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oxyhydrogen reaction
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- learn molecular energies
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predicting energies for A—B-type molecules
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Pauling 1932
 introduced electronegativity

« reproduced trends by:

BB
E,p = 5 +(EN, — ENg)?

- find formula for E,g by modern learning techniques
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GLMNET

« choose energy related atomic properties,
IP, EA, EN, E,p
e compile input matrix
* primary features
« sums and differences
* products of 1 and 2
- > 350 entries
* binding energies
* solve
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—> most descriptive properties identified
—> proceduce robust to setup of property matrix
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—> physics recovered reasonably well
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Next steps

» proceed to molecules in general

» using accessible atomic properties

» deep convolution networks
—> bond-order like/reactive potentials

for use in MD simulations = - reactions in condensed phase

Thank you!
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