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Models TiB, (Hexagonal) TiB (Orthorhombic)
o

G

C T C b C
a2¢—>al TiB, {100} aT_> ilkB-{)Oi)&}) a(I)_'b (
Conditions
Code: LAMMPS code Stress type: shear/tensile
Interatomic Potential: the second nearest-neighbor modified Loading: constant speed of 5 m/s in Y or X direction

embedded atom method (S. Attarian et al.
Comput. Mater. Sci. 2022)
Temperature: 300 K (NPT ensemble)
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Interfacial models
TiB-TiB,

5 0E0e00
‘l—'al TiB, {100}

TiB {001}

ZMEDOHFHERT 1 X
TiB, X,Y,Z
Unit cells: XXX, YYY, 277

Dimension (A): XXX.X, YYYY, 277.7

TiB X,Y,Z
Unit cells: XXX, YYY, 277
Dimension (A): XXX.X, YYYY, ZZ77.7

\

Conditions

Code: LAMMPS code
Interatomic Potential: the second
nearest-neighbor modified
embedded atom method (S.

Attarian et al. Comput. Mater.
Sci. 2022)

Temperature: 300 K (NPT
ensemble)

Stress type: shear/tensile

Loading: constant speed of 5 m/s

in Y or X direction

N
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Conditions

Code: LAMMPS code
Interatomic Potential: the second
nearest-neighbor modified
embedded atom method (S.

Attarian et al. Comput. Mater.
Sci. 2022)

Temperature: 300 K (NPT
ensemble)

Stress type: shear/tensile

Loading: constant speed of 5 m/s

in Y or X direction
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