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SRR AT, I L 37 L 0 T S BTR B }I S10 $10  Acquire an electrode active material, calculate the surface energy on different
BB O SN G, 200 TR PR R B BN 2544 crystal planes of the electrode active material by means of a density functional theory, and
determine an interface structure of the electrode active material
820  Acquire a cladding material, calculate the surface energy of the cladding material
SRE A MR, R MBS IR A MR R & / s20 by means of the density functional theory, and determine an interface system of the
TEE, A QAR TR, cladding material
l 530 Calculate formation energy of the electrode active material and the cladding
material on the basis of the interface structure of the electrode active material and the
T A MO AR G 1 5710 2% M AT 3 L 78 A L) T /‘ $30 interface system of the cladding material, and determine a formation energy system of the
H 5, SRR H—T?HJ SasEH e, e cladding material
MHE/JH,!A(\JLMK $40  On the basis of the formation energy system of the cladding material, calculate a

lithium ion migration rate by means of the density functional theory, and determine a
migration system of the cladding material

S50  On the basis of the formation energy system of the cladding material, calculate the
reaction barrier and reaction thermodynamics between the cladding material and an
electrolyte by means of the density functional theory, and determine a reaction kinetics
system of the cladding material

$60  Obtain, by means of screening, an electrode cladding material on the basis of the
migration system of the cladding material and the reaction kinetics system of the cladding
material
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(57) Abstract: The present application belongs to the technical field of batteries, and particularly relates to an electrode cladding
material screening method, an electrode material and a secondary battery. The electrode cladding material screening method comprises
the steps of; determining an interface structure of an electrode active material; determining an interface system of a cladding material;
determining a formation energy system of the cladding material on the basis of the interface structure of the electrode active material
and the interface system of the cladding material; on the basis of the formation energy system of the cladding material, respectively
determining a migration system of the cladding material and determining a reaction kinetics system of the cladding material; and
obtaining, by means of screening, an electrode cladding material on the basis of the migration system of the cladding material and
the reaction kinetics system of the cladding material. By means of the electrode cladding material screening method in the present
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application, a data screening model is constructed from the microstructure level of an interface, such that an optimal cladding material
on the surface of an electrode active material can be quickly and accurately screened out, thereby accurately modifying an interface of
the electrode active material, and improving the electrochemical performance of the electrode active material.
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