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Table S1. Structures and antiproliferative activities in SKBr3 cell line of Hsp90 CTD inhibitors 2 and 

S1–S12 used as a training set for ligand-based (LB) pharmacophore model creation. Each ligand is 

shown aligned to the resulting LB model (exclusion volumes are not displayed). 

Cpd Structure 
SKBr3 

IC50 (μM) 

Alignment with the 3D Ligand-

Based Pharmacophore Model 

2 

 

0.17 [1] 

 

S1 

 

0.27 [1] 

 

S2 

 

0.31 [1] 

 

S3 

 

0.21 [1] 

 

S4 

 

0.31 [1] 

 



S5 

 

0.13 [1] 

 

S6 

 

0.16 [1] 

 

S7 

 

0.36 [1] 

 

S8 

 

0.47 [2] 

 

S9 

 

0.39 [2] 

 

S10 

 

0.34 [2] 

 



S11 

 

0.40 [2] 

 

S12 

 

0.50 [3] / 

Table S2. Cell viability of Hep G2 and MCF-7 cells in MTS assay after treatment with compounds 5–

12. Data are means ± SD of three independent experiments performed in triplicates. 

Compound 
Hep G2 

% Viability 

MCF-7 

% Viability 

5 86.8 ± 7.6 93.5 ± 4.3 

6 67.0 ± 3.7 71.0 ± 9.5 

7 100.2 ± 6.0 99.5 ± 5.8 

8 67.2 ± 3.0 65.2 ± 20.8 

9 86.2 ± 12.8 -0.53 ± 1.5 

10 97.7 ± 7.5 116.5 ± 41.4 

11 1.38 ± 0.1 31.4 ± 11.9 

12 92.6 ± 4.3 93.8 ± 1.4 
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IC50 = 27.9 ± 0.7 µM

 

Figure S1. Dose-response curve for compound 11 in MTS assay in Hep G2 cell line, shown for an 

independent measurement in triplicate. The IC50 value (mean ± SD) is a result of three independent 

measurements. 
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IC50 = 44.8 ± 3.6 µM

 

Figure S2. Dose-response curve for compound 11 in MTS assay in MCF-7 cell line, shown for an 

independent measurement in triplicate. The IC50 value (mean ± SD) is a result of three independent 

measurements. 
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Figure S3. Dose-response curve for compound 9 in MTS assay in MCF-7 cell line, shown for an 

independent measurement in triplicate. The IC50 value (mean ± SD) is a result of three independent 

measurements. 



5 6 7 8 9 10 11 12
G

D
A

C
-t
er

m
. i

n
h.

0

50

100

150
%

 a
c
ti

v
e
 l
u

c
if
e
ra

s
e

 

Figure S4. Luciferase refolding activity of Hsp90 in PC3 MM2 cells after treatment with compounds 

5–12, C-terminal inhibitor* and geldanamycin (GDA) at 50 µM concentration. Data are means ± SD of 

three independent experiments performed in triplicates. 
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Figure S5. Dose-response curve for compound 11 in luciferase refolding assay on PC3 MM2 cell line, 

shown for an independent measurement in triplicate. The IC50 value (mean ± SD) is a result of three 

independent measurements. 
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