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FIG. S1. Angular auto-correlation function {(¢’) for anion from NVE-MD simulation at 475 K for three different cell volumes
(small, medium, and large) cases.
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FIG. S2. Isosurface density plots of the Li™ ion and H-atom for LiCB;;H5 in a 2 X 2 x 2 supercell for three different cell
volume cases (small, medium, and large). Three different isovalues are used for H (blue) for better visualization (a) 1.6 x 107"
A=3(b) 6.5 x 107° A7% and (c) 6.0 x 107° A=3. There is a transition of Li* high densities area from the Oc-void to the
Tt-void. The isovalues of 1.08 x 10* A= (red) and 6.09 x 10° A= (orange) are used for Li ™ ion for all three cases.
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