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Supporting Information 

Figure Legends 

Figure S1, Structures at crystal packing interface of mtTDH binary form. Residues (Y263, N72) 

in mtTDH binary form (green) interacts with residues (H40’ and N38’) in another ASU in the crystals. 

Figure S2, Plots of time-dependent change of RMSD value (a) and root mean square fluctuation 

(RMSF) values (b) for Cα atoms of mtTDH L-Ser soaked form. RMSF data were calculated 

utilizing all trajectory data (total 50000 structures). The RMSF values at 72-80 and 171-178 regions 

were colored by red. c), Structure comparison between the initial (0 nsec, c) and final (50 nsec, d) 

states of MD simulation. With the progress of the MD simulation, structure of mtTDH is changed 

from closed state to open state. Conformation change at 72-80 and 171-178 regions is observed as 

well as the MD simulation in CnTDH.  

Figure S3, Fragmentation of NADH molecule. NADH molecule was divided into three fragments. 

The cutoff points were represented as wavy line. 
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Table S1, Designed oligonucleotides used to prepare site-directed variants of mtTDH. 

Primer Commnentsa 

S74A 5’-GCGATCCTGGCTGCGGCGGGTGAAAAAAAC-3’ 

S111A 5'-CCGTCTGCTATCGCGGTTTTCGGTCCGGAC-3' 

Y136F 5’-ACCGTTTTCGGTATCACCAAAGTTAAAGGT-3’ 

T177A 5’-TCTGGTGGTGCCACCGACTACGCGGTTGAA-3’ 

D179AN 5’-GGTACCACCRMCTACGCGGTTGAATGTAC-3’ 

a The mutated site was highlighted by bold and underline. 
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Fig. S3, Motoyama et al.
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