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PDB. Root Mean Square Deviation (RMSD) data from (D) 200 ns trajectory.  
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Figure S2: Sequence alignment data of  (A) D. discoideum and M. musculus cytoplasmic dynein heavy 

chain, (B) S. scrofa and S. cerevisiae α-tubulin, and (C) S. scrofa and S. cerevisiae β-tubulin. Asterisk (*) 

denotes identical amino acid for both species, while a singular dot (.) denotes amino acids of  different 

R-chain groups and a colon (:) denotes amino acids with R-chains of  the same group.  
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Figure S3: dCOM between (A) β-H18 and MTBD, (B) β-CTT and MTBD, (C) β-H18 and MTBD-

H1, and (D) β-CTT and MTBD-H1. 
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(OE1-9186 and OE2-9187) of the Glu3390 (MTBD-H1) carboxyl group and the nitrogen atoms 
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(NE-9977, NH1-9980 and NH2-9983) of the Arg3469 (MTBD-H6) amine group, (T) Oxygen atoms 
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oxygen atoms (OE1-4152 and OE2-4153) of the α-Glu415 (H16) carboxyl group and the nitrogen 
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Figure S7: (A) Radius of  gyration (Rg/nm) vs. time (ps), (B) Root mean square deviation (nm) 
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Figure S8: Sample of  conformations presenting the fluctuation of  β-CTT.  
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Table S1: Salt bridge formation across the MT-MTBD interface. Interactions were identified when 

the distance between oxygen atoms in carboxyl group (acidic residue side chain) and nitrogen atoms 

in amine group (basic residue side chain) fell within 3.2 Å cut-off  at least once during 200 ns 

simulation.  

Interacting Residues 

Residues of α-tubulin/ 

MTBD interaction 

α-tubulin MTBD 

Glu411 Lys3396 

Lys3402 

Glu414 Arg3469 

 

Arg402 Glu3390 

Residue of  β-tubulin/ 

MTBD interaction 

β-tubulin MTBD 

Glu159 Lys3424 

Lys3425 

Asp163 

 

Lys3396 

Arg3423 

Glu196 

 

Lys3385 

Lys3392 

Lys3424 

Asp199 Arg3423 

Arg264 Asp3389 

Glu420 

 

Lys3385 

Lys3392 

Arg3469 

Asp427 

 

Lys3385 

Lys3386 

Glu431 Lys3386 

Glu447 

 

Lys3384 

Lys3386 

His3387 
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Arg3469 

Lys3472 

Glu448 Lys3386 

Lys3472 

Glu449 

 

His3384 

Lys3386 

Lys3387 

Arg3469 

Lys3472 

Lys3479 

Glu451 

 

Lys3384 

Lys3385 

Lys3386 

His3387 

Glu452 

 

Lys3384  

Lys3385 

Lys3386 

His3387 

Lys3479 

Asp453 

 

Lys3385 

Lys3386 

His3387 

Glu454 

 

His3387 

Lys3384 

 

 


