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1. SUPPLEMENTARY FIGURES

Figure S1. Close up view of molecular interactions between peptide Snu66 (cyan cartoons) and
Hub-1 protein (green surface and cartoons). Van der Waals, hydrogen bonds and ionic contacts are
represented as yellow, red, and pink dotted lines respectively.
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Figure S2. Scatter plot of CABS-dock energy score (y-axis) versus RMSD (x-axis). The RMSD
value is calculated only for CA atoms. Blue, red and purples crosses indicate the lowest filtered,

lowest medoid and top best models respectively.
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Figure S3. Comparison of the '"H NMR spectra of the Hub1 protein (red) titrated with the 10-fold
excess of the peptide-11 (yellow) and peptide-14 (blue). Upper- aliphatic region; Lower — aromatic
region
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Figure S4. MST analysis of binding of Peptide-11 to Hub1
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Figure S5. The NMR experiment of Hub1 protein titrated with P4G9 fragment with the pH correction
of Hub1. Red — reference Hub1, blue — after 1:10 addition of P4G9, yellow — pH corrected to 6.8,
green — pH corrected to 7.2. A. "H NMR aliphatic region of the spectrum B. 'H NMR aromatic/amide
region of the spectrum C. 'H-">N HMQC spectrum

10 el

A
[_."I =7.2|
| wr
ref; pH=7.0|
= . pH =66
0.3 I 0.2 0.1 -0.0 .04 [ppm]
7 e
B | -
pH=72 | WL
Wy, S Y ' ['.l' ‘ -]
| 3
ref pr:{ =7.0 T | lJ | J\\ | I|| 4
I S JJ\;..'LJ N |'\| | \'\.N '.' W
f g
f |'| 1
A | |
f f'] L Ly L
pH=66 || \ | » i N [HI -
AT WM | 1] 1
(ﬂ ol /"ﬂr) //\'Ll"\)f I I\-"| | l)""‘\LII |J-"‘“I kl lﬁuwl '.UI |j Lﬂv\ﬂ“[wr‘ h
8.0 15 . 70 65 Tppm]
a I g
1 &
& 9 [
° 0
L] =
L i =
e 4 . I ONR
4
@ 0 . 9 "
" 2
[] [
e B a2 : :
eﬂ) % , " ; a, 8 [ 7
L] L )
249 0
o g st e . 8
00 & ]
¥
a ¢ g
————— —_——

S6



Figure S6. '"H NMR spectra of peptide-11 and peptide-14. Lack of the signal in law aliphatic region
and the narrow shape of the peaks indicating that both peptides are lacking secondary structure in
the solution. Spectra were measured in H20/D20 with WATERGATE sequence
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2. SUPPLEMENTAR TABLES

Table S1. Summary table of interface analysis of PDBePISA. The asterisks indicate the amino acids
used for the distance restrains used during the molecular docking. A'G = solvatation energy effect,
|||: buried area percentage, one bar per 10%, HSDC: Hydrogen/Disulphide bond, Salt bridge or
Covalent link, ASA: accessible solvent area, BSA: buried solvent area.

. ) , AG
Snu-66 peptide = HSDC ASA (A? BSA (A? (kcal/mol)

1 C:LEU 7 H 159.68 74.70 ||| 0.12
2 C:SER 8 54.90 2.34 | 0.04
3 C:ILE 9 114.45 40.43 ||| 0.63
4 C: GLU 10 123.72 0.00 0.00
5 C:GLU 1 86.14 0.00 0.00
6 C:THR 12* 37.91 37.78 |[[[1111] 0.41
7 C: ASN 13 34.65 0.00 0.00
8 C:GLU 14 113.00 0.00 0.00
9 C:ILE 15* 89.70 63.63 |||||]]] 1.01
10 C:ARG 16* HS 61.70 59.23 ||l1111II -1.03
11 C: GLU 17 68.55 0.00 0.00
12 C:LYS 18~ 92.82 3.01 | 0.05
13 C:LEU 19* 123.10 68.13 |||ll| 0.95
14 C: GLY 20 71.20 0.00 0.00
15 C: MET 21* 92.29 63.73 ||lll]] 1.48
16 C:LYS 22 69.80 8.54 || 0.14
17 C:PRO 23 103.46 6.01 | -0.07
18 C:ILE 24* 139.43 81.55 ||lll| 1.13
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Table S2. Input commands for the docking associated to the peptide from Snu66 (HINDI domain).

A detailed description of the command’s lines can be found
https://bitbucket.org/Icbio/cabsdock/wiki/Home
Peptide Commands
CABSdock -M -C -S -i 1M94.pdb -p
LSIEETNEIREKLGMKPI.CHHHHHHHHHHCCCCCCC -v4 --dssp-command
Users/Atilio/anaconda3/envs/CABSdock/bin/mkdssp --aa-rebuild --

Snu66 peptide

reference-pdb 3plu.pdb:A:C --ca-rest-add 3:PEP 18:PEP 7.7 1.0 --ca-rest-
add 15:PEP 11:PEP 5.4 1.0 --ca-rest-add 17:PEP 7:PEP 5.6 1.0 --sc-rest-
add 17:A 1:PEP 2.8 1 --sc-rest-add 1:A 3:PEP 3.9 1 --sc-rest-add 17:A 3:PEP
3.8 1 --sc-rest-add 17:A 6:PEP 3.3 1 --sc-rest-add 33:A 9:PEP 3.6 1 --sc-rest-
add 19:A 10:PEP 3.6 1 --sc-rest-add 22:A 10:PEP 3.9 1 --sc-rest-add 33:A
13:PEP 3.8 1 --sc-rest-add 30:A 13:PEP 3.8 1 --sc-rest-add 29:A 13:PEP 3.9
1 --sc-rest-add 26:A 15:PEP 4.0 1 --sc-rest-add 30:A 15:PEP 3.8 1 --sc-rest-
add 1:A 18:PEP 3.4 1

Peptide 1

CABSdock -M -C -S -i 1M94.pdb -p
SIEETNEIREKLGMKPI:HHHHHHHHHHCCCCCCC -v4 --dssp-command
Users/Atilio/anaconda3/envs/CABSdock/bin/mkdssp --aa-rebuild --

reference-pdb 3plu.pdb:A:C --ca-rest-add 2:PEP 17:PEP 7.7 1.0 --ca-rest-
add 14:PEP 10:PEP 5.4 1.0 --ca-rest-add 16:PEP 6:PEP 5.6 1.0 --sc-rest-
add 1:A 2:PEP 3.9 1.0 --sc-rest-add 17:A 2:PEP 3.8 1 --sc-rest-add 17:A
5:PEP 3.3 1 --sc-rest-add 33:A 8:PEP 3.6 1.0 --sc-rest-add 19:A 9:PEP 3.6
1.0 --sc-rest-add 22:A 9:PEP 3.9 1.0 --sc-rest-add 33:A 12:PEP 3.8 1.0 --sc-
rest-add 30:A 12:PEP 3.8 1.0 --sc-rest-add 29:A 12:PEP 3.9 1.0 --sc-rest-
add 26:A 14:PEP 4.0 1.0 --sc-rest-add 30:A 14:PEP 3.8 1 --sc-rest-add 1:A
17:PEP 3.4 1.0

Peptide 2

CABSdock -M -C -S -i 1M94.pdb -p
IEETNEIREKLGMKPI:HHHHHHHHHCCCCCCC -v4  --dssp-command
Users/Atilio/anaconda3/envs/CABSdock/bin/mkdssp --aa-rebuild --

reference-pdb 3plu.pdb:A:C --ca-rest-add 1:PEP 16:PEP 7.7 1.0 --ca-rest-
add 9:PEP 13:PEP 5.4 1.0 --ca-rest-add 15:PEP 5:PEP 5.6 1.0 --sc-rest-add
17:A 1:PEP 3.8 1 --sc-rest-add 17:A 4:PEP 3.3 1 --sc-rest-add 33:A 7:PEP
3.6 1 --sc-rest-add 19:A 8:PEP 3.6 1 --sc-rest-add 22:A 8:PEP 3.9 1 --sc-rest-
add 33:A 11:PEP 3.8 1 --sc-rest-add 30:A 11:PEP 3.8 1 --sc-rest-add 29:A
11:PEP 3.9 1 --sc-rest-add 26:A 13:PEP 4.0 1 --sc-rest-add 30:A 13:PEP 3.8
1 --sc-rest-add 1:A 16:PEP 3.4 1

Peptide 3

CABSdock -M -C -S -i 1M94.pdb -p
EETNEIREKLGMKPI:HHHHHHHHCCCCCCC -v4 --dssp-command
Users/Atilio/anaconda3/envs/CABSdock/bin/mkdssp --aa-rebuild --

reference-pdb 3plu.pdb:A:C --ca-rest-add 12:PEP 8:PEP 5.4 1.0 --ca-rest-
add 14:PEP 4:PEP 5.6 1.0 --sc-rest-add 17:A 3:PEP 3.3 1 --sc-rest-add 33:A
6:PEP 3.6 1 --sc-rest-add 19:A 7:PEP 3.6 1 --sc-rest-add 22:A 7:PEP 3.9 1 -
-sc-rest-add 33:A 10:PEP 3.8 1 --sc-rest-add 30:A 10:PEP 3.8 1 --sc-rest-
add 29:A 10:PEP 3.9 1 --sc-rest-add 26:A 12:PEP 4.0 1 --sc-rest-add 30:A
12:PEP 3.8 1 --sc-rest-add 1:A 15:PEP 3.4 1

Peptide 4

CABSdock -M -C -S -i 1M94.pdb -p
ETNEIREKLGMKPI:HHHHHHHCCCCCCC -v4 --dssp-command
Users/Atilio/anaconda3/envs/CABSdock/bin/mkdssp --aa-rebuild --

reference-pdb 3plu.pdb:A:C --ca-rest-add 11:PEP 7:PEP 5.4 1.0 --ca-rest-
add 13:PEP 3:PEP 5.6 1.0 --sc-rest-add 17:A 2:PEP 3.3 1 --sc-rest-add 33:A
5:PEP 3.6 1 --sc-rest-add 19:A 6:PEP 3.6 1 --sc-rest-add 22:A 6:PEP 3.9 1 -
-sc-rest-add 33:A 9:PEP 3.8 1 --sc-rest-add 30:A 9:PEP 3.8 1 --sc-rest-add
29:A 9:PEP 3.9 1 --sc-rest-add 26:A 11:PEP 4.0 1 --sc-rest-add 30:A 11:PEP
3.8 1 --sc-rest-add 1:A 14:PEP 3.4 1
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Peptide 5

CABSdock -M -C -S -i 1M94.pdb -p TNEIREKLGMKPI:HHHHHHCCCCCCC
-v4 --dssp-command Users/Atilio/anaconda3/envs/CABSdock/bin/mkdssp --
aa-rebuild --reference-pdb 3plu.pdb:A:C 1.0 --ca-rest-add 10:PEP 6:PEP 5.4
1.0 --ca-rest-add 12:PEP 2:PEP 5.6 1.0 --sc-rest-add 17:A 1:PEP 3.3 1 --sc-
rest-add 33:A 4:PEP 3.6 1 --sc-rest-add 19:A 5:PEP 3.6 1 --sc-rest-add 22:A
5:PEP 3.9 1 --sc-rest-add 33:A 8:PEP 3.8 1 --sc-rest-add 30:A 8:PEP 3.8 1 -
-sc-rest-add 29:A 8:PEP 3.9 1 --sc-rest-add 26:A 10:PEP 4.0 1 --sc-rest-add
30:A 10:PEP 3.8 1 --sc-rest-add 1:A 13:PEP 3.4 1

Peptide 6

CABSdock -M -C -S -i 1M94.pdb -p NEIREKLGMKPI:HHHHHCCCCCCC -
v4 --dssp-command Users/Atilio/anaconda3/envs/CABSdock/bin/mkdssp --
aa-rebuild --reference-pdb 3plu.pdb:A:C --ca-rest-add 9:PEP 5:PEP 5.4 1.0 -
-ca-rest-add 11:PEP 1:PEP 5.6 1.0 --sc-rest-add 33:A 3:PEP 3.6 1 --sc-rest-
add 19:A 4:PEP 3.6 1 --sc-rest-add 22:A 4:PEP 3.9 1 --sc-rest-add 33:A
7:PEP 3.8 1 --sc-rest-add 30:A 7:PEP 3.8 1 --sc-rest-add 29:A 7:PEP 3.9 1 -
-sc-rest-add 26:A 9:PEP 4.0 1 --sc-rest-add 30:A 9:PEP 3.8 1 --sc-rest-add
1:A 12:PEP 3.4 1

Peptide 7

CABSdock -M -C -S -i 1M94.pdb -p EIREKLGMKPI:HHHHCCCCCCC -v4 --
dssp-command Users/Atilio/anaconda3/envs/CABSdock/bin/mkdssp --aa-
rebuild --reference-pdb 3plu.pdb:A:C --ca-rest-add 3:PEP 10:PEP 6.3 1.0 --
ca-rest-add 4:PEP 8:PEP 5.4 1.0 --ca-rest-add 7:PEP 5:PEP 5.4 1.0 --sc-
rest-add 33:A 2:PEP 3.6 1 --sc-rest-add 19:A 3:PEP 3.6 1 --sc-rest-add 22:A
3:PEP 3.9 1 --sc-rest-add 33:A 6:PEP 3.8 1 --sc-rest-add 30:A 6:PEP 3.8 1 -
-sc-rest-add 29:A 6:PEP 3.9 1 --sc-rest-add 26:A 8:PEP 4.0 1 --sc-rest-add
30:A 8:PEP 3.8 1 --sc-rest-add 1:A 11:PEP 3.4 1

Peptide 8

CABSdock -M -C -S -i 1M94.pdb -p IREKLGMKPI:HHHCCCCCCC -v4 --
dssp-command Users/Atilio/anaconda3/envs/CABSdock/bin/mkdssp --aa-
rebuild --reference-pdb 3plu.pdb:A:C --ca-rest-add 2:PEP 9:PEP 6.3 1.0 --
ca-rest-add 3:PEP 7:PEP 5.4 1.0 --ca-rest-add 6:PEP 4:PEP 5.4 1.0 --sc-
rest-add 33:A 1:PEP 3.6 1 --sc-rest-add 19:A 2:PEP 3.6 1 --sc-rest-add 22:A
2:PEP 3.9 1 --sc-rest-add 33:A 5:PEP 3.8 1 --sc-rest-add 30:A 5:PEP 3.8 1 -
-sc-rest-add 29:A 5:PEP 3.9 1 --sc-rest-add 26:A 7:PEP 4.0 1 --sc-rest-add
30:A 7:PEP 3.8 1 --sc-rest-add 1:A 10:PEP 3.4 1

Peptide 9

CABSdock -M -C -S -i 1M94.pdb -p IREKLGMKP:HHHCCCCCC -v4 --dssp-
command Users/Atilio/anaconda3/envs/CABSdock/bin/mkdssp --aa-rebuild -
-reference-pdb 3plu.pdb:A:C --ca-rest-add 2:PEP 9:PEP 6.3 1.0 --ca-rest-
add 3:PEP 7:PEP 5.4 1.0 --ca-rest-add 6:PEP 4:PEP 5.4 1.0 --sc-rest-add
33:A 1:PEP 3.6 1 --sc-rest-add 19:A 2:PEP 3.6 1 --sc-rest-add 22:A 2:PEP
3.9 1 --sc-rest-add 33:A 5:PEP 3.8 1 --sc-rest-add 30:A 5:PEP 3.8 1 --sc-rest-
add 29:A 5:PEP 3.9 1 --sc-rest-add 26:A 7:PEP 4.0 1 --sc-rest-add 30:A
7:PEP 3.8 1

Peptide 10

CABSdock -M -C -S -i 1M94.pdb -p IREKLGMK:HHHCCCCC -v4 --dssp-
command Users/Atilio/anaconda3/envs/CABSdock/bin/mkdssp --aa-rebuild -
-reference-pdb 3plu.pdb:A:C --ca-rest-add 4:PEP 4:PEP 5.4 1.0 --ca-rest-
add 3:PEP 7:PEP 5.4 1.0 --sc-rest-add 33:A 1:PEP 3.6 1 --sc-rest-add 19:A
2:PEP 3.6 1 --sc-rest-add 22:A 2:PEP 3.9 1 --sc-rest-add 33:A 5:PEP 3.8 1 -
-sc-rest-add 30:A 5:PEP 3.8 1 --sc-rest-add 29:A 5:PEP 3.9 1 --sc-rest-add
26:A 7:PEP 4.0 1 --sc-rest-add 30:A 7:PEP 3.8 1

Peptide 11

CABSdock -M -C -S -i 1M94.pdb -p IREKLGM:HHHCCCC -v4 --dssp-
command Users/Atilio/anaconda3/envs/CABSdock/bin/mkdssp --aa-rebuild -
-reference-pdb 3plu.pdb:A:C --ca-rest-add 4:PEP 4.PEP 5.4 1.0 --ca-rest-
add 3:PEP 7:PEP 5.4 1.0 --sc-rest-add 33:A 1:PEP 3.6 1 --sc-rest-add 19:A
2:PEP 3.6 1 --sc-rest-add 22:A 2:PEP 3.9 1 --sc-rest-add 33:A 5:PEP 3.8 1 -
-sc-rest-add 30:A 5:PEP 3.8 1 --sc-rest-add 29:A 5:PEP 3.9 1 --sc-rest-add
26:A 7:PEP 4.0 1 --sc-rest-add 30:A 7:PEP 3.8 1

Peptide 12

CABSdock -M -C -S -i 1M94.pdb -p IREKLG:HHHCCC -v4 --dssp-command
Users/Atilio/anaconda3/envs/CABSdock/bin/mkdssp --aa-rebuild --
reference-pdb 3plu.pdb:A:C --ca-rest-add 6:PEP 4:PEP 5.4 1.0 --sc-rest-add
33:A 1:PEP 3.6 1 --sc-rest-add 19:A 2:PEP 3.6 1 --sc-rest-add 22:A 2:PEP
3.9 1 --sc-rest-add 33:A 5:PEP 3.8 1 --sc-rest-add 30:A 5:PEP 3.8 1 --sc-rest-
add 29:A 5:PEP 3.9 1
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Peptide 13

CABSdock -M -C -S -i 1M94.pdb -p IREKL:HHHCC -v4 --dssp-command
Users/Atilio/anaconda3/envs/CABSdock/bin/mkdssp --aa-rebuild --
reference-pdb 3plu.pdb:A:C --sc-rest-add 33:A 1:PEP 3.6 1 --sc-rest-add
19:A 2:PEP 3.6 1 --sc-rest-add 22:A 2:PEP 3.9 1 --sc-rest-add 33:A 5:PEP
3.8 1 --sc-rest-add 30:A 5:PEP 3.8 1 --sc-rest-add 29:A 5:PEP 3.9 1

Peptide 14

CABSdock -M -C -S -i 1M94.pdb -p TNEIREKLGM:HHHHHHCCCC -v4 --
dssp-command Users/Atilio/anaconda3/envs/CABSdock/bin/mkdssp --aa-
rebuild --reference-pdb 3plu.pdb:A:C --ca-rest-add 6:PEP 10:PEP 5.4 1.0 --
sc-rest-add 17:A 1:PEP 3.3 1 --sc-rest-add 33:A 4:PEP 3.6 1 --sc-rest-add
19:A 5:PEP 3.6 1 --sc-rest-add 22:A 5:PEP 3.9 1 --sc-rest-add 33:A 8:PEP
3.8 1 --sc-rest-add 30:A 8:PEP 3.8 1 --sc-rest-add 29:A 8:PEP 3.9 1 --sc-rest-
add 26:A 10:PEP 4.0 1 --sc-rest-add 30:A 10:PEP 3.8 1
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Table S3. Summary table of CABS-dock modeling stage.

Lowest Filtered Medoid
CABS- CABS- CABS-
ID Replic |, RMS dock  peplic rRMs 99K Reniic RMs ~ docK
a D (A) score a ID D (A) score a ID D (A) score
(kcal/mo (kcal/m (kcal/m
) ol ol

Peptide 1 3 913 147 18375 0 224 196 -25568 8 996 319 -288.23
Peptide 2 3 413 124 -65976 1 710 148 -786.36 O 874 246 -796.55
Peptide 3 6 906 168 -27068 1 636 220 -28751 2 904 357 -307.80
Peptide 4 5 50 151 -25034 6 948 198 -26337 8 693 280 -290.10
Peptide 5 4 276 147 -17887 8 901 190 -18432 4 52 282 -264.19
Peptide 6 9 180 164 24173 4 395 194 -16749 1 660 303 -171.15
Peptide 7 3 159 174 -5389 8 823 176 -237.53 8 976 304 -222.90
Peptide 8 0 90 138 -7308 6 807 202 -20125 8 617 245 -227.45
Peptide 9 8 361 141 -17739 0 265 192 -23899 8 735 275 -217.15
Peptide 10 1 981 136 -16654 7 989 163 -8514 2 668 3.15 -144.10
Peptide 11 8 184 132 10629 5 428 166 -7875 2 429 263 -140.98
Peptide 12 6 826 123 -16332 3 906 172 -217.14 8 643 233 -202.14
Peptide 13 1 475 097 622 6 047 145 -17974 4 767 216 -174.60
Peptide 14 3 11 148 -24809 0 891 149 24993 7 859 293 -283.39
pse”pﬂ%i 6 646 141 21099 4 203 207 -31478 8 123 3.06 -247.89
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Table S4. Summary table of CAPRI assessments across all the modeling stages.

CA representation

AA representation

CAPRI CABS - dock simulation cazall.py

ID Length Medoid Filtered Lowest Medoid Filtered Lowest
Pep1tide- 17 Incorrect Incorrect Incorrect  Acceptable Medium Medium
Pep;ide- 16 Incorrect Incorrect Incorrect Medium Medium Medium
Pep:’;ide— 15 Incorrect Incorrect Incorrect  Acceptable Medium Medium
Pep;[fide— 14 Incorrect Incorrect Incorrect  Acceptable Medium Medium
PepEt)ide— 13 Incorrect Incorrect Incorrect  Acceptable Medium Acceptable
Pepéide- 12 Incorrect Incorrect Incorrect  Acceptable Medium Medium
Pep;ide- 11 Incorrect Incorrect Incorrect  Acceptable Medium Medium
Pepéide- 10 Incorrect Incorrect Incorrect  Acceptable Medium Acceptable
Pepgt’ide- 9 Incorrect Incorrect Incorrect  Acceptable Medium Medium
PeEl)t(i)de- 8 Incorrect Incorrect Incorrect  Acceptable Medium Medium
Pe;?lt1ide- 7 Incorrect Incorrect Incorrect  Acceptable Medium  Acceptable
Pe;?l'tzide- 6 Incorrect Incorrect Incorrect  Acceptable Medium Medium
Peqtéde- 5 Incorrect Incorrect Incorrect  Acceptable Medium Medium
Pegﬂde— 10 Incorrect Incorrect Incorrect  Acceptable Medium Acceptable
Sg:t_igfes 18 Incorrect Incorrect Incorrect  Acceptable Medium Medium
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Table S5. Summary table of Fnat values calculated across all the modeling stages. Fnat value
computation is deprecated in models in form of CA representation.

Enat CA representation AA representation
CABS - dock simulation ca2all.py
ID Length Medoid Filtered Lowest Medoid Filtered Lowest
Peptide-1 17 0 0 0 0.88 0.56 0.63
Peptide-2 16 0 0 0 0.75 0.56 0.69
Peptide-3 15 0 0 0 0.79 0.57 0.79
Peptide-4 14 0 0 0 0.79 0.64 0.64
Peptide-5 13 0 0 0 0.64 0.71 0.43
Peptide-6 12 0 0 0 0.69 0.69 0.77
Peptide-7 11 0 0 0 0.69 0.54 0.54
Peptide-8 10 0 0 0 0.77 0.62 0.46
Peptide-9 9 0 0 0 0.90 0.80 0.60
Peptide-10 8 0 0 0 0.80 0.80 0.70
Peptide-11 7 0 0 0 0.90 0.60 0.40
Peptide-12 6 0 0 0 0.43 0.71 0.57
Peptide-13 5 0 0 0 0.57 0.57 0.71
Peptide-14 10 0 0 0 0.46 0.64 0.46
Snu-66 peptide 18 0 0 0 0.72 0.72 0.56
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Table S6. Summary table of LRMS values.

CA representation

AA representation

LRMS (A) : :
CABS - dock simulation cazall.py
ID Length Medoid Filtered Lowest Medoid Filtered Lowest

Peptide-1 17 3.19 1.96 1.48 3.06 1.70 1.43
Peptide-2 16 2.49 1.45 1.29 2.33 1.18 1.04
Peptide-3 15 3.55 2.18 1.73 3.33 1.94 1.43
Peptide-4 14 2.85 1.94 1.52 2.55 1.84 1.31
Peptide-5 13 2.88 1.98 1.61 2.73 1.66 1.79
Peptide-6 12 3.09 1.99 1.69 3.02 1.96 1.48
Peptide-7 11 3.05 1.81 1.79 3.00 1.89 1.55
Peptide-8 10 2.53 2.01 1.48 2.33 1.99 1.37
Peptide-9 9 2.82 1.90 1.50 2.82 1.85 1.68
Peptide-10 8 3.21 1.61 1.37 3.23 1.70 1.46
Peptide-11 7 2.65 1.75 1.29 2.56 1.79 1.37
Peptide-12 6 2.37 1.82 1.27 2.74 2.07 1.09
Peptide-13 5 2.20 1.37 0.88 2.46 1.71 1.23
Peptide-14 10 2.99 1.51 1.38 2.96 1.66 1.48

Sg;t'igg 18 3.17 2.20 1.40 2.90 1.97 1.20
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Table S7. Summary RMSD (A) table of top 10 medoid in all atom representation.

ID top 1 top 2 top 3 top 4 top 5 top 6 top 7 top 8 top 9 top 10
sg;‘f?ge 509 489 379 430 306 346 550 665 562 642
Peptide 1 329 490 319 492 568 553 531 793 610 7.34
Peptide 2 225 463 444 496 281 517 418 627 524 372
Peptide 3 358 357 451 529 529 449 498 407 537 526
Peptide 4 462 463 380 492 363 559 280 307 317 432
Peptide 5 2.85 383 493 435 282 540 387 349 469 458
Peptide 6 450 382 303 381 374 475 361 346 408 514
Peptide 7 3.09 429 378 423 383 467 304 383 473 565
Peptide 8  3.93 300 351 404 434 352 350 245 464 332
Peptide 9 3.64 481 283 275 406 425 452 378 385 432
Peptide 10 367 315 452 329 333 346 490 396 475 508
Peptide 11 3.84 459 322 300 263 352 269 340 285 532
Peptide 12 4.06 233 383 482 411 810 433 466 531 346
Peptide 13 2.81 422 370 422 364 4838 309 271 216 6.86
Peptide 14 501 462 362 426 293 512 635 538 509 5094
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Table S8. Structures and code names of the tested fragments. Plate 1
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Table S9. Structures and code names of the tested fragments. Plate 2
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Table S10. Structures and code names of the tested fragments. Plate 3
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Table S11. Structures and code names of the tested fragments. Plate 4
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Table S12. Structures and code names of the tested fragments. Plate 5
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Table S13. Structures and titration '"H and SOFAS HMQC experiments of the initial
hits. Red — reference Hub1 titrated with equal amount of DMSO, Blue - Hub1: ligand
ratio 1:10
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