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was previously refined using the superspace group of P3̅ (ICSD-94550), 

which [−(T−O−T)−(O) −] and [−(O) − −
36. The P3̅ -Sr8/7TiS3 preserves inversion symmetry along the c-axis by ascribing 

partial occupancy (0.5) of sulfur atoms at the 6g Wyckoff site. Overall, the superspace group model 

describes the average symmetry of the global structure with modulation periodicity along c-axis. However, 

in DFT modeling, we must use either full or zero occupancy for sulfur atoms, as partial occupancy would 

require further increase in the size of the supercells — that are already large to accommodate the 

modulations —, making them computationally prohibitive. In this case, definite occupancy of S atoms at 



the 6g site leads to two structural variants, both consistent with the lower-symmetry P3 space group, as 

shown in Figure 1a, without changing the 

P3̅ structure. Thus, we used a lower-symmetry P3-Sr8/7TiS3 model for the theoretical calculations.
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6000HE detector, using Mo Kα radiation 

scan (dwell time of 1 μs), to enable post

ray signals (4π sr).

slice method as implemented in μSTEM
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