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Table S1. Virtual screening hits (7) obtained after excluding the bidentate poses in HDAC1, HDAC6 and HDAC8 as 

well as monodentate poses in HDAC6. 

 Title Structure 

1 ZINC000028464438 

 

2 ZINC000671998736 

 

3 ZINC000725337504 

 

4 ZINC000742823399 

 

5 ZINC000787867170 

 

6 ZINC000916666211 

 

7 ZINC000916666264 

 



 
 

Table S2. Hydrogen bond occupancy (%) for three repeated 50 ns MD runs and one 500 ns MD run 

 His142 His143 His183 Tyr304 

Run-1 100.0 65.7 34.5 87.0 

Run-2 99.8 54.7 26.9 87.4 

Run-3 100.0 72.7 37.3 72.3 

500ns 100.0 68.1 42.6 85.0 

 

 

 

 

 

 

  



 
 

Analytical data 

 

Figure S1. 1H NMR chart of 1 (ZINC000028464438). 



 
 

 

Figure S2. 13C NMR chart of 1 (ZINC000028464438). 

 



 
 

 

Figure S3. HPLC chromatogram of 1 (ZINC000028464438). 

 



 
 

 

Figure S4. Mass spectrum of 1 (ZINC000028464438). 

 



 
 

 

 

 

Figure S5. High resolution mass spectrum of 1 (ZINC000028464438). 

  



 
 

In vitro data 

 

Figure S6. IC50 plot of the reference inhibitor SIS17 for HDAC11.  

Table S3. Reference inhibitors used for the HDAC in vitro assay 

 

IC50 M HDAC1 HDAC2 HDAC3 HDAC6 HDAC8 HDAC10 HDAC11 

SAHA 
0.101± 

0.007 
0.43 ± 0.009 0.21 ± 0.01 0.100 ± 0.01 0.55 ± 0.1 n.d. n.d. 

Entinostat 0.93 ±  0.1 0.95 ± 0.03 1.8 ± 0.1 >20 >20 >20 >20 

Nexturastat 
0.50 ± 

0.030 
n.d. n.d. 

0.0035 ±    

0.001 
0.41 ±    0.1 >10 3.25 ± 0.2 

PCI-34051 28.3 ± 2.0 >20 >20 48.2 ± 6.2 
0.092 ± 

0.015 
n.d. n.d. 

Tubastatin 

A 
1.91 ± 0.42 n.d. n.d. 

0.034 ± 

0.001 
1.44 ± 0.12 0.22 ± 0.02 n.d. 

SIS17 
11.2% @ 10 

M 

7.8% @ 10 

M 

0% @ 10 

M 

6.7% @ 10 

M 

12.6% @ 10 

M 

17.5% @ 10 

M 
0.170 ± 0.02 


