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Figure S1. 

Model of C. roseus TDC subunit. 

Protein architecture is evidenced by backbone schematization as a ribbon, larger for secondary structure 

elements as helices and strands. N-terminal and C-terminal residues are indicated by arrows. 
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Figure S2. 

Model of pTDC subunit from clementine. 

Protein architecture is evidenced by backbone schematization as a ribbon, larger for secondary structure 

elements as helices and strands. N-terminal and C-terminal residues are indicated by arrows. Model shows 

the same architecture of sweet orange pTDC (see Figure 1) and is similarly oriented to help comparison. 
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Figure S3. 

Energy profile from PROSA Web of Template X-ray structure – PDB code: 3RBF. 
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Figure S4. 

Energy profile from PROSA Web of C. roseus TDC. 
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Figure S5. 

Energy profile from PROSA Web of sweet orange pTDC. 
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Figure S6. 

Energy profile from PROSA Web of clementine pTDC. 
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Figure S7. 

Docking simulations with the model of clementine pTDC. 

The left scheme highlights interactions with Trp ligand, the right scheme highlights interactions with PLP. A 

summary of the interactions is reported in Table 1. 
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Figure S8. 

Docking simulation with the model of C. roseus TDC. 

The scheme highlights interactions with Trp ligand. 
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Figure S9. 

3D representation of ligand binding site in sweet orange pTDC. 

On the left, the whole protein structure is shown. On the right, the detail of the binding site. PLP and Trp 

ligands are shown in ball-and-stick representation. Amino acids involved in the interaction with PLP and Trp 

(see Table 1 for the list) are shown in stick representation. 
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Figure S10. 

3D representation of ligand binding site in clementine pTDC. 

The detail of the binding site in clementine pTDC, with both PLP and TRP, is shown with an orientation 

differing from Figure S10 in order to offer a different point of view. PLP and Trp ligands are shown in ball-

and-stick representation. Amino acids involved in the interaction with PLP and Trp (see Table 1 for the list) 

are shown in stick representation. 
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Figure S11. 

Superposition of modeled sweet orange pTDC and template protein (human DDC, PDB code: 3RBF). 

The model is shown in blue, the template is show in grey. In the center of the figure, ligands are shown in ball-

and-stick representation. The PLP molecules from both modeled and template structures are coloured in blue 

and grey, respectively. Trp is not present in the template structure, so it is shown (in blue) only the molecule 

docked to the sweet orange pTDC in our simulations. 
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Table S1. Quality checks for the models of TDC from C. roseus and 

pTDCs from Citrus by means of ProSA-Web 1 

Protein structure Z-score 

Template X-ray structure - PDB code: 3RBF -9.26 

C. roseus TDC subunit -9.76 

Sweet orange pTDC subunit -9.81 

Clementine pTDC subunit -10.12 

1 References: 

- Wiederstein, M.; Sippl, M.J. ProSA-web: interactive web service for the recognition of 

errors in three-dimensional structures of proteins. Nucleic Acids Research 2007, 35, 

W407-W410. 

- Sippl, M.J. Recognition of Errors in Three-Dimensional Structures of Proteins. Proteins 

1993, 17, 355-362. 


