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Figure S1. SPR sensorgrams for parallel immobilization of BCL6%™s. (A) wt BCL6®™ was
immobilized on spot 5 (green) via the standard amine coupling procedure. (B) Avi-tagged wt
BCL6%™ (brown) and avi-tagged mt BCL6%™ (red) were immobilized on spots 1 and 2,
respectively via the steptavidin—biotin binding.
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Figure S2. Evaluation of stability and DMSO effect. For every 52nd cycle, the BCoR peptide
was injected at 50 UM over each captured BCL6°®.
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Figure S3. SPR sensorgrams (insert) and equilibrium plots for compounds 2-6. Top
concentration is 50 uM; dilution step is 2-fold.
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Table S1. Data collection and refinement statistics

Crystal BCL6°™®/1 BCL6°™%/4 BCL6°™®/5 BCL6°™®/6 BCL6"™®/7
Data collection

Space group P6,22 P6,22 P6,22 P6,22 P6,22

Unit cell dimensions

a, b, c(A) 66.4, 66.4, 152.2 66.6, 66.6, 154.6 66.4, 66.4, 152.8 66.7, 66.7, 155.3 66.9, 66.9, 153.8
a, B,y (°) 90, 90, 120 90, 90, 120 90, 90, 120 90, 90, 120 90, 90, 120

Resolution (A)
Observed reflections
Unique reflections
Redundancy
Completeness (%)
I/o

Rsyma

Refinement
Resolution (A)

Reflections

b
Rwork

Rfreeb

Number of atoms
Protein
Ligand/lon
Water

Average B factor (A%)°
Rms deviation from ideal geometry

Bond lengths (A)
Bond angles (°)

Ramachandran plot (%)

Preferred regions
Allowed regions
Outliers

PDB code

50-1.65 (1.68—1.65)
307212

24802

12.4 (5.4)

99.8 (96.6)

36.2 (1.2)

0.057 (>1.000)

40-1.65 (1.69-1.65)
23303

0.179 (0.299)

0.206 (0.300)

1064
21
98
30.6

0.010
1.520

97.6
24
0.0
5X4M

50-1.94 (1.97-1.94)
205900

15813

13.0 (8.7)

100.0 (100.0)

37.2 (1.5)

0.063 (>1.000)

40-1.94 (1.99-1.94)
14958

0.188 (0.283)

0.209 (0.303)

1042
19
40
51.0

0.010
1.419

97.7
2.3
0.0
5X4N

50-2.05 (2.09-2.05)
87052

13221

6.6 (5.3)

99.8 (100.0)

23.9 (1.9)

0.059 (0.704)

40-2.05 (2.10-2.05)
12503

0.195 (0.254)

0.233 (0.272)

1042
35
31
50.6

0.010
1.620

97.7
2.3
0.0
5X40

50-2.06 (2.10-2.06)
149914

13032

115 (8.7)

97.5 (86.0)

28.5 (1.3)

0.069 (>1.000)

40-2.06 (2.12-2.06)
12329

0.193 (0.272)

0.219 (0.374)

1042
18
25
58.6

0.010
1.514

96.6
3.9
0.0
5X4P

50-2.00 (2.03-2.00)
160248

14486

11.1 (9.4)

100.0 (100.0)

29.0 (1.3)

0.067 (>1.000)

40-2.00 (2.05-2.00)
13687

0.198 (0.293)

0.230 (0.286)

1042
31
31
53.4

0.010
1.534

98.4
16
0.0
5X4Q

? Rym = ZnZi|I(h)—<I(h)>|/ZyZi<I(h)>, where <I(h)> is the mean intensity of symmetry-related reflections. ® Ruork = Y| |Fops|—|Featcll/Z[Fobs|- Riree Was calculated for
randomly chosen 5% of reflections excluded from refinement. ¢ B-factor includes contributions from TLS parameters. ¢ Calculated with Coot. Values in
parentheses are for the highest resolution shell.
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