Supplementary Material

The stabilization of S100A9 structure by calcium inhibits the formation of

amyloid fibrils.

Ella Sanders!, Rebecca Csondor!, Darius Sulskis?, Ieva Baronaité?, Vytautas Smirnovas2,
Luckshi Mahesewaran!, Jack Horrocks', Rory Munro!, Istvan Horvath?, Ludmilla A.
Morozova-Roche?, Philip T.F. Williamson!”

!Centre for Biological Sciences, University of Southampton, Southampton,

United Kingdom, SO17 1BJ.
2Sector of Amyloid Research, Institute of Biotechnology, Life Sciences Centre,
Vilnius University, Lithuania.
3Department of Medical Biochemistry and Biophysics, Umeé University, Umed, SE-90187,

Sweden.

" Corresponding author



Supplementary Information.

100
G35 ™
105 -
&l98a100
; 180 a7 Y22
o 1148 ATE 18
£ E77 i A
m m
g by A KQ&B H2'64§ » |L66 g@ M81
L1145 K72 NAT7 4 By . Rey Bem .
& 87 . R10DTT V4 63"‘554 L86
T1§79K51 E9 EGO r%'}gg
b ES6 ST, 112&:% , A70 ves
s6 . F48 Fi9 1> Nioe Ko
120} E52 L& wes m .
L74 .
N33 F7645 Hios A89
15
125 |
130 ‘ :
11 10.5 10 9.5 9 8.5 8 7.5 7 6.5 6
1H/ppm

Supplementary Figure S1. '"H/'">N HSQC spectra of SI00A9 (100 pM in 20 mM bisTris
buffer pH 7.2) with 4.0 mM CaCl, (red). Simulated 'H/'>N HSQC spectrum of the

backbone resonances of SI00A9 based on the published resonance assignment of S100A9+

(black).
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Supplementary Figure S2. 2D S100A9 fibril *C/'3C DARR spectra (black) overlaid
with SI00A9 microcrystal '3C/'*C DARR spectra (red), both with a 25 ms mixing
times, and processed with 100 Hz Gaussian broadening. Spectra were acquired at 600
MHz on a DD2 Agilent Spectrometer with 3.2mm MAS probe, spinning at 12.5 kHz. All

data obtained at 0°C.



