Hands-on Tutorials — Young Researcher's Workshop on Machine Learni... https://web.archive.org/web/20221004000409/https://ml4m xyz/hands-o...

The Wayback Machine - https://web.archive.org/web/20221004000409/https://ml...

Hands-on Tutorials

Tutorial Lecture:

Structural descriptors and atomic cluster expansion
basis

Dr. Anton Bochkarev — Ruhr-Universitat Bochum,
Germany

Link to Google Colab: htips://colab.research.google.com/drive
/[1avJoULLhrGGPQdLdMIlb73vkCeg41v7sCW

Tutorial Lecture:

Materials structure-property mapping with kernel-
based methods

Dr. Milica Todorovi¢ — Turku University, Finland

Links to Google Colab:

Introduction to KRR: https://colab.research.google.com/drive
[12eV4CIctJYDITM1YwqANnn-Ynoz8hsYKz?usp=sharing

Introduction to GPR
https://colab.research.google.com/drive
[AHbvBmMNjTdHPsn6ZxvG6ejn-tnJ2Podhk?usp=sharing
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Introduction to BO
https://colab.research.google.com/drive
/AvOCULuq 1 IjiC3JRgtvgQUIPRQX-J_ r?usp=sharing

BO structure search
https://colab.research.google.com/drive

Tutorial Lecture:

Data-manifold characterisation: Estimating intrinsic
dimension, density, and density peaks with DADApy

Dr. Aldo Glielmo — SISSA and Banca d’Italia, Italy

Links to Google Colab:

Tutorial 0: Visualising the curse of dimensionality
https://colab.research.google.com/drive
[1v7hE2Vy8H2yqhb_6A3Aw5_Y2pFDSH_TG?usp=sharing

Tutorial 1: Intrinsic dimension estimation
https://colab.research.google.com/drive
[1tW6PsTOIWIDFqismIV2kgl7zSvsvTal. W?usp=sharing

Tutorial 2: Density and density peaks estimation
https://colab.research.google.com/drive/1eOZL.Pr-
sEegujRSYNQ20J1.52 LEDwl ko?usp=sharing

Link to optional dataset:

Tutorial 3: Free experimentation with DADApy. https://drive.google.com
/drive/folders

Tutorial Lecture:
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Training neural network potentials with PANNA

Dr. Franco Pellegrini — SISSA, Italy

Link to Google Colab:
https://bit.ly/ML4M22PANNA

Young Researcher's Workshop on Machine Learning for Materials 2022, Blog at WordPress.com.
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