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Figure S1 Mapping of Structural Differences of Apo1, 2 and Holo1, 2 TgPRS. Apo1 (PDB ID 

5XIF) with Apo2 (PDB ID 6AA0) as well as Holo1 (PDB ID 5XIQ) and Holo2 (PDB ID 6AA8) 

sequences are shown. The 5 motifs noted are consistently disordered. Disordered in this sense here, is 

the electron density quality. These reveal the high structural malleability within apo-PRSs, and also 

drug-induced stability to regions that were otherwise disordered. These also reveal the multi-

conformational nature of proteins with motifs having altered conformations. Disordered residues (red 

box), altered conformations (green box) and AMPPNP (ocean blue box), HF (cyan box) and FF 

interacting residues (magenta box) are shown. 

 

 

 

Figure S2 Mapping of Structural Differences of Apo2 vs. Holo2. Apo2 vs. Holo2 are shown. 

Disordered in this sense here, is the electron density quality. Disordered residues (red box), altered 

conformations (green box), AMPPNP interacting residues (ocean blue box) and FF-interacting 

residues (magenta box) are shown. 
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Figure S3 RMSD analyses of TgPRS Apo-Holo comparisons – related to Fig 6. RMSDs computed 

using GESAMT between A and B chains of Apo1, Apo2, Holo1 and Holo2 are shown color-coded in 

accordance with clusters of Apo-apo (blue), holo-holo (red) and apo-holo (green) comparisons. A1A 

– Apo1A, A1B – Apo1B, A2A – Apo2A, A2B – Apo2B, H1A – Holo1A, H1B – Holo1B, H2A – 

Holo2A, H2B – Holo2B. A shows the tabular data whilst B shows a graphical representation of the 

same. 
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Figure S4 RMSD analyses of HsKRS ATP-Cladosporin bound comparisons – Related to Fig 7. 

RMSDs computed using GESAMT between A and B chains of 3BJU and 4YCU are shown color-

coded in accordance with clusters of ATP-ATP (blue), CLD-CLD (red) and ATP-CLD (green) 

comparisons. A shows the tabular data whilst B shows a graphical representation of the same. 

 


