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Supplementary figure 1: Secondary structure prediction of ANGPTL3
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Supplementary figure 2: Ramachandran Plot of ANGPTL3 models obtained with CCBuilder
before MD simulations. The phi-psi values for all residues are ideal and identical, resulting in a
plot apparently containing one single point.
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Supplementary figure 3: Time percentage in a-helix of each residue of ANGPTL3 models during

MD simulations.
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Supplementary figure 4: RMSD during MD simulation of ANGPTL3 models.
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Supplementary figure 5: RMSF during MD simulation of ANGPTL3 models
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Supplementary figure 6: Cluster analysis performed during MD simulations.
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Supplementary figure 7: Ramachandran Plot of ANGPTL3 medoids from the most populated

clusters after MD simulation
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Supplementary figure 8: ANGPTL3 RMSD profiles, referring to Fig. 2, with more appropriate
scales on the y-axis for each profile. A) RMSD profile calculated on the overall structure. B)



RMSD profile calculated on the N-terminal portion (residues 18-135). C) RMSD profile calculated
on the C-terminal portion (residues 136-221). D) RMSD profile calculated on the C-terminal
portion fol-lowing the superposition over the N-terminal portion. This series of calculations
highlights that the fluctuation of overall RMSD profile can be attributed to the significant mobility
of the final 86 residues subsequent to the bend. E) Correlation matrix calculated between RMSD
profiles reported in Fig. 2. It is possible to appreciate the concordant behavior of the chains as well
as the strong relationship between overall RMSD values and C-terminal fluctuations.
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Supplementary figure 9: Alignment between query sequence of EL and template sequence of
LPL. The residues are colored by identity, where red indicates different residues and green means

same residues.
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Supplementary figure 10: Cluster analysis (A) and Ramachandran Plot (B) of MD simulation of

EL
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Supplementary figure 11: Average occupancy of all the interactions during MD simulation of
the four poses.
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Supplementary figure 12: The minimum distances between ANGPTL3 key residues and the
corresponding EL residues are under 5 A threshold and confirm the presence of interactions for
the most simulation time.
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Supplementary figure 13: All Glul54, Glul57 and Glul60 are displayed and colored by chain.
The interacting glutamates are bolded. EL is colored in gray.



Simulation Box sizes () # of atoms

EL 98x152x76 112160
ANGPTL3 CC 17 149x119x327 567970
ANGPTL3 CC 18 149x119x327 568223
ANGPTL3 CC 19 149x119x327 568067
ANGPTL3 CC 20 149x119x327 568109
EL::ANGPTL3 MOE-1 108x145x314 484744
EL::ANGPTL3 MOE-2 108x145x314 483698
EL::ANGPTL3 MOE-3 108x144x314 484534
EL::ANGPTL3 PIPER 116x134x318 484845

Supplementary table S1: Box sizes and number of atoms for all MD simulations described.
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