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Table S1. Residual BAZ2 binding to the acetylated peptide for selected fragments 

Compound 2D structure % residual binding 
BAZ2A 

% residual binding 
BAZ2B 

1 

 

95 100 

2 

 

83 82 

3 

 

100 100 

4 

 

3 4 

5 

 

92 100 

6 

 

78 85 

7 

 

100 100 

8 

 

100 100 

9 

 

82 88 

10 

 

99 100 
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11 

 

84 100 

12 

 

100 100 

13 

 

82 87 

14 

 

87 100 

15 

 

92 100 

16 

 

81 80 

Each compound was assayed in AlphaScreen at 500 µM in duplicate. 
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Table S2. SEED energies for the 34 selected compounds 
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Table S3. Data Collection and Refinement Statistics 

 Cmp 4 Cmps 4 + 18 Cmp 19 Cmp 20 Cmp 21 
Data Collection 
Space group P21 P21 P21 P21 P3121 

Unit-cell 
parameters (Å, °) 

a = 37.12 
b = 35.16 
c = 37.53 
b = 92.48 

a = 37.42 
b = 35.30 
c = 37.80 
b = 92.66 

a = 37.35 
b = 35.05 
c = 37.69 
b = 92.05 

a = 37.40 
b = 34.77 
c = 37.58 
b = 92.28 

a = 94.60 
b = 94.60 
c = 32.74 

Wavelength (Å) 1.00 1.00 0.97 0.97 0.97 
Resolution (Å) 37.50-1.40  

(1.42-1.40) 
37.77-1.43  
(1.45-1.43) 

37.68-1.15  
(1.17-1.15) 

37.56-1.25  
(1.27-1.25) 

81.93-2.00  
(2.05-2.00) 

Rmerge (%) 4.9 (83.8) 6.9 (20.0) 5.0 (43.6) 6.6 (74.8) 9.5 (146.9) 
Rmeas (%) 5.6 (95.6) 7.5 (22.1) 5.5 (52.7) 7.2 (83.2) 9.7 (151.8) 
Rpim (%) 2.6 (45.2) 2.9 (9.2) 2.2 (28.6) 2.9 (35.8) 2.2 (38.0) 
<I/σ(I)> 16.8 (1.9) 17.8 (6.6) 16.2 (2.6) 11.6 (1.9) 22.8 (2.0) 
CC1/2 0.999 (0.805) 0.997 (0.977) 0.998 (0.789) 0.998 (0.802) 0.969 (0.588) 
Completeness (%) 98.7 (97.8) 98.3 (95.0) 94.4 (57.7) 98.0 (94.3) 100.0 (100.0) 
Multiplicity 4.3 (4.3) 6.4 (5.6) 5.7 (3.1) 6.2 (5.2) 18.8 (15.7) 

Refinement 
Resolution (Å) 37.50-1.40 37.77-1.43  37.68-1.15 37.56-1.25 47.31-2.00 
Rwork/Rfree (%) 14.4/18.2 13.4/16.1 13.9/16.3 15.1-18.0 16.8/18.6 

R.m.s. deviations 
Bond lengths (Å) 0.007 0.008 0.007 0.007 0.006 
Bond angles (°) 0.88 0.94 0.96 0.97 0.85 

PDB entry 7B7B 7B7G 7B7I 7B82 7BC2 
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Figure S1. Effect of E1845H/L1848S mutations on BAZ2A crystallographic packing. a) WT-BAZ2A trigonal crystal 

form; b) BAZ2A-DM trigonal crystal form; c) BAZ2A-DM monoclinic crystal form (PDB 7B7B). 
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Figure S2. 2D chemical structures of the 28 compounds selected from the first docking cycle identified by their 

commercial catalogue numbers. 
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Figure S3. 2D chemical structures of the 34 compounds selected from the second docking cycle identified by their 

ZINC15 numbers. 
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Figure S4. AlphaScreen competition binding assay. The specific binding to the acetylated peptide relative to the control 

DMSO (y-axis) is plotted against the corresponding compound concentration in µM in log10 scale (x-axis). 
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Figure S5. Superposition of experimental (yellow, PDB 7B7B) and docked (green) poses for compound 4. The BAZ2A 

structure used for the molecular docking procedure carried the ZA loop in the open conformation. 
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Figure S6. Electron densities for the analyzed compounds. 2Fo-Fc map (blue) is contoured at 1s for compounds 4 (yellow, 

PDB 7B7B), 18 (white, PDB 7B7G), 19 (cyan, PDB 7B7I), 20 (green, PDB 7B82), and 21 (orange, PDB 7BC2); Fo-Fc 

polder OMIT map (green) is contoured at 3s.  
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1H NMR (600 MHz, dmso) δ 7.96 (s, 1H), 7.73 (t, J = 5.9, 5.9 Hz, 1H), 7.52 (br s, 1H), 7.35 (d, J = 8.1 Hz, 1H), 
7.32 (s, 1H), 7.12 (br s, 1H), 6.76 (d, J = 8.1 Hz, 1H), 4.46 (s, 3H), 4.32 (d, J = 5.5 Hz, 2H), 2.96 (s, 2H), 2.81 (d, J 
= 11.4 Hz, 2H), 2.69 (s, 6H), 2.58 – 2.52 (m, 1H), 2.13 (t, J = 11.8, 11.8 Hz, 2H), 1.70 (d, J = 10.9 Hz, 2H), 1.58 – 
1.50 (m, 2H). 
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1H NMR spectrum (400MHz, DMSO-d6), δ: 8.58 (br. s, 1NH); 8.42(s, 1NH); 7.59.-6.54 (m, 8H, Ar); 4.46 (s, 3H); 
4.39 (d, J = 7.88 Hz, 2H); 4.06 (m, 1H); 3.76 (m, 1H); 3.59 (m, 1H); 3.37 (m, 1H); 3.17 (m, 1H); 2.74 (s, 3H); 2.21 
(m, 1H); 1.98 (m, 2H); 1.04 (br. s, 3H).  
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File name: R1650791

Date: 28-Jan-2020

Operator: Victorova

Solvent: dmso

SF: 399.9800 MHz

SW: 7599 Hz

NSC: 0

TE: 294 K

PW: 11.30 usec, RG: 40

AQ: 2.16 sec, RD: 0.00 sec
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1H NMR spectrum (400MHz, DMSO-d6), δ: 8.5-7.2 (m, 8H, Ar); 4.47 (s, 3H, NCH3); 3.8 (d, J = 12.99 Hz, 2H), 
3.51 (t, J = 8.04 Hz, 1H); 3.28 (d, J = 12.99 Hz, 2H); 2.99 (m, 1H); 2.29 (m, 2H); 1.79 (m, 2H); 1.58 (m, 1H).  
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File name: P793232$1

Date: 21-Jan-2020

Honchar

Solvent: dmso

SF: 399.9796 MHz

SW: 6803 Hz

NSC: 0

TE: 294 K

PW: 11.30 usec, RG: 40

AQ: 2.41 sec, RD: 0.00 sec

SI: 65536
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