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Figure S1. Populations of torsion angles in the regions of the Ramachandran plot corresponding to
the (a,d,g) helical, (b,e,h) polyproline-II, and (c,f) β-sheet conformations of tau40 [1]. Populations
of individual residues (a–c) and of continuous stretches of four (d–f) and seven amino acids in the
given conformation in the ensembles of 600 structures selected by the ASTEROIDS analysis to fit
the experimental data are shown as green, orange, and red bars, respectively. The orange and red
bars are placed in the middle of the stretches. Populations in the original pool of structures (prior to
ASTEROIDS selection) with statistical distribution of torsion angles, which are plotted as solid dark
green, dark orange, and dark red lines, respectively.
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Figure S2. Populations of combinations of torsion angles in continuous stretches of four amino acids
of tau40 corresponding to conformations in β turns classified according to de Brevern [3]. The orange
bars and dark orange lines, placed in the middle of the turns, represent populations in the ensembles
selected by the ASTEROIDS analysis and in the original pool of structures (prior to ASTEROIDS
selection) with statistical distribution of torsion angles, respectively.
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Figure S3. Populations of torsion angles in the regions of the Ramachandran plot corresponding to
the (a,d,g) helical, (b,e,h) polyproline-II, and (c,f) β-sheet conformations of MAP2c [2]. Populations
of individual residues (a–c) and of continuous stretches of four (d–f) and seven amino acids in the
given conformation in the ensembles of 600 structures selected by the ASTEROIDS analysis to fit
the experimental data are shown as green, orange, and red bars, respectively. The orange and red
bars are placed in the middle of the stretches. Populations in the original pool of structures (prior to
ASTEROIDS selection) with statistical distribution of torsion angles, which are plotted as solid dark
green, dark orange, and dark red lines, respectively.
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Figure S4. Populations of combinations of torsion angles in continuous stretches of four amino acids
of MAP2c corresponding to conformations in β turns classified according to de Brevern [3]. The orange
bars and dark orange lines, placed in the middle of the turns, represent populations in the ensembles
selected by the ASTEROIDS analysis and in the original pool of structures (prior to ASTEROIDS
selection) with statistical distribution of torsion angles, respectively.
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Figure S5. Secondary chemical shifts of 13Cα (a), carbonyl 13C (b), and backbone amide 15N (c) in
full-length MAP2c [2,4] and MAP2c fragments consisting of residues 1–126, 159–254, and 300–399,
assigned using the CACONCACO 5D NMR experiment [5]. Values of the full-length protein and of the
fragments are shown as red bars and blue dots, respectively.

a

R
e

la
ti
v
e

 i
n

te
n

s
it
y

δ (
1
H) / ppm

-2.0

-1.0

 0.0

 1.0

 2.0

0.951.001.05

b

R
e

la
ti
v
e

 i
n

te
n

s
it
y

δ (
1
H) / ppm

-1.0

 0.0

 1.0

 2.0

 3.0

0.951.001.05

c

R
e

la
ti
v
e

 i
n

te
n

s
it
y

δ (
1
H) / ppm

-1.0

 0.0

 1.0

 2.0

 3.0

0.951.001.05

d
R

e
la

ti
v
e

 i
n

te
n

s
it
y

δ (
1
H) / ppm

 1.0

 2.0

 3.0

0.951.001.05

Figure S6. NMR titration of 200 µM dehydroepiandrosterone (obtained from MAPREG, Le
Kremlin-Bicêtre, France) dissolved in 5% methanol and 0.2% Tween) by MAP2c (a) and MAP2c
fragments consisting of residues 1–159 (b) and 159–467 (c). The colors of spectra indicate concentration
of MAP2c or its fragment (black, 0 µM; blue, 3 µM; cyan, 6µM; dark green, 12 µM; light green, 25 µM;
orange, 50 µM; and red, 100 µM). The sharp peak of methyl 20 (1.0 ppm) of free dehydroepiandrosterone
broadens due to the interaction with MAP2c only in the presence of the full-length protein. Saturation
transfer difference spectrum for selectively irradiated proton ζ2 of Trp14 in full-length MAP2c (d)
proves that dehydroepiandrosterone binds to the proximity of Trp14 in the N-terminal region of MAP2c.
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