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Figure S1. Structures of a) straight filaments (SFs) and b) paired helical filaments (PHFs) with

their chains labelled.



Table S1. Selected PDB structures for docking investigation.

Region NTD PRR R1 R2 R3 R4 CTD

Residues 1-151 151-244 244-275 275-306 306-337 337-369 369-441

PDB 6GKS8/  4FL5/210- 2MZ7/267- 5V5C/275-  30VL 503T/306  6DC8/40

ID/seq 52-71 219 312 280 /306-311 -378 4-408

coverage 4TQE/215  5NbA/254- 5V5B/274-  4NP8/306- 503L/306  6H06/420
-230 290 283 311 -378 -426

5V5B/247- 2MZ7/267- 503T/306- 6HRF/304 503T/306
283 312 378 -380 -378
5N5A/254- 503L/306-  7YMN/30  503L/306

290 378 4-379 -378
5N5B/292-  5K7N/306- 6HRF/30
319 311 4-380
503T/306- 2MZ7/267- 7YMN/3
378 312 04-379

503L/306-  5N5B/292-
378 319
6HRF/304- 6HRF/304-
380 380
7YMN/304 7YMN/304
-379 -379
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Figure S3. GQD consensus poses with of GQD28 with a) 503L and b) 7YMN, and GQD?7 with c)
503L and d) 7YMN.
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Figure S4. Consensus poses for a) GQD28 and b) GQD?7 docked to 6HREF.

Table S2. Docked poses with negative docking scores for GQD28 with 6HRF.

Structure Docked region XP Glide
PDBID docking score
(kcal/mol)
6HRF-1 330-336, 355-360 -1.52
6HRF-2 351-362 -3.21
6HRF-3 306-311, 374-379 -2.07
6HRF-4 324-329, 361-365 -0.87

6HREF-5 311-317, 371-374 -1.25




Table S3. Docked poses with negative docking scores for GQD7 with 6HRF.

Structure Docked region XP Glide
PDBID docking score
(kcal/mol)
6HRF-1 304-306, 380 -2.23
6HREF-2 310-314, 370-375 -1.92
6HREF-3 317-321 -2.25
6HRF-4 360-365 -2.08
6HRE-5 340-346 -0.67
6HRF-6 358-363 -1.41
6HRF-7 320-325, 363-369 -1.84

6HRE-8 306-308, 380 -1.84
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Figure S5. RMSDs of GQD28 bound to 503T, relative to the unbound protein.
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Figure S6. RMSDs of GQD7 bound to 503T, relative to the unbound protein.



Protein: 4.05 + 0.98
5.0 - 2.55 + 0.18
2.5 AMM‘)’ e s ¢ : o :

~ Protein
Pose 1

0.0 4
5.0 = 2.53 0.27NM
oot AN -
MMW&WMWWWW oo,
Pose 2
0.0 +

Z: : h‘wulw&wfwmwwm o mh 225 ﬁ ::WM

—— Protein
Pose 3
;f 0.0 -
@
5.0 o
%
25 7 —_— Prot:i-n
~—— Pose 4
0.0 -
5.0 - ' deosoas L ety
‘ "J " “" ! 'l‘k' "‘ﬂv‘t I u{ﬂ{‘thm ‘ il M '” ~M II q r""
\ ) | [RPS W g A Y Ml v
23 "WJ N’ FW uwﬁ* ' | ’ v. —— Protein
I Pose 5
0.0 -
5.0 1
2.5 - —— Protein
—— Pose 6
0.0 - T T T T T T T
0 50 100 150 200 250 300

Time (ns)

Figure S7. RMSDs of GQD28 bound to 503L, relative to the unbound protein.
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Figure S8. RMSDs of GQD7 bound to 503L, relative to the unbound protein.
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Figure S9. Secondary structures of 503T a) protein-only, b) GQD28-Pose 1 with chain
labels interacting directly with GQD28 coloured in purple.
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Figure S10. Secondary structures of 50O3L a) protein-only, b) GQD28-Pose 2 with chain
labels interacting directly with GQD28 coloured in purple.
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Figure S11. Secondary structures of 2MZ7 a) protein-only, b) GQD28-Pose 2, c) GQD?7-
Pose 1.
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Figure S12. Secondary structure occurrence in 2MZ7; a) protein-only, b) GQD28 pose 1.
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Figure 513. Root mean squared deviations for monomeric complexes with GQD28.
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Figure S14. Root mean squared deviations for monomeric complexes with GQD?7.
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Figure S15. Secondary structure occurrence in 503T; a) protein-only, b) GQD28 pose 1.
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Figure 516. RMSDs of GQD28 bound to 7YMN, relative to the unbound protein.
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Figure S17. RMSDs of GQD7 bound to 7YMN, relative to the unbound protein.
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Figure 519. GQD28'’s binding site in 2MZ7 following MD simulation (pose 1).
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