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Udine, Italy

E-mail: bastida@um.es; miguelangel.solerbastida@uniud.it

S-1

Supplementary Information (SI) for Physical Chemistry Chemical Physics.
This journal is © the Owner Societies 2024



1 Supplementary Figures

Figure S1: Kratky plot (q2Iabs(s) vs. q) obtained from REST, MD, MSM and PMD-CG
conformational ensembles of p53-CTD.
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Figure S2: Structural variables obtained from REST (black), MD (red) and MSM (blue)
conformational ensembles of p53-CTD. Histrogram profiles of (a) surface-accesible surface
area (SASA) and (b) number of H-bonds. (c) Secondary structure content probability.
SASA and the number of H-bonds were calculated using the modules sasa and hbond within
GROMACS package v2021.2S1,S2 and the secondary structural elements were evaluated using
STRIDES3 in which helix conformation corresponds to the sum of alpha-helix and 3 10-helix.
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Figure S3: Histograms of χ1 dihedral angles obtained from REST and PMD-CG conforma-
tional ensembles of p53-CTD.

S-4



Figure S4: Histogram of χ1 angles in 5◦ bins, for the different amino acids obtained from
55 experimental (see Ref. 78 in the main article) protein structures (black line) and after
complete side-chain reconstruction of the same structures using Scwrl4 (red line).
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Figure S5: Distribution of Cα-Cα interatomic distances between residues separated by a gap
of 2 amino acids obtained from REST and PMD-CG conformational ensembles of p53-CTD.
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Figure S6: Structural variables obtained from REST (black), MD (red) and MSM (blue)
conformational ensembles of p53-CTD. Histrogram profiles of (a) radius of gyration (Rg), (b)
end-to-end distance, and (c) asphericity. The dashed lines of MD and MSM data correspond
to the standard protocol trajectories while the continuous lines are from the trajectories
starting from PMD-CG structures.
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Figure S7: Comparison of (a) average standard deviations, and (b) RMSE of the NMR and
SAXS variables obtained from MSM trajectories that employ different pairs of collective
variables: Rg − dee (circle turquoise), Rg − γ (blue square) and dee − γ (violet diamond).
RMSE values have been calculated with respect to the REST variables. Standard deviation
and RMSE units are the same as each variable unit. The corresponding values for RDC have
been divided by 10 and those for SAXS have been multiplied by 500.
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