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Fig. S1. Normalized lattice parameters under progressing pressure for (a) ABTOX, (b) DMA-
BTO, (c) DU-BTO, (d) HA-BTO, (e) M,-BTO and (f) TKX-50.
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Fig. S2. Normalized (a) volume and (b) density as a function of pressure for the studied six

BTO- based energetic materials.
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Fig. S3. Calculated intramolecular D-H bond length, intermolecular D...H and H...A distances,

and D-H...A bond angle as a function of pressure for (a) ABTOX, (b) DMA-BTO, (c) DU-BTO,
(d) HA-BTO, (e) M2-BTO and (f) TKX-50.
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Fig. S4. Calculated IR spectra of (a-c) ABTO, (d-f) DMA-BTO, (g-i) DU-BTO, (j-I) HA-BTO,
(m-0) M,-BTO and (p-r) TKX-50 without high frequency symmetric/asymmetric stretching
vibrations.



