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which are rapidly oxidized on air, resul-

ting in low-volatile organic com-
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Il Parentspecies Decane,
Toluene and a-pinene

lll The created species have In
median 7 C-, 10 O- and 1 N-
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CosmoConf is computationally very
~ expensive. Calculation of 1 HOM
¢‘§ takes 3h - 30h on 128 CPU cores.
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1l Topological
Fingerprint is a
descriptor that
hashes molecu . CMTEIT

Il We can train a Gaussian Process Regression (GPR)
Machine Learning model using the pSat and the

| GeckoQ> database contains 31,637

molecules and 7.26 Mio. conformers
and Is publicly available. The data

Topological Fingerprint:
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Il We can predict pSat with 0.83 log
units(mbar) accuracy - compared to
COSMO accuracy of 0.5 log units this
IS quite good!
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PS: We also built a Merlin workflow
framework to execute hundreds of
multilayered DFT calculations on a

Future Work:

- Most interesting for atmospheric science are LVOC th
e to condense: extremely low-volatile compounds (I

- We want to identify ELVOC and improve ELVOC pSat [

tions, by employing Active Learning

supercomputer. If you are interested,
ask!
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