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Micromechanical testing:
indentation

lLoad: 50-150 mN
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E : Young’s modulus
v : Poisson ratio




i
QD
2

Materials Project

https://next-gen.materialsproject.org/

Data:

- chemical elements
- composition

- crystal structure
(B1,B3,B4)

Labels:

- total energy

- stress tensor

- forces

- elastic tensor

- Bulk modulus
- Shear modulus

= 8000 labeled data

neural network (CGCNN)

crystal graph convolutional

predicted (GPa)
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Disordered nitrides
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Materials Project

https://next-gen.materialsproject.org/

Data:

- chemical elements

- composition
- crystal structure
(B1,B3,B4)

Labels:

- total energy

- stress tensor

- forces

- elastic tensor

- Bulk modulus
- Shear modulus

= 8000 labeled data

neural network (CGCNN)

crystal graph convolutional

predicted (GPa)
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