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Hybrid quantum-classical simulation on the change in stage structure
of the Li-graphite intercalation compound

FRREREREE
B RE
Ryoj1 Asahi

i Xt EmPREER
Affiliation: Toyota Central R&D Labs., Inc.
http://www.tytlabs.co.jp/

Li-JS77MhBRIEEHIZHL T EA Li EZ0ORDTST7MMNREFLEEBEFREFECEET)EEEL
tORERFIIERBUEFEEEERETIILEAVWIHMEEETINATYYREFHRII2L—2 3
EEEAL. LI OBEIC-TEFHEEZEEIRTHETTST7/0H D Li HhEBRREZRAR-. V577
AADFEHYBEEEAERINESEICHA, BRSNS S ICIFILEAEGY . RyE U F B HRER <0
ZAEEMICBE T LI LA HEIEFERL-, T, 2HEIRNEERL . KYEBMLEREICNAIT YR
FEEEATSA. A—4F—N BEEHEENBEHI—F(DC-RGDFD)DORFKETo 1=,

We perform a series of the hybrid quantum-classical simulation runs for dynamics of a single
Li-ion in the graphite for various values of the averaged inter-layer distance. It is found that the Li
diffusivity is suppressed substantially when the inter-layer distance is compressed by a few percent
from the equilibrium value. On the other hand, the Li diffusivity is unaffected by stretching of the
inter-layer distance up to a few percent. Moreover, in order to treat a large QM region, we have
developed the divide-and-conquer-type real-space grid DFT (DC-RGDFT) method.
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