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Table S1. Predicted molecular pharmacokinetic properties of the inhibitor candidates. 
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Table S2. LC-MS/MS identification of rCsTegu20.6. 

 

 

Figure S1. Characterization of CsTegu20.6 sequence. CsTegu20.6 cDNA (528 nt) and deduced amino 
acid sequence (175 aa) are displayed. The shadowed fragment indicates the EF-hand calcium-binding 
domain (PS00018) and the underlined fragment represents the dynein light-chain domain (PF01221). 
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Figure S2. Evaluation of 3D model of CsTegu20.6 after using I-TASSER and FG-MD. Ramachandran 
plot showed the residues in the most favored regions (64.8%), additional allowed regions (28.3%), 
generously allowed regions (3.1%), and disallowed regions (3.8%). Red (A, B, L), yellow (a, b, l, p) and 
light yellow (~a, ~b, ~l, ~p) indicate the most favored regions, allowed regions and generously allowed 
regions. White shows disallowed regions. All non-glycine and non-proline residues are shown as 
closed black squares while glycines (non-end) are shown as closed black triangles. Disallowed 
residues are colored in red. 
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Figure S3. Disorder profile plot of CsTegu20.6. The plot indicates the position of each amino acid 
sequence against the disordered state. The disordered region is located between positions 61–90.  

 

Figure S4. Validation of the initial 3D model of CsTegu20.6. (A) Ramachandran plot showing the 
residues in the most favored regions (81.8%), additional allowed regions (15.1%), generously allowed 
regions (0.6%), and disallowed regions (2.5%). Red (A, B, L), yellow (a, b, l, p) and light yellow (~a, 
~b, ~l, ~p) indicate the most favored regions, allowed regions and generously allowed regions. White 
shows disallowed regions. All non-glycine and non-proline residues are shown as closed black 
squares while glycines (non-end) are shown as closed black triangles. Disallowed residues are colored 
in red. (B) The ProSA energy profile indicates that the Z-score was −6.75. (C) The QMEAN Z-score is 
−2.55. (D) In the ERRAT plot, the overall quality factor is 48.50%. 
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Figure S5. 3D view of residue error in CsTegu20.6 3D model. 3D cartoon of the model was colored by 
the per-residue error according to the B-factor values using ModFOLD6. Decreasing magnitudes, as 
B-factor values, are color coded from red to blue. The two faces of CsTegu20.6 are presented by 
vertical rotation of 90°. Druggable pocket (See the ‘2.8. Virtual Inhibitor Screening’ section) and 
Ca2+-binding pocket (See the ‘2.7. EF-hand Calcium-binding Site’ section). 


