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Tables containing ANOVA and Bonferroni test results for the SRD-CRRN data of a-synuclein at
different pH values and T=283 K (BMRB 18857). The results are also split base on the titratability of
residues. These data augment Fig. 10 of the main text.

Table S1 ANOVA and Bonferroni results for SRD-CRRN data of titratable residues in a-synuclein at pH=2.16, BMRB 18857.

p(ANOVA) Method Mean SRD score G1 G2 G3 G4 G5
Kjaergaard 10.37 Hokkx
Potenci 19.49 *okok K
<107 Camcoil 28.82 *okkk
Prosecco 31.38 rorxk
Schwarzinger 56.14 Kk k

Table S2 ANOVA and Bonferroni results for SRD-CRRN data of non-titratable residues in a-synuclein at pH=2.16, BMRB 18857.

p(ANOVA) Method Mean SRD score G1 G2 G3 G4 G5
Potenci 18.13 HHEE
Kjaergaard 25.22 *Ak
<107 Prosecco 27.42 *kok
Schwarzinger 36.47 kK
Camcoil 37.74 sokkk

Table S3 ANOVA and Bonferroni results for SRD-CRRN data of titratable residues in a-synuclein at pH=4.21, BMRB 18857.

p(ANOVA) Method Mean SRD score G1 G2 G3 G4 G5 G6 G7
Camcoil pH=6.1 13.34 HoAkx
Prosecco neutral 23.83 HHEE
nclDP 25.90 HHEA HEAK
Kjaergaard 25.97 *Akx Fhrx
<107 Wishart 26.86 HAAE
Camcoil pH=2.0 31.72 Fkkx
Wang 31.76 Fkkx
Potenci 37.06 HAAK
Schwarzinger 54.61 *oEEK

Prosecco acidic 58.70 HHAA



Table S4 ANOVA and Bonferroni results for SRD-CRRN data of non-titratable residues in a-synuclein at pH=4.21, BMRB 18857.

p(ANOVA) Method Mean SRD score G1 G2 G3 G4 G5 G6
Potenci 24.41 Hrxx
Prosecco neutral 24.44 HHAK
Prosecco acidic 25.07 HHEK
nclDP 26.59 Fkkx
<107 Wishart 27.79 Rk

Kjaergaard 33.18 HEAK

Camcoil pH=6.1 33.79 HEAk

Camcoil pH=2.0 34.06 Fkkx

Wang 36.07 *E kK
Schwarzinger 40.26 *E kK

Table S5 ANOVA and Bonferroni results for SRD-CRRN data of titratable residues in a-synuclein at pH=7.51, BMRB 18857.

p(ANOVA) Method Mean SRD score G1 G2 G3 G4
Potenci 16.81 FEkx
Wishart 16.85 HEAk
nclDP 18.99 Fkkx
<107 Prosecco 19.44 Hkkx
Kjaergaard 20.34 Fkkx
Wang 22.49 HHEE
Camcoil 32.10 HEAk

Table S6 ANOVA and Bonferroni results for SRD-CRRN data of non-titratable residues in a-synuclein at pH=7.51, BMRB 18857.

p(ANOVA) Method Mean SRD score G1 G2 G3 G4 G5 G6 G7

nclDP 18.96 ok kK

Potenci 20.08 rorxk

Wishart 22.02 Fokokk

<107 Prosecco 24.82 ook
Kjaergaard 26.53 *ok kK
Wang 33.03 *k Kk
Camcoil 40.28 sk ok

Tables containing ANOVA and Bonferroni test results for the SRD-CRRN data of a-synuclein at
different temperatures and pH= 5.87 (BMRB 18857). These data augment Fig. 11 of the main text.

Table S7 ANOVA and Bonferroni results for SRD-CRRN data of a-synuclein at pH=5.87, and T=278 K, BMRB 18857.

p(ANOVA) Method Mean SRD score G1 G2 G3 G4 G5 G6
nclDP 17.69 HoAkx
Wishart 24.63 Fkkx
Prosecco 26.93 HEAK
<107 Potenci 27.48 HEAK
Wang 29.87 Fhrx
Kjaergaard 31.27 HoAkx

Camcoil 41.64 * ok ok K



Table S8 ANOVA and Bonferroni results for SRD-CRRN data of a-synuclein at pH=5.87, and T=288 K, BMRB 18857.

p(ANOVA) Method Mean SRD score G1 G2 G3 G4 G5 G6
nclDP 20.35 HoHEE
Potenci 26.31 HEAk
Wishart 28.67 HEAk

<107 Prosecco 31.21 HAkx
Kjaergaard 32.65 Fkkx

Wang 33.64 FEkx
Camcoil 49.07 h

Table S9 ANOVA and Bonferroni results for SRD-CRRN data of a-synuclein at pH=5.87, and T=293 K, BMRB 18857.

p(ANOVA) Method Mean SRD score G1 G2 G3 G4 G5 G6
nclDP 21.02 HAAx
Potenci 24.64 HEAk
Wishart 28.42 FEkx
<107 Prosecco 28.58 Fkokx
Kjaergaard 32.37 Fkkx
Wang 35.01 Hokkx
Camcoil 49.93 HrEE

Table S10 ANOVA and Bonferroni results for SRD-CRRN data of a-synuclein at pH=5.87, and T=298 K, BMRB 18857.

p(ANOVA) Method Mean SRD score G1 G2 G3 G4 G5 G6
nclDP 22.26 HAxK
Potenci 24.63 Hkkx
Prosecco 29.62 Fkokx
<107 Wishart 30.82 FEkx
Kjaergaard 33.43 Fhkx
Wang 36.28 HHEE
Camcoil 51.02 el

Table S11 ANOVA and Bonferroni results for SRD-CRRN data of a-synuclein at pH=5.87, and T=303 K, BMRB 18857.

p(ANOVA) Method Mean SRD score G1 G2 G3 G4 G5 G6
nclDP 22.93 HAAk
Potenci 23.67 HAAk
Wishart 29.20 HHEE
<107 Prosecco 30.70 Hok Ak
Kjaergaard 33.03 Fkkx
Wang 37.44 oHAk

Camcoil 51.08 * kK K



