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Fig. S1 The sample molecules are used to explain the terms of "orthogonal", "planar", 

"core structure", "unlocked", "semi-locked" and "locked", where the core structures 

are shown in the shaded areas. The references are listed as below.
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Fig. S2 Optimized molecular geometries of the investigated systems.
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Fig. S3 Calculated electron spin density maps of the cationic state HTMs.
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Fig. S4 Charge density difference maps of the investigated HTMs, the purple and the 

blue represent where the electrons are increased and reduced, respectively.
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Fig. S5 Total electronic energy evolution of the investigated systems as a function of 

simulation time.


