
Supplementary Materials 

Table S1. Structures and negative inotropic activity data of the 29 compounds of the 

training set. 

Source a Molecule Structure b EC50 (µM) pEC50 

[1] 4b *

 

4.07 5.390 

[1] 4c *

 

1.42 5.848 

[1] 4i 

*

 

2.65 5.577 

[1] 4l *

 

1.65 5.783 

[1] 4n *

 

0.65 6.187 

[1] 4p *

 

1.76 5.754 
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Table S1. Cont. 

Source a Molecule Structure b EC50 (µM) pEC50 

[1] 4q *

 

2.17 5.664 

[1] 6 *

 

6.58 5.182 

[2] 1a *

 

0.80 6.097 

[2] 1b *

 

0.32 6.495 

[2] 5a *

 

0.27 6.569 

[2] 14a *

 

0.22 6.658 
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Table S1. Cont. 

Source a Molecule Structure b EC50 (µM) pEC50 

[2] 20a *

 

0.24 6.620 

[2] 20b *

 

0.19 6.721 

[2] 

Present paper 

5b 

25 *

 

0.04 7.398 

[3] 

Present paper 

2b 

26 *

 

0.022 7.658 

[3] 

Present paper 

3a 

28 *

 

0.013 7.886 

[3] 

Present paper 

3b  

29 *

 

0.006 8.222 
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Table S1. Cont. 

Source a Molecule Structure b EC50 (µM) pEC50 

Present paper 30 *

 

0.36 6.444 

Present paper 31 *

 

0.44 6.357 

Present paper 32 *

 

3.67 5.435 

Present paper 33 *

 

5.25 5.280 

Present paper 34 *

 

0.057 7.244 

Present paper 35 *

 

0.13 6.886 
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Table S1. Cont. 

Source a Molecule Structure b EC50 (µM) pEC50 

Present paper 36 *

 

0.039 7.409 

Present paper 37 *

 

1.11 5.955 

Present paper 38 *

 

4.23 5.374 

Present paper 39 *

 

1.08 5.967 

Present paper 40 *

 

0.76 6.119 

a References are listed below. b Although the data refer to the racemic mixture of the compounds, we used in 

the modeling the R-form. 
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