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simple metathetical mechanisn:
0+NO

CHO + HNO - CHZ
very complex mechanism

However, it takes place by @
producing HC(ON(H)O under the ambient condition by

assodiation according to the: result of our quantum
chemical calculation.
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Bandgap Engineering and Device
Applications of Dilute Nitrides

Charles W. Tu
Department of Electrical Engineering
National Chung Hsing University Taichung, Taiwan

Department of Electrical and Computer Engineering
University of California, San Diego ctu@ucsd.edu
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Training of SNAP Potential Model

Input: element radius, element weights

©Training and validation sets:
® Random swapping of
constituent elements
© Applied strains between 0.8
to 1.3
© Amorphous structure Bayesian optimization
@ Crystalline/amorphous Raridons akphoretion eps
interface
~Using Bayesian optimization
to optimize hyperparameters

Output: objective function
Zopj. = WoRMSE, + wRMSE,

+
Optimization steps.

ISPE, Nov. 2021, Kaohsiung, Taiwan x | Machine Learning and Complex Materials
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Suggestions

Attitude determines altitude

Stay hungry, Stay foolish

Do things right vs do the right thing
Communication and Presentation Skill
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