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complex fluids' parameters from constitutive models
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Machine learning reaction barriers in low data
regimes: a horizontal and diagonal transfer learning
approach

Samuel G. Espley, Elliot H. E. Farrar, David Buttar,
Simone Tomasi and Matthew N. Grayson®
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ML Barrier Predictions

« Different but related reaction class
< Higher target level of theory

Digital Discovery, 2023, 2, 887-895 | 889


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d3dd90019c

Open Access Article. Published on 08 August 2023. Downloaded on 2/5/2026 8:37:41 AM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

View Article Online

PAPERS
collect Implementation of rare isotopologues into machine
, kil learning of the chemical inventory of the solar-type
. g . VW protostellar source IRAS 16293-2422
menter p—— Zachary T. P. Fried,* Kin Long Kelvin Lee, Alex N. Byrne
ooy and Brett A. McGuire*
e ‘P!Q; - ~ ““ .
C -0 Np = 43x10'8 cm

| Predict
Train ‘MI“ molecular
ML targets
model

Random
input noise

AN

Fullyconnected layer  Reshape Lay: jpsampling Layer Layer

(er of nodes Shown. Output Szer(m/4, m/a, ) 32€: b N mbero[kzme!s 6 ;«0 utput Ker)

Under cach yers interpolation: nearest  Kernel i erofkernels: 1
ernel iz

A scalable neural network architecture for self-
supervised tomographic image reconstruction

Hongyang Dong, Simon D. M. Jacques,

Winfried Kockelmann, Stephen W. T. Price,

Robert Emberson, Dorota Matras, Yaroslav Odarchenko,
Vesna Middelkoop, Athanasios Giokaris, Olof Gutowski,
Ann-Christin Dippel, Martin von Zimmermann,

Andrew M. Beale, Keith T. Butler*

and Antonis Vamvakeros™

>GRAMPA_1
GLPRKILCAIAKKKGKCKGPLKLVCKC
>GRAMPA_2
GFGCPGDAYQCSEHCRALGGGRTGGYCAGPWYL
>GRAMPA_3
LVKDNPLDISPKQVQALCTDLVIRCMCCC

Benchmarking protein structure predictors to assist
machine learning-guided peptide discovery

Victor Daniel Aldas-Bulos and Fabien Plisson*

HT kinetic data Kinetic models Validated model

+ L L3N t\.:_rl;dpl i
e '(7\/\1 ChemFit

Kinetic Model 1

®
— Prod
oesdTrT) 'y *
Sub k=01
o .
e X
A & Deactivation
A Model 22 2
¥ IdeadCAT]

890 | Digital Discovery, 2023, 2, 887-895

Model-based evaluation and data requirements for
parallel kinetic experimentation and data-driven
reaction identification and optimization

Nathan Jiscoot, Evgeny A. Uslamin* and Evgeny A. Pidko*
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A high-throughput workflow for the synthesis of
CdSe nanocrystals using a sonochemical materials
acceleration platform

Maria Politi, Fabio Baum, Kiran Vaddi, Edwin Antonio,
Joshua Vasquez, Brittany P. Bishop, Nadya Peek,
Vincent C. Holmberg and Lilo D. Pozzo*
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Chemical design with GPU-based Ising machines
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Molecular screening for solid—solid phase transitions
by machine learning

Daisuke Takagi, Kazuki Ishizaki, Toru Asahi
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A transferable double exponential potential for
condensed phase simulations of small molecules

Joshua T. Horton, Simon Boothroyd,
Pavan Kumar Behara, David L. Mobley and Daniel J. Cole
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In silico discovery of a new class of anolyte
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Akash Jain, llya A. Shkrob, Hieu A. Doan, Lily A. Robertson,
Lu Zhang and Rajeev S. Assary™
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A scientific machine learning framework to
understand flash graphene synthesis

Kianoosh Sattari, Lucas Eddy, Jacob L. Beckham,
Kevin M. Wyss, Richard Byfield, Long Qian,
James M. Tour* and Jian Lin*
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