Supplementary Figure 3. Homology models and Structural inspection of missense
mutation sites in human NT5DC1.

A. Homology models of human NT5DCI.

Models were generated automatically from the human protein sequence (NP_689942.2) using
SWISS-MODEL "*(red), Raptor *(light blue), Phyre2 *(green), M4T *(yellow) and IntFOLD2
6(dark blue). The homology models were based on pdb structures of; 4ohf, 2bde, 4g63, 2jc9,
2j2c, 4h4b, 2xjc, 2xje, 2xcv, 2xjb, 2xjd, 2xcw, 2xjf, 2jcm, 2xcx, 4ygq, 4ygr, 4ygs (SWISS-
MODEL); 2bde and 2xje (Raptor); 2jm, 3i28, 2pke, 3ib6, 2pr7, 20m6, lcr6, 3iru, 3ddh,
3um9, 3s6j, and 3d6j (Phyre2); 4ohf and 2xcw (M4T); 2j2c, 2bde, 4xaq, 4gpa (IntFOLD2,
global quality score 0.7813).

B. Structural inspection of missense mutation sites in hNTSDCI.

Using homology models of hNT5DC1 the structural details surrounding the sites of missense
mutations were investigated in Discovery studio Visualizer (v 4.1). The protein backbone is
shown with secondary structure (colored according to the pKa value), the mutated amino
acids are show as ball and stick, whereas other relevant amino acids are shown with color
codes; grey (hydrophobic/ aromatic), red (basic), blue (acidic) and green (threonine). The
Swiss homology model was used for illustration. Panel (B1) shows amino acids asparagine 81
(N81) (turn between two beta-sheet strands) and valine 84 (V84) (end of a beta-sheet strand,
hydrophobic cluster). Panel (B2) shows asparagine 151 (N151) with plausible hydrogen-
boding to lysine 154 (K154). Lysine 148 (K148), shown as red, may attract phosphorylation
at serine 151 in the N151S mutant. Panel (B3) shows G302 located in a loop, with
neighboring basic amino acids (K298, K299) and a potential phosphorylation site (T301) that
may induce conformational change of the loop similar to that of G302D.
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