@@H]2CC[C

@@]4(C)[C@H]3CC=C4N5C=NC6=CC=CC=C65 
> 5 off-targets 

65  Testosterone 58-22-0 
C[C@]12CC[C@H]3[C@H]([C@@H]1CC[C@@H]2O)CCC

4=CC(CC[C@@]43C)=O 
> 5 off-targets 

66  Triamcinolone 124-94-7 
C[C@]12C[C@@H]([C@]3([C@H]([C@@H]1C[C@H]([C@

@]2(C(CO)=O)O)O)CCC4=CC(C=C[C@@]43C)=O)F)O 
> 5 off-targets 

67  Raloxifene 84449-90-1 
O=C(C1=C(C2=CC=C(O)C=C2)SC3=C1C=CC(O)=C3)C(C

=C4)=CC=C4OCCN5CCCCC5 
> 5 off-targets 

68  Genistein 446-72-0 O=C1C2=C(O)C=C(O)C=C2OC=C1C3=CC=C(O)C=C3 > 5 off-targets 

69  Daidzein 486-66-8 O=C1C(C=CC(O)=C2)=C2OC=C1C3=CC=C(O)C=C3 > 5 off-targets 

70  Coumestrol 479-13-0 OC1=CC(OC2=C3C(OC4=C2C=CC(O)=C4)=O)=C3C=C1 > 5 off-targets 

71  Hexachlorophene 70-30-4 
ClC1=C(Cl)C(CC2=C(O)C(Cl)=CC(Cl)=C2Cl)=C(O)C(Cl)=C

1 
> 5 off-targets 

72  GSK4716 101574-65-6 CC(C1=CC=C(/C=N/NC(C2=CC=C(O)C=C2)=O)C=C1)C 
 

73  Levonorgestrel 6533-00-2 
C#CC1(CC[C@H]2[C@@H]3CCC4=CC(CC[C@@H]4[C@

H]3CC[C@@]21CC)=O)O 

 

74  Ethisterone 434-03-7 
C#C[C@@]1(CC[C@H]2[C@@H]3CCC4=CC(CC[C@@]4

([C@H]3CC[C@@]21C)C)=O)O 

 

75  GSK5182 877387-37-6 
CN(CCOC1=CC=C(/C(C2=CC=C(O)C=C2)=C(C3=CC=CC

=C3)/CCCO)C=C1)C 

 

76  Norethisterone 68-22-4 
C#C[C@@]1(CC[C@H]2[C@@H]3CCC4=CC(CC[C@@H]

4[C@H]3CC[C@@]21C)=O)O 

 

77  Norethisterone acetate 51-98-9 
C#C[C@@]1(CC[C@H]2[C@@H]3CCC4=CC(CC[C@@H]

4[C@H]3CC[C@@]21C)=O)OC(C)=O 

 

78  Mestranol 72-33-3 
C[C@]12CC[C@H]3[C@@H](CCC4=C3C=CC(OC)=C4)[C

@@H]1CC[C@@]2(O)C#C 

 

79  Tibolone 5630-53-5 
C#C[C@]1(O)CC[C@H]2[C@H]3[C@H](CC[C@@]21C)C4

=C(CC(CC4)=O)C[C@H]3C 

 

80  ERB 041 524684-52-4 C=CC1=C2C(N=C(C3=CC(F)=C(O)C=C3)O2)=CC(O)=C1 
 

81  Mifepristone 84371-65-3 
CC#C[C@]1(O)CC[C@@H]2[C@]1(C)C[C@H](C3=CC=C(

N(C)C)C=C3)C4=C5CCC(C=C5CC[C@@H]24)=O 
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82  Andarine 401900-40-1 
CC(NC1=CC=C(OC[C@@](C(NC2=CC(C(F)(F)F)=C([N+]([

O-])=O)C=C2)=O)(O)C)C=C1)=O 

 

83  Ulipristal 159811-51-5 
CC(OC1(CCC2C3CCC4=CC(CCC4=C3C(CC21C)c5ccc(N(

C)C)cc5)=O)C(C)=O)=O 

 

84  Fludrocortisone acetate 514-36-3 
CC(OCC([C@]1(CC[C@H]2[C@@H]3CCC4=CC(CC[C@

@]4([C@]3([C@H](C[C@@]21C)O)F)C)=O)O)=O)=O 

 

85  Diflorasone diacetate 33564-31-7 

CC(OCC([C@]1([C@H](C[C@H]2[C@@H]3C[C@@H](C4

=CC(C=C[C@@]4([C@]3([C@H](C[C@@]21C)O)F)C)=O)

F)C)OC(C)=O)=O)=O 

 

86  Fluocinonide 356-12-7 

CC(OCC([C@@]12OC(C)(O[C@@H]1C[C@H]3[C@@H]4

C[C@@H](C5=CC(C=C[C@@]5([C@]4([C@H](C[C@@]3

2C)O)F)C)=O)F)C)=O)=O 

 

87  Megestrol acetate 595-33-5 
CC(O[C@@]1(CC[C@H]2[C@@H]3C=C(C4=CC(CC[C@

@]4([C@H]3CC[C@@]21C)C)=O)C)C(C)=O)=O 

 

88  Chlormadinone acetate 302-22-7 
CC(O[C@@]1(CC[C@H]2[C@@H]3C=C(C4=CC(CC[C@

@]4([C@H]3CC[C@@]21C)C)=O)Cl)C(C)=O)=O 

 

89  Cyproterone acetate 427-51-0 

CC(O[C@@]1(CC[C@H]2[C@@H]3C=C(C4=CC([C@@H]

5C[C@@H]5[C@@]4([C@H]3CC[C@@]21C)C)=O)Cl)C(C

)=O)=O 

 

90  AZD5423 1034148-04-3 
C[C@H](NC(C(F)(F)F)=O)[C@H](OC1=CC2=C(N(C3=CC=

C(F)C=C3)N=C2)C=C1)C4=CC(OC)=CC=C4 

 

91  Ulipristal acetate 126784-99-4 
CC(O[C@@]1(CC[C@H]2[C@@H]3CCC4=CC(CCC4=C3[

C@H](C[C@@]21C)c5ccc(N(C)C)cc5)=O)C(C)=O)=O 

 

92  Cyclofenil 2624-43-3 
CC(OC1=CC=C(/C(C2=CC=C(OC(C)=O)C=C2)=C3CCCC

C\3)C=C1)=O 

 

93  Fluorometholone 426-13-1 
CC([C@]1(CC[C@H]2[C@@H]3C[C@@H](C4=CC(C=C[C

@@]4([C@]3([C@H](C[C@@]21C)O)F)C)=O)C)O)=O 

 

94  Medroxyprogesterone 520-85-4 
CC([C@]1(CC[C@H]2[C@@H]3C[C@@H](C4=CC(CC[C

@@]4([C@H]3CC[C@@]21C)C)=O)C)O)=O 

 

95  Hydroxyflutamide 52806-53-8 CC(C(NC1=CC(C(F)(F)F)=C([N+]([O-])=O)C=C1)=O)(O)C 
 

96  Bisphenol A 80-05-7 CC(C1=CC=C(O)C=C1)(C2=CC=C(O)C=C2)C 
 

97  Mapracorat 887375-26-0 
CC1=NC2=C(C(NC[C@](C(F)(F)F)(O)CC(C)(C3=CC(F)=C

C4=C3OCC4)C)=CC=C2)C=C1 

 

98  Sophoraflavanone B 53846-50-7 
C/C(C)=C\CC1=C2C(C(C[C@@H](C3=CC=C(O)C=C3)O2)

=O)=C(O)C=C1O 

 

99  (2R/S)-6-PNG 68682-01-9 
C/C(C)=C\CC1=C(O)C2=C(OC(C3=CC=C(O)C=C3)CC2=

O)C=C1O 

 

100  Y134 849662-80-2 
CC(N1CCN(C2=CC=C(C(C3=C(C4=CC=C(O)C=C4)SC5=

C3C=CC(O)=C5)=O)C=C2)CC1)C 

 

101  Triptophenolide 74285-86-2 
CC(C1=C(O)C2=C([C@@]3(C)CCC4=C(COC4=O)[C@@

H]3CC2)C=C1)C 

 

102  Diethylstilbestrol 56-53-1 CC/C(C1=CC=C(O)C=C1)=C(C2=CC=C(O)C=C2)/CC 
 

103  (Z)-Hydroxytamoxifen 68047-06-3 
CC/C(C1=CC=CC=C1)=C(C2=CC=C(OCCN(C)C)C=C2)\C

3=CC=C(O)C=C3 

 

104  4’-Hydroxytamoxifen 82413-23-8 
CC/C(C1=CC=C(O)C=C1)=C(C2=CC=C(OCCN(C)C)C=C2

)\C3=CC=CC=C3 

 

105  RU58841 154992-24-2 
CC1(C)C(N(C2=CC(C(F)(F)F)=C(C#N)C=C2)C(N1CCCCO

)=O)=O 

 

106  Nilutamide 63612-50-0 
CC1(C)C(N(C2=CC(C(F)(F)F)=C([N+]([O-

])=O)C=C2)C(N1)=O)=O 

 

107  Triamcinolone acetonide 76-25-5 

CC1(O[C@@H]2C[C@H]3[C@@H]4CCC5=CC(C=C[C@

@]5([C@]4([C@H](C[C@@]3([C@@]2(O1)C(CO)=O)C)O)

F)C)=O)C 
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108  Halcinonide 3093-35-4 

CC1(O[C@@H]2C[C@H]3[C@@H]4CCC5=CC(CC[C@@]

5([C@]4([C@H](C[C@@]3([C@@]2(O1)C(CCl)=O)C)O)F)

C)=O)C 

 

109  Fluocinolone acetonide 67-73-2 

CC1(O[C@@H]2C[C@H]3[C@@H]4C[C@@H](C5=CC(C

=C[C@@]5([C@]4([C@H](C[C@@]3([C@@]2(O1)C(CO)=

O)C)O)F)C)=O)F)C 

 

110  Flunisolide 3385-03-3 

CC1(O[C@@H]2C[C@H]3[C@@H]4C[C@@H](C5=CC(C

=C[C@@]5([C@H]4[C@H](C[C@@]3([C@@]2(O1)C(CO)

=O)C)O)C)=O)F)C 

 

111  Flurandrenolide 1524-88-5 

CC1(O[C@@H]2C[C@H]3[C@@H]4C[C@@H](C5=CC(C

C[C@@]5([C@H]4[C@H](C[C@@]3([C@@]2(O1)C(CO)=

O)C)O)C)=O)F)C 

 

112  Fulvestrant 129453-61-8 

C[C@]12CC[C@H]3[C@@H]([C@H](CCCCCCCCCS(CC

CC(F)(F)C(F)(F)F)=O)CC4=C3C=CC(O)=C4)[C@@H]1CC[

C@@H]2O 

 

113  Acolbifene 182167-02-8 
CC1=C(C2=CC=C(O)C=C2)[C@H](C3=CC=C(OCCN4CC

CCC4)C=C3)OC5=C1C=CC(O)=C5 

 

114  Dexamethasone 50-02-2 
C[C@@H]1C[C@H]2[C@@H]3CCC4=CC(C=C[C@@]4([C

@]3([C@H](C[C@@]2([C@]1(C(CO)=O)O)C)O)F)C)=O 

 

115  Hexestrol 84-16-2 
CC[C@@H]([C@H](C1=CC=C(O)C=C1)CC)C2=CC=C(O)

C=C2 

 

116  ZK164015 177583-70-9 
CCCCCS(=O)(CCCCCCCCCCN1C2=C(C(C)=C1C3=CC=

C(O)C=C3)C=C(O)C=C2)=O 

 

117  Propylpyrazoletriol 263717-53-9 
CCCC1=C(C2=CC=C(O)C=C2)N(C3=CC=C(O)C=C3)N=C

1C4=CC=C(O)C=C4 

 

118  DY131 95167-41-2 
CCN(C1=CC=C(/C=N/NC(C2=CC=C(O)C=C2)=O)C=C1)C

C 

 

119  (R,R)-THC 138090-06-9 
CC[C@@H]1CC2=C(C3=C1C4=C(C=C(O)C=C4)C[C@H]3

CC)C=CC(O)=C2 

 

120  Enzalutamide 915087-33-1 
CC1(C)C(N(C2=CC(C(F)(F)F)=C(C#N)C=C2)C(N1C3=CC(

F)=C(C(NC)=O)C=C3)=S)=O 

 

121  Apalutamide 956104-40-8 
CNC(C1=C(F)C=C(N2C(N(C3=CC(C(F)(F)F)=C(C#N)N=C

3)C(C24CCC4)=O)=S)C=C1)=O 

 

122  Eplerenone 107724-20-9 

COC([C@@H]1CC2=CC(CC[C@@]2([C@@]34O[C@@H]

3C[C@]5([C@H]([C@H]14)CC[C@@]56CCC(O6)=O)C)C)

=O)=O 

 

123  XCT790 725247-18-7 
COC1=C(OCC2=C(C(F)(F)F)C=C(C(F)(F)F)C=C2)C=CC(/

C=C(C(NC3=NN=C(C(F)(F)F)S3)=O)\C#N)=C1 

 

124  Ormeloxifene 31477-60-8 
CC1(C)[C@H](C2=CC=CC=C2)[C@@H](C3=CC=C(OCC

N4CCCC4)C=C3)C5=C(C=C(OC)C=C5)O1 

 

125  Mometasone furoate 83919-23-7 

C[C@@H]1C[C@H]2[C@@H]3CCC4=CC(C=C[C@]4(C)[

C@@]3(Cl)[C@@H](O)C[C@]2(C)[C@@]1(OC(C5=CC=C

O5)=O)C(CCl)=O)=O 

 

126  Desoximetasone 382-67-2 
C[C@@H]1C[C@H]2[C@@H]3CCC4=CC(C=C[C@@]4([C

@]3([C@H](C[C@@]2([C@H]1C(CO)=O)C)O)F)C)=O 

 

127  AZD9496 1639042-08-2 
C[C@@H]1CC2=C(NC3=CC=CC=C23)[C@@H](C4=C(F)

C=C(/C=C/C(O)=O)C=C4F)N1CC(C)(F)C 

 

128  (S)-Zearalenone 17924-92-4 
C[C@H]1CCCC(CCC/C=C/C2=C(C(O1)=O)C(O)=CC(O)=

C2)=O 

 

129  (S)-Zearalanone 5975-78-0 
C[C@H]1CCCC(CCCCCC2=C(C(O1)=O)C(O)=CC(O)=C2)

=O 

 

130  β-Zearalanol 42422-68-4 
C[C@H]1CCC[C@@H](O)CCCCCC2=C(C(O1)=O)C(O)=C

C(O)=C2 

 

131  α-Zearalanol 26538-44-3 
C[C@H]1CCC[C@H](O)CCCCCC2=C(C(O1)=O)C(O)=CC(

O)=C2 
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132  Beclomethasone 4419-39-0 
C[C@H]1C[C@H]2[C@@H]3CCC4=CC(C=C[C@]4(C)[C

@@]3(Cl)[C@@H](O)C[C@]2(C)[C@@]1(O)C(CO)=O)=O 

 

133  Betamethasone 378-44-9 
C[C@H]1C[C@H]2[C@@H]3CCC4=CC(C=C[C@@]4([C@

]3([C@H](C[C@@]2([C@]1(C(CO)=O)O)C)O)F)C)=O 

 

134  Methylprednisolone 83-43-2 
C[C@H]1C[C@H]2[C@@H]3CC[C@](C(CO)=O)([C@]3(C[

C@@H]([C@@H]2[C@]4(C=CC(C=C14)=O)C)O)C)O 

 

135  Ostarine 841205-47-8 
C[C@](C(NC1=CC(C(F)(F)F)=C(C#N)C=C1)=O)(O)COC2=

CC=C(C#N)C=C2 

 

136  S-23 1010396-29-8 
C[C@](C(NC1=CC(C(F)(F)F)=C(C#N)C=C1)=O)(O)COC2=

CC(F)=C(Cl)C=C2 

 

137  Methyltrienolone 965-93-5 
C[C@@]1(CC[C@H]2[C@@H]3CCC4=CC(CCC4=C3C=C[

C@@]21C)=O)O 

 

138  Fluoxymesterone 76-43-7 
C[C@@]1(CC[C@H]2[C@@H]3CCC4=CC(CC[C@@]4([C

@]3([C@H](C[C@@]21C)O)F)C)=O)O 

 

139  Prednisone 53-03-2 
C[C@]12CC([C@H]3[C@H]([C@@H]1CC[C@@]2(C(CO)

=O)O)CCC4=CC(C=C[C@@]43C)=O)=O 

 

140  Aldosterone 52-39-1 
C[C@]12CCC(C=C1CC[C@@H]3[C@@H]2[C@H](C[C@

@]4([C@H](CC[C@@H]34)C(CO)=O)C=O)O)=O 

 

141  2-Hydroxyestradiol 362-05-0 
C[C@]12CC[C@H]3[C@@H](CCC4=CC(O)=C(O)C=C34)[

C@@H]1CC[C@@H]2O 

 

142  17α-Estradiol 57-91-0 
C[C@]12CC[C@H]3[C@@H](CCC4=C3C=CC(O)=C4)[C@

@H]1CC[C@H]2O 

 

143  Estetrol 15183-37-6 
C[C@]12CC[C@H]3[C@@H](CCC4=C3C=CC(O)=C4)[C@

@H]1[C@@H](O)[C@@H](O)[C@@H]2O 

 

144  Drospirenone 67392-87-4 

C[C@]12CC[C@H]3[C@@H]([C@H]4C[C@H]4C5=CC(CC

[C@@]53C)=O)[C@@H]1[C@@H]6C[C@@H]6[C@@]27

CCC(O7)=O 

 

145  Corticosterone 50-22-6 
C[C@]12C[C@@H]([C@H]3[C@H]([C@@H]1CC[C@@H]

2C(CO)=O)CCC4=CC(CC[C@@]43C)=O)O 

 

146  Hydrocortisone 50-23-7 
C[C@]12C[C@@H]([C@H]3[C@H]([C@@H]1CC[C@@]2(

C(CO)=O)O)CCC4=CC(CC[C@@]43C)=O)O 

 

147  Stanozolol 10418-03-8 
C[C@]12CC[C@H]3[C@@H](CC[C@@H]4[C@]3(C)CC5=

C(NN=C5)C4)[C@@H]1CC[C@@]2(O)C 

 

148  Bazedoxifene 198481-32-2 
CC1=C(C2=CC=C(O)C=C2)N(CC3=CC=C(OCCN4CCCCC

C4)C=C3)C5=C1C=C(O)C=C5 

 

149  Methylpiperidinopyrazole 289726-02-9 
CC1=C(C2=CC=C(OCCN3CCCCC3)C=C2)N(C4=CC=C(O

)C=C4)N=C1C5=CC=C(O)C=C5 

 

150  BMS564929 627530-84-1 CC1=C(N2C(C3C(O)CCN3C2=O)=O)C=CC(C#N)=C1Cl 
 

151  RAD140 1182367-47-0 
CC1=C(N[C@H]([C@@H](O)C)C2=NN=C(C3=CC=C(C#N)

C=C3)O2)C=CC(C#N)=C1Cl 

 

152  Pyrvinium pamoate 3536-41-6 
O=C(O)C1=CC2=CC=CC=C2C(CC3=C([O-

])C(C(O)=O)=CC4=CC=CC=C34)=C1[O-] 

 

153  Diarylpropionitrile 1428-67-7 N#CC(C1=CC=C(O)C=C1)CC2=CC=C(O)C=C2 
 

154  (R)-Diarylpropionitrile 524047-78-7 N#C[C@@H](C1=CC=C(O)C=C1)CC2=CC=C(O)C=C2 
 

155  CL-278474 58125-33-0 O=C(NC1=C(C#N)C2=C(CCCC2)S1)CN3CCCCC3 
 

156  PF-03882845 1023650-66-9 
N#CC(C=C1)=C(Cl)C=C1N2N=C3C(C=CC(C(O)=O)=C4)=

C4CC[C@@H]3[C@@H]2C5CCCC5 

 

157  PF-998425 1076225-27-8 
N#CC(C=C1)=C(C(F)(F)F)C=C1[C@@H]2[C@H](O)CCCC

2 

 

158  Salicylamide 65-45-2 O=C(N)C1=CC=CC=C1O 
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159  FERB-033 1111084-78-6 O/N=C/C(C=C1)=C(O)C(Cl)=C1C2=CC(F)=C(O)C=C2 
 

160  Isoliquiritigenin 961-29-5 O=C(C1=C(O)C=C(O)C=C1)/C=C/C2=CC=C(O)C=C2 
 

161  Phloretin 60-82-2 O=C(C1=C(O)C=C(O)C=C1O)CCC2=CC=C(O)C=C2 
 

162  G67882 853352-52-0 
CC1=CC=CC=C1NC2=NC(COC(C3=CC=C(N(C)C)C=C3)=

O)=NC(N)=N2 

 

163  Liquiritigenin 578-86-9 O=C1C(C=CC(O)=C2)=C2O[C@H](C3=CC=C(O)C=C3)C1 
 

164  Anthraflavic acid 84-60-6 OC1=CC(C(C2=C(C=C(O)C=C2)C3=O)=O)=C3C=C1 
 

165  GSK9027 1229096-88-1 
O=S(CC1=CC=CC=C1)(NC2=CC(C(F)(F)F)=C(C3=CC4=C

(N(C5=CC=C(F)C=C5)N=C4)C=C3)C=C2)=O 

 

166  WAY-607413 106149-18-2 
O=S(NC(C=C1)=CC=C1OC2=CC=CC=C2)(C3=CC=CC=C

3)=O 

 

167  4',5-Dihydroxyflavone 6665-67-4 O=C1C=C(C2=CC=C(O)C=C2)OC3=CC=CC(O)=C31 
 

168  PHTPP 805239-56-9 
OC(C=C1)=CC=C1C2=C3N=C(C(F)(F)F)C=C(C(F)(F)F)N3

N=C2C4=CC=CC=C4 

 

169  AC-8398 63676-22-2 OC(C=C1)=CC(S2)=C1C=C2C3=CC=C(O)C=C3 
 

170  WAY200070 440122-66-7 OC1=CC2=C(C(Br)=C1)OC(C3=CC=C(O)C=C3)=N2 
 

171  (R)-Equol 221054-79-1 OC1=CC2=C(C=C1)C[C@H](C3=CC=C(O)C=C3)CO2 
 

172  Erteberel 533884-09-2 
OC1=CC([C@H]2[C@@H]3CCC2)=C(O[C@H]3C4=CC=C

(O)C=C4)C=C1 

 

173  Lasofoxifene 180916-16-9 
OC1=CC2=C(C=C1)[C@H]([C@@H](C3=CC=CC=C3)CC2

)C(C=C4)=CC=C4OCCN5CCCC5 

 

174  WAY-628730 2832-97-5 N1(C2=CSC(C3=CC=CC=C3)=C2)CCOCC1 
 

175  VPC-14228 19983-28-9 N1(C2=NC(C3=CC=CC=C3)=CS2)CCOCC1 
 

176  AY-20590 57490-73-0 C12=CC=CC=C1N=C(C3=CC=CO3)C(C4=CC=CO4)=N2 
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