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CTSS Member Highlights

We want to feature our members!

Scientific Accomplishments. Please send information on any of your
publications, book chapters, presentations at
local/national/international meetings, and any other milestones. Photos
and images are welcome.

"What's New in Computational Toxicology?” We are looking for
authors who would like to contribute to our newly started series entitled
“What's new in computational toxicology?” This series hosts columns
(which will be featured in upcoming newsletters) authored by the
members of the CTSS who would like to share about exciting projects
or publications, new trends in toxicology pertaining to their area of
expertise, impressions on meetings they attended and that were of
interest to them and their group, etc. The column is to be between
1,000-4,000 characters (including spaces) long; 1 to 2 figures can be
included at the author’s discretion as long as there are no intellectual
property conflicts.

Please contact our Councilor Adrian Green with your news!

WHAT’'S NEW

WEBINAR SERIES
Offered 6 webinars in 2024-2025

Recordings are available on CTSS
website

Webinars in Q1/Q2 2026:

1) Virtual Control Groups & Virtual
Omics Controls: Reducing
Animal Use Without Sacrificing
Rigor (Jan 21st)

2) Single-Cell Bioinformatics in
Toxicology (May 20th)

MEMBERSHIP IS GROWING

Since 2019, our membership has grown
from 164 to 265!

Diverse membership drawing from
government (~12%), academia (~20%),
consulting (~18%), and industry (~35%),

among other sectors
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CTSS VISIBILITY AT SOT 2025

At the 2025 SOT Annual Meeting in
Orlando, FL, CTSS offered 8 scientific
and educational sessions

SPECIAL THANKS TO

OUR OUTGOING OFFICERS

Minjun Chen | Elena Chung | Heather
Ciallella | Joel M. Cohen | Holly
Mortensen

OUR SCIENTIFIC SESSION
COMMITTEE

Fjodor Melnikov | Kevin Cross |
Alessandro Brigo | Adrian Green
| Zhoumeng Lin | Lennart Anger |

Cody Robarts | Lisa Truong |

David Umbaugh | Pei-Yu Wu

WELCOME TO NEW AND
RETURNING EC MEMBERS

Zhoumeng Lin | David Umbaugh
| Pei-Yu Wu | Lennart Anger |
Cody Robarts

MENTORSHIP

SOT now provides centralized
mentorship opportunities
through the Mentor Match
program on ToXchange. CTSS is
working with other specialty
sections to provide more tailored
mentoring events during annual
meetings.

Please look out for related
invitations before the 2026
Annual Meeting in San Diego.



President's Letter <=

As has been the tradition in recent years, 2025 has once again
presented a unique combination of opportunities and challenges. With
the COVID era and it's travel restrictions and social limitations now far in
the rearview mirror, new travel restrictions for government employees
and budgetary shifts created unexpected barriers for the growing
industry-academia-government partnerships that are vital to the annual
SOT meeting. Yet, despite these hurdles, the 2025 SOT Annual Meeting
in Orlando was a resounding success—providing an engaging forum for
in-person scientific exchange and reinvigorating our cross-disciplinary
community. During the meeting, CTSS hosted our annual reception and
member gathering, celebrated this year's award recipients, and
reviewed the accomplishments summarized in our annual report. We
were delighted by the strong participation and the rich discussions
across all reception and mentoring activities.

Looking at opportunities, advances in artificial intelligence (Al)
technologies and large language model (LLM) applications have placed
computational research in an excellent position to take on an even
greater role within toxicology. The rapid growth of Al continues to
propel computational toxicology forward at an extraordinary pace, as
seen by the rising number of publications at the intersection of
toxicology and data science. Al-driven tools are becoming central to
how toxicologists compile, analyze, and interpret data. Large language
models, initially developed for natural language processing, are now
widely used to extract information from literature, curate and aggregate
datasets, and learn from large-scale omics profiles. With sequencing
costs continuing to decline, the volume of omics data is expanding
rapidly and fueling the development of transcriptomics-based
foundational models for biology and toxicology. Computational
toxicologists are capitalizing on these opportunities by assembling
large datasets from sources that were previously more difficult to
consistently analyze and interpret at scale, such as preclinical animal
studies. These and other data streams are being integrated to develop
increasingly sophisticated computational models for toxicity prediction.
Importantly, Al tools are also making it easier for scientists to begin
coding, exploring, and learning from large datasets. We hope that in
the coming years more toxicologists will be inspired to bring
computational approaches to augment their work, even if only for parts
of it.

While Al applications in toxicology still have substantial room to grow,
interest in computational toxicology continues to rise, as reflected in the
increasing number of scientific sessions focused on computational
methods and seeking CTSS endorsement. This year, CTSS endorsed 15
proposed sessions, 6 of which were accepted for inclusion in the 2026
scientific program. The accepted sessions were weighted toward
workshops and continuing education courses—highlighting the growing

AWARDS DEADLINES

DECEMBER 1
- YVES ALARIE DIVERSITY
AWARD

DECEMBER 31
- PAPER OF THE YEAR
-TOP 10 BEST ABSTRACT
AWARDS - STUDENT

- ELSEVIER POSTDOC AWARDS
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with the latest
news and events

SCAN ME

Treasurer’s
Report

2025 financial support
received from six sponsors

Provided over $4,000 in
awards in 2024-2025

After all expenses, the
CTSS balance is $26,441



appetite among SOT members to learn computational methods. These
included:

e Toxic Insights Unlocked: Leveraging Machine Learning and
Advanced Image Analysis to Transform the Science of Toxicology

e Toward Al-Enabled Digital Biomarkers: Improving the Predictivity of
Toxicology in the 21st Century

e This Is Real: How Al Can Actually Be Used in Hazard and Risk
Assessments

e Alin Toxicology: Navigating Promise, Pitfalls, and Practical
Implementation

In addition to the SOT program, CTSS—often in collaboration with other
specialty sections—continues to expand its webinar series, which
remains one of our most valued outreach and educational initiatives.
Recent and upcoming webinars include:

e Virtual Control Groups & Virtual Omics Controls: Reducing Animal
Use Without Sacrificing Rigor

e Expanded Decision Tree: US FDA’s Food Chemical Toxicity

e Data Interoperability in Toxicology: A Framework for Source-to-
Outcome Assessment

e The Annual Computational Toxicology Paper of the Year and CTSS
Award Winners Presentations

Recordings of most webinars will continue to be available through the
SOT ToXchange website. We welcome suggestions for future topics
and speaker nominations—your ideas directly shape the direction of our
scientific programming.

CTSS is proud to recognize the achievements of our members through
a series of awards designed to highlight excellence in the field and
support students and early-career scientists. We strongly encourage our
early-career members to apply for the Yves Alarie Diversity Award, the
Elsevier Postdoctoral Award, and the Student Award. We also hope to
see recently published work and SOT abstracts submitted for the Paper
of the Year and Best Abstract awards. This year, we continued our
tradition of featuring awardees in dedicated webinars that showcase
their scientific contributions.

Most importantly, CTSS and the leadership team remain immensely

grateful to our generous sponsors. Their continued support enables our
participation in mentoring events at the annual SOT meeting, offsets the
costs of the CTSS reception, supports our webinar series, and funds the
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awards that define our mission. If you or your institution is interested in
becoming a sponsor, please visit the CTSS website for additional

information.

Finally, | want to express my heartfelt gratitude to the dedicated CTSS
leadership team, whose commitment and tireless efforts—including
reviewing award nominations and session proposals, organizing in-
person events and webinars, and continually engaging with the
computational toxicology community—make all our accomplishments
possible. | look forward to reconnecting with all of you at the 2026
Annual Meeting in San Diego and to another exciting year of growth in
Al-enabled, data-rich toxicology.

Best regards,

Todln (Lt ) Mol

CTSS Yves
Alarie
Diversity
Award

For Trainees & Young
Investigators

This SOT Scholarship Fund Endowment was
established in July 2019 by his students,
friends, colleagues, and family. Dr. Alarie, a
longtime member of the SOT, has made
significant contributions to the fields of
inhalation toxicology and computational
toxicology. During his career as a Professor
at the University of Pittsburgh, he advised,
trained, encouraged, and supported many
students in the field of toxicology.

This award provides $2,500 to a motivated trainee or young
investigator from an under-represented group who is working in the
field of computational toxicology and shares Dr. Alarie’s passion for
science. The award must be used for the professional development
of the trainee/young investigator.



HIGHLIGHT: Selected Scientific Accomplishments
of Our Membership

Karmaus AL, Charlton A., 2025. Characterizing chlorotriazine effects in cancer-relevant high-throughput screening
assays. Front Toxicol https://doi.org/10.3389/ftox.2025.1682439

Canchola A, Li K, Chen K, Borboa-Pimentel A, Chou C, Dela Rama R, Chen CY, Chen X, Strobel M, Riviere JE,
Monteiro-Riviere NA, Wang M, Zhang F, Lin Z, Chou WC., 2025. Meta-Analysis and Machine Learning Prediction of
Protein Corona Composition across Nanoparticle Systems in Biological Media. ACS Nano
https://doi.org/10.1021/acsnano.5c08608

de Conti A, Madia F, Schubauer-Berigan MK, Benbrahim-Tallaa L., 2025. Carcinogenicity of some metals evaluated
by the IARC Monographs: A synopsis of the evaluations of arsenic, cadmium, cobalt, and antimony. Toxicol App!
Pharmacol https://doi.org/10.1016/j.taap.2025.117506

Blum J, Brill M, Hengstler JG, Dietrich DR, Gruber AJ, Dipalo M, Kraushaar U, Mangas |, Terron A, Fritsche E, Marx-
Stoelting P, Hardy B, Schepky A, Escher S, Hartung T, Landsiedel R, Odermatt A, Sachana M, Koch K, Dénmez A,
Masjosthusmann S, Bothe K, Schildknecht S, Beilmann M, Beltman JB, Fitzpatrick S, Mangerich A, Rehm M,
Tangianu S, Zickgraf FM, Kamp H, Burger G, van de Water B, Kleinstreuer N, White A, Leist M., 2025. The long
way from raw data to NAM-based information: Overview on data layers and processing steps. ALTEX
https://doi.org/10.1457 3/altex.241217 1

Prussia AJ, Demchuk E., 2025. Investigating the quantitative toxicological relationship between PFAS alkyl fluorine
structure and exposure levels leading to changes in blood-based clinical markers in rats. J Toxicol Environ Health A
https://doi.org/10.1080/15287394.2025.2520427

Shah F, Wang R, Vega BA, Chen F, Bhatt B, Boyer NC, Hanisak J, Tucker TJ, Dong S, Josien H, Biswas K, Hu A, Li
N, Gonzalez RJ., 2025. Integrated In Silico, Ex Vivo, and In Vitro Framework for Early Derisking of Mast Cell
Degranulation in Peptide Drug Candidates. Chem Res Toxicol https://doi.org/10.1021/acs.chemrestox.5c00269

Olubamiwa AO, Qu Y, Connor S, Tong W, Li D, Chen M., 2025. DILIrank 2.0: An updated and expanded database for
drug-induced liver injury risk based on FDA labeling and a literature review. Drug Discov Today
https://doi.org/10.1016/j.drudis.2025.104485

Chukwuka AV, Jerome FC, Hassan A, Adeogun AO., 2025. Urban intensity and runoff effects on oxidative stress and
pathological severity in the testes and ovaries of blue crabs, Callinectes amnicola within a tropical lagoon system
(Nigeria). Environ Monit Assess https://doi.org/10.1007/s10661-025-13799-9

Khan K, Tucker N, Martin HJ, Nair VG, Ali A, Tagorti G, Hardy B., 2025. Species sensitivity distribution modeling for
ecotoxicity prediction of industrial chemicals. Sci Total Environ https://doi.org/10.1016/].scitotenv.2025.180875

Klaren WD, Rivera BN, Sheppard AM, Franke K, Wikoff DS., 2025. Approach for systematically assessing study
reliability and relevance in evaluations of monosodium glutamate safety. Curr Res Toxicol
https://doi.org/10.1016/j.crtox.2025.100256

Kruse PM, Ring CL., 2025. A cheminformatics workflow for higher-throughput modeling of chemical exposures from
biosolids. Toxicol Sci https://doi.org/10.1093/toxsci/kfaf081

Lagunas T Jr, Melnikov F, Cole G, Niu S, Esparza E, Davies J, Hasselgren C, Fullerton A, Zhong Y., 2025. Analysis
of Multiplexed Flow Cytometric Assays and Toxicogenomic Signatures for Genotoxicity Prediction: A Model
Performance and Case Study Approach. Environ Mol Mutagen https://doi.org/10.1002/em.70025




Muthumula CMR, Yanamadala Y, Gokulan K, Karn K, Cunny H, Sutherland V, Santos JH, Khare S., 2025. Effect of in
utero and lactational exposure to antiretroviral therapy on the gut microbial composition and metabolic function in
aged rat offspring. Exp Biol Med (Maywood) https://doi.org/10.3389/ebm.2025.10468

Yu Rice Y, Dolan DG, Bandara SB, Morgan RE, Garry M, Tsuiji J., 2025. Considerations and derivations of permitted
daily exposure limits for impurities from intravitreal pharmaceutical products. Regul Toxicol Pharmacol
https://doi.org/10.1016/j.yrtph.2024.105745

Umbaugh DS, Nguyen NT, Curry SC, Rule JA, Lee WM, Ramachandran A, Jaeschke H; Acute Liver Failure Study
Group., 2025. The endothelial growth factor angiopoietin-2 is an accurate prognostic biomarker in patients with
acetaminophen-induced acute liver failure. Toxicol Sci https://doi.org/10.1093/toxsci/kfaf130

Woolley DR, Johnson GE, Cross KP., 2025. Risk (Re)assessment of N-Methyl-N-nitrosophenethylamine for use in
computing risk levels of N-Nitrosamine drug substance related impurities. Regul Toxicol Pharmacol
https://doi.org/10.1016/j.yrtph.2025.105888

Jurgelewicz A, Breaux K, Willis CM, Harris FR, Byrd G, Witten J, Haggard DE, Deisenroth C, Harrill JA., 2025.
Assessing the impact of in vitro xenobiotic metabolism on estrogenic chemical bioactivity in high-throughput profiling
assays. Toxicology https://doi.org/10.1016/j.tox.2025.154215

Park JJ, Faustman EM., 2025. Silver nanoparticle (AgNP), neurotoxicity, and putative adverse outcome pathway
(AOP): A review. Neurotoxicology https://doi.org/10.1016/j.neuro.2025.02.001

Daood NJ, Carey SR, Chung E, Wang T, Kreutz A, Girireddy M, Chakravarti S, Kleinstreuer NC, Tiley JB, Aleksunes
LM, Zhu H., 2025. Machine Learning Modeling for ABC Transporter Efflux and Inhibition: Data Curation, Model
Development, and New Compound Interaction Predictions. Mol Pharm
https://doi.org/10.1021/acs.molpharmaceut.5¢c01065

Gabal E, Azaizeh M, Baloni P., 2025. Investigating Lipid and Energy Dyshomeostasis Induced by Per- and
Polyfluoroalkyl Substances (PFAS) Congeners in Mouse Model Using Systems Biology Approaches. Metabolites
https://doi.org/10.3390/metabo15080499

Ireland D, Word LJ, Collins ES., 2025. Statistical analysis of multi-endpoint phenotypic screening increases sensitivity
of planarian neurotoxicity testing. Toxicol Sci https://doi.org/10.1093/toxsci/kfaf117

Sewell F, Blee M, Peperkamp-van den Oetelaar D, Beekhuijzen M., 2025. Dose level selection for developmental and
reproductive toxicology (DART) studies: Insights from the EUROTOX 2024 satellite workshop. Regul Toxicol
Pharmacol https://doi.org/10.1016/j.yrtph.2025.105945

Parham F, Eccles KM, Rider CV, Sakamuru S, Xia M, Huang R, Tice RR, Dinse GE, DeVito MJ., 2025. Lessons
learned from evaluating defined chemical mixtures in a high-throughput estrogen receptor assay system. Toxicol
Sci https://doi.org/10.1093/toxsci/kfaf020

Acquaah-Mensah GK, Aguilar B, Abdilleh K., 2025. Radiomics Combined with Transcriptomics Improves Prediction of
Breast Cancer Recurrence, Molecular Subtype and Grade. Cancers (Basel)
https://doi.org/10.3390/cancers17172912

Moyer HL, Kim S, Lam BP, Richardson LS, Tsai HD, Ford LC, Lin HC, Chiu WA, Menon R, Han A, Rusyn I., 2025.
Fetal response to maternal exposures of environmental chemicals: Utility of a four-cell human feto-maternal
interface organ-on-chip. Chem Biol Interact https://doi.org/10.1016/j.cbi.2025.111782




Krzykwa J, Chaudhari HS, Monteiro Da Rocha A, Gossmann M, Hoffmann P, Khokhar Y, Meyer N, Park JK, Sprando
R, Vaidyanathan R, Westerink RHS, Wu JC, Yourick J, Zhao SR, Mitchell CA., 2025. Developing an approach for
evaluating the cardiotoxic potential of botanicals. Front Toxicol https://doi.org/10.3389/ft0x.2025.1646044

Mortensen HM, Gromelski M, Hench G, Martens M, Wittwehr C, Kumar S, Kumar V, Audouze K, Virvilis V, Nymark P,
Angrish M, Lynch I, Edwards S, Magagna B, Wojewodzic MW; FAIR AOP Cluster Working Group., 2025. The FAIR
AOP roadmap for 2025: Advancing findability, accessibility, interoperability, and re-usability of adverse outcome
pathways. Comput Toxicol https://doi.org/10.1016/j.comtox.2025.100368

Lu EH, Rusyn |, Chiu WA., 2025. Incorporating new approach methods (NAMs) data in dose-response assessments:
The future is now!. J Toxicol Environ Health B Crit Rev https://doi.org/10.1080/10937404.2024.2412571

Meeks RG, McKim JM, Pregenzer J, Durham JA, McNett DA., 2025. Alteration of pituitary and hypothalamic
membrane fluidity as a non-specific mode-of-action for reproductive effects with octamethylcyclotetrasiloxane.
EXCLI J https://doi.org/10.17179/excli2025-8545

Davidson-Fritz SE, Ring CL, Evans MV, Schacht CM, Chang X, Breen M, Honda GS, Kenyon E, Linakis MW, Meade
A, Pearce RG, Sfeir MA, Sluka JP, Devito MJ, Wambaugh JF., 2025. Enabling transparent toxicokinetic modeling
for public health risk assessment. PLoS One https://doi.org/10.1371/journal.pone.0321321

Valentin JP, Bourcier T, Chi X, Delaunois A, Foley CM, Henderson KA, Lainee P, Leishman DJ, Li D, Pawluk E,
Pugsley MK, Rajamani S, Regan CP, Rolf MG, Ross R, Rossman El, Tichenor SD, Villar IC, Wisialowski TA, Wu J,
Vargas HM., 2025. Current practices on the measurement of electrocardiogram and hemodynamic parameters in
non-rodent species in regulatory safety assessment studies. J Pharmacol Toxicol Methods
https://doi.org/10.1016/j.vascn.2025.107765

Boatman AK, Chappel JR, Kirkwood-Donelson Kl, Fleming JF, Reif DM, Schymanski EL, Rager JE, Baker ES., 2025.
Updated Guidance for Communicating PFAS Identification Confidence with lon Mobility Spectrometry. Environ Sci
Technol https://doi.org/10.1021/acs.est.5c01354

Bercu J, Trejo-Martin A, Chen C, Schuler M, Cheung J, Cheairs T, Lynch AM, Thomas D, Czich A, Atrakchi A,
McGovern TJ, Heflich RH, Vespa A, Froetschl R, Yang Y, Gandhi RD, Elloway J, Ziegler V, Hellmann A, Schaefer
M, Tennant RE, Westerink W, Hoffmans R, Jolly R, Noteboom J, Gollapudi P, Sobol Z, McGettigan KK, Christensen
JS, Simon S, Dieckhoff J, Zeller A, Marchand C, Waese K, Bishop ME, Leavitt P, Hargreaves V, Glick C, Liao Y,
Elespuru R, Puglisi R., 2025. HESI GTTC ring trial: Concordance between Ames and rodent carcinogenicity
outcomes for N-nitrosamines (NAs) with rat and hamster metabolic conditions. Regul Toxicol Pharmacol
https://doi.org/10.1016/j.yrtph.2025.105835

Wambaugh JF, Sipes NS, Mercado GP, Arnot JA, Bertato L, Brown TN, Chirico N, Cook C, Dawson DE, Davidson-
Fritz SE, Ferguson SS, Goldsmith MR, Grulke CM, Judson RS, Mansouri K, Patlewicz G, Papa E, Pradeep P,
Sangion A, Sayre RR, Thomas RS, Tornero-Velez R, Wetmore BA, Devito MJ., 2026. Collaborative evaluation of in
silico predictions for high throughput toxicokinetics. Toxicol In Vitro https://doi.org/10.1016/j.tiv.2025.106150

Paul Friedman K, Thomas RS, Wambaugh JF, Harrill JA, Judson RS, Shafer TJ, Williams AJ, Lee JJ, Loo LH, Gagné
M, Long AS, Barton-Maclaren TS, Whelan M, Bouhifd M, Rasenberg M, Simanainen U, Sobanski T, 2025.
Integration of new approach methods for the assessment of data-poor chemicals. Toxicol Sci
https://doi.org/10.1093/toxsci/kfaf019

Wambaugh JF, Paul Friedman K, Beal MA, Moffat |, Hughes MF, Nong A, Dorne JCM, Ashraf MW, Barton-Maclaren
TS, DeVito M, Ferguson SS, Judson RS, Long AS, Paini A, Sampani S, Thomas RS, Wetmore BA., 2025. Applying
New Approach Methods for Toxicokinetics for Chemical Risk Assessment. Chem Res Toxicol
https://doi.org/10.1021/acs.chemrestox.5c00161




Borton L, Coleman K., 2025. Material-mediated pyrogens in medical devices: Myth or reality?. ALTEX
https://doi.org/10.14573/altex.2504231

Messier KP, Reif DM, Marvel SW., 2025. The GeoTox Package: open-source software for connecting spatiotemporal
exposure to individual and population-level risk. Hum Genomics https://doi.org/10.1186/s40246-024-00711-8

Heintz MM, Buerger AN, Haws LC, Cullen JM, East AW, Thompson CM., 2025. Comparison of phenotypic and
transcriptomic profiles between HFPO-DA and prototypical PPARa, PPARYy, and cytotoxic agents in wild-type and
Ppara-null mouse livers. Toxicol Sci https://doi.org/10.1093/toxsci/kfaf049

Morshead ML, Truong L, Carrell SJ, Scott R, Anderson KA, Tanguay RL., 2025. Chemical structure drives
developmental toxicity of alkyl-substituted naphthalenes in zebrafish. Environ Int
https://doi.org/10.1016/j.envint.2025.109837

Barral YHM, Polonchuk L, Clerx M, Gavaghan DJ, Mirams GR, Wang K., 2025. Comparison of in silico predictions of
action potential duration in response to inhibition of IKr and ICaL with new human ex vivo recordings. PLoS Comput
Biol https://doi.org/10.1371/journal.pcbi. 1012913

Bundy JL, Rogers JD, Shah |, Judson RJ, Everett LJ, Harrill JA., 2025. A Machine Learning Approach to Molecular
Initiating Event Prediction Using High-Throughput Transcriptomic Chemical Screening Data. J Chem Inf Model
https://doi.org/10.1021/acs.jcim.5c00699

Ator J, Kelly M, Shivaram R, Krisnamurthy RC, Soman YP, Whittaker MH., 2025. Genotoxicity Evaluation of
Biokesum® Polygonum minus (Persicaria Minor) Standardized Extract Using Bacterial Reverse Mutation, /n Vitro
Micronucleus, and In Vitro Chromosomal Aberration Studies. J Med Food https://doi.org/10.1089/jmf.2024.0255

Liu'Y, Lawless M, Roe AL, Ferguson SS., 2025. Integration of computational models to predict botanical
phytochemical constituent clearance routes by the Extended Clearance Classification System (ECCS). Toxicol Appl
Pharmacol https://doi.org/10.1016/j.taap.2025.117385

Seal S, Trapotsi MA, Mahale M, Subramanian V, Greene N, Spjuth O, Bender A., 2025. PKSmart: an open-source
computational model to predict intravenous pharmacokinetics of small molecules. J Cheminform
https://doi.org/10.1186/s13321-025-01066-5

Ruiz P, Cheng PY, Desai S, Shin M, Jarrett JM, Ward CD, Shim YK., 2025. Prevalence of Exposure to Environmental
Metal Mixtures Among Pregnant Women in the United States National Health and Nutrition Examination Survey
(NHANES) 1999-2018. J Xenobiot https://doi.org/10.3390/jox15020038

Jiang B, Quinn-Bohmann N, Diener C, Nathan VB, Han-Hallett Y, Reddivari L, Gibbons SM, Baloni P., 2025.
Understanding disease-associated metabolic changes in human colonic epithelial cells using the iColonEpithelium
metabolic reconstruction. PLoS Comput Biol https://doi.org/10.1371/journal.pcbi.1013253

Zheng X, Wang Q, Xiang L, Chen R, Guo M, Tao H, Xu T, Wu M, Wen C, He J, Dai Y., 2025. Erratum: Cholesterol
and Stearamide Mediate Lymphocyte Apoptosis and Cytokine Secretion in Systemic Lupus Erythematosus. J Vis
Exp https://doi.org/10.3791/6655

Kende A, Cowie DE, Currie RA., 2025. Mechanistic Interpretation of Toxicology Metabolomics Data. Chem Res
Toxicol https://doi.org/10.1021/acs.chemrestox.5c00203

Reiss K, Saiakhov R, Chakravarti S., 2025. (Q)SAR Approaches to Predict the Extent of Nitrosation in
Pharmaceutical Compounds. Chem Res Toxicol https://doi.org/10.1021/acs.chemrestox.4c00435




Seal S, Mahale M, Garcia-Ortegdn M, Joshi CK, Hosseini-Gerami L, Beatson A, Greenig M, Shekhar M, Patra A,
Weis C, Mehrjou A, Badré A, Paisley B, Lowe R, Singh S, Shah F, Johannesson B, Williams D, Rouquie D, Clevert
DA, Schwab P, Richmond N, Nicolaou CA, Gonzalez RJ, Naven R, Schramm C, Vidler LR, Mansouri K, Walters
WP, Wilk DD, Spjuth O, Carpenter AE, Bender A., 2025. Machine Learning for Toxicity Prediction Using Chemical
Structures: Pillars for Success in the Real World. Chem Res Toxicol
https://doi.org/10.1021/acs.chemrestox.5c00033

Knox KE, Abrahamsson D, Trowbridge J, Park JS, Wang M, Carrera E, Hartmayer L, Morello-Frosch R, Rudel RA.,
2025. Application of a Non-targeted Biomonitoring Method to Characterize Occupational Chemical Exposures of
Women Nurses Relative to Office Workers. Environ Sci Technol https://doi.org/10.1021/acs.est.4c14790

Doe JE, Botham P, Holland D, Gatnik MF, Giri V, Kang H, Kalra P, Le6n Pérez S, Marty S, Moors S, Raeburn R,
Reale E, Settivari R, Sica M, Travis KZ, Wijeyesakere SJ., 2025. Framework for classifying chemicals for repeat
dose toxicity using NAMs. Arch Toxicol https://doi.org/10.1007/s00204-025-04069-1

Thornton SA, Milton SG, Lautermilch LR, Massarsky A, Unice KM., 2025. Pyrolysis-GC/MS calibration for
environmental quantification of tire tread: Standards and marketplace averaged elastomer subunit profiles.
Chemosphere https://doi.org/10.1016/j.chemosphere.2025.144554

Colvin VC, Bastin KM, Siddens LK, Vermillion Maier ML, Williams DE, Smith JN, Tilton SC., 2025. Building a
predictive model for polycyclic aromatic hydrocarbon dosimetry in organotypically cultured human bronchial
epithelial cells using benzo[a]pyrene. Toxicol Rep https://doi.org/10.1016/j.toxrep.2025.102133

Hartung T., 2025. Phasing in human-relevant science: Why the UK's roadmap matters - and how to make it work.
ALTEX https://doi.org/10.14573/altex.2511111

Qiu G, Wang T, Yue M, Jiang B, Wang L, Yang W., 2025. Castor Oil-Based Polymer Films with Superior Mechanical,
Thermal, and Optical Properties. ACS Appl Mater Interfaces https://doi.org/10.1021/acsami.5c18545

Sakolish C, Lin HC, Moyer HL, Ford LC, Christen CH, Wetmore BA, DeVito MJ, Hewitt P, Ferguson SS, Raad F,
Rusyn I, Chiu WA., 2026. An in vitro-in silico workflow for predicting renal clearance of environmental chemicals and
drugs. Toxicology https://doi.org/10.1016/j.tox.2025.154336
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2025 CTSS Awards

CTSS PAPER OF THE YEAR AWARD

Drug interaction with UDP-
Glucuronosyltransferase (UGT)
enzymes is a predictor of drug-
induced liver injury | PMID:
39024247

CTSS ELSEVIER
POSTDOCTORAL TRAVEL
AWARD

XUELIAN JIA (TULANE UNIVERSITY)

ABSTRACT 4077 POSTER BOARD - PK576:
APPLICATION OF MACHINE LEARNING AND
MECHANISTIC MODELING TO PREDICT
INTRAVENOUS PHARMACOKINETIC PROFILES
IN HUMANS

CTSS STUDENT TRAVEL AWARD

DIANA GARNICA ACEVEDO
(THE GEORGE WASHINGTON
UNIVERSITY)

ABSTRACT 4010 POSTER BOARD - PJ504: IN
SILICO MODEL FOR BINARY READILY-
BIODEGRADABLE PREDICTION IN SMALL
MOLECULES

2025 Yves Alarie
Diversity Award Winner

Jessie Chappel

The University of North Carolina at
Chapel Hill

SOT Abstract 3406 Poster Board -
J537: Interpretable Machine Learning to
Understand Wildfire Toxicity: Bridging
Chemicals, -Omics, and Health
Outcomes via Symbolic Regression with
Novel Feature Scoring

2025 CTSS Top 3
Poster Awards
Zhicheng Zhang (University of Florida)

Elena Chung (Rowan University & Tulane
University)

Paul Kruse (US EPA)

2025 CTSS Abstract
Awards
Ayooluwa Olubamiwa, US FDA

Oyemwenosa Avenbuan, UNC-Chapel
Hill

Ricardo Scheufen Tieghi, UNC Chapel
Hill & NIEHS

Nada Daood, Rowan University
Chi-Yun Chen, University of Florida
Han-Hsuan Tsai, Texas A&M University



Reception at 2025 SOT Meeting

Many thanks to all those who attended the CTSS annual reception at SOT this past year in rainy Orlando
Florida. During the event, we hosted our annual reception/meeting for members, where we presented
our newly elected slate of officers, awards for outstanding research and reviewed the annual report. The
Computational Toxicology Specialty Section (CTSS) continued its valuable contributions to the SOT
scientific program for the meeting and remains financially on solid ground.

In 2025, 3 Continuing Education courses and 5 symposia from CTSS were included in the program.
Symposia topics ranged from, “Recent Advances in Exposure Predictions”, “Leveraging Al and Genomics
in Gene and Therapies”, “Challenges of NAM-Based Toxicokinetic Assessment”, “Principles of In Silico
Methodologies for Chemical Safety Assessment”, to “Unlocking the Power of Read-Across for Safety
Assessment”.

CTSS proudly recognizes the achievements of our fellow members of the past year and continues offering
a variety of awards to highlight their accomplishments. In 2025 these included: Ayooluwa Olubaniwa
PhD, US FDA/NCTR CTSS Paper of the Year, “Drug interaction with UDP-Glucuronosyltransferase (UGT)
enzymes is a predictor of drug-induced liver injury, Hepatology 2024", Elena Chung, Rowan and Tulane
University, CTSS Paper of the Year runner-up, Xuelian Jia PhD, Tulane University, CTSS Elsevier
Postdoctoral Award, and Dian Garnica Acevedo, George Washington University, CTSS Student Travel
Award. The year's best CTSS poster awards included: Zhicheng Zhang PhD, University of Florida (1st),
Elena Chung, Rowan and Tulane University (2nd) and Paul Kruse PhD, US EPA (3rd).

We look forward to seeing you all at SOT in San Diego, CA, for our annual CTSS meeting and reception
on Wednesday, March 25%, 2026, 6:00-7:30 PM at the Marriott Marquis Marina, San Diego
Ballroom C.

Endowment Yves Alarie
Fund Donors Yves Alarie in memory of Gunnar D. Nielsen

Yves Alarie in memory of Micheline Alarie
Rosalind C. Anderson in honor of Yves Alarie
Craig S. Barrow

The BP Foundation on behalf of Daniel Goon
Dennis Bridge

Heather D. Burleigh-Flayer

Daniel J. Caldwell in honor of Yves Alarie

Mary and Bill Conner



Alison C. P. Elder in honor of Yves Alarie

Francis Michael Esposito

Jeffrey S. Ferguson in honor of Dr. Yves Alarie

Thomas Glaab in honor of Yves Alarie

GlaxoSmithKline Foundation on behalf of Jeffrey Ferguson
Daniel Goon in honor of Dr. Yves Alarie

Barbara J. Henry in honor of Yves Alarie

Andree Hertz in memory of Micheline Alarie

Marianne Hirkulich in honor of Yves Alarie

Johnson and Johnson Matching Gifts Program on behalf of Daniel
J. Caldwell

Laurel E. Kane in honor of Yves Alarie
Lawrence Keller

Amy L. Kennedy in honor of Dr. Yves Alarie
Dolores E. Malek in honor of Yves Alarie

Francine Matijak
Razzak Memon

Sunanda and Koustubh Oka in honor of Dr. Yves Alarie
Kate Okabayashi in honor of Yves Alarie

PPG Foundation

PPG Foundation on behalf of Heather Burleigh-Flayer
Gurcharan (Ghona) K. Sangha in honor of Dr. Yves Alarie
Anonymous donor in honor of Yves Alarie

Michelle and Ken Schaper

Maryanne F. Stock in honor of Yves Alarie

Dietrich A. Weyel

King Lit Wong in honor of Yves Alarie



Annual Report 2024-2025

2025 Membership Total: 239

Key Outcomes in 2024 - 2025:

A. Of atotal of 21 CTSS sponsored/co-sponsored sessions, 8 were accepted for inclusion in
the 2025 SOT annual meeting scientific program.

B. Visibility of the specialty section has been greatly elevated due to the interest in Artificial
Intelligence and rapid progress in computational toxicology.

Activities:
A. 2025 SOT Annual Meeting Activities (e.g., courses, scientific sessions, or virtual receptions):

Computational Toxicology Specialty Section Reception

Date and Time: Monday, March 17th, 2025, from 6 pm - 7:30 pm ET

Summary: The CTSS reception included a brief welcome by the CTSS President, highlights of
the 2024-2025 events and accomplishments, recognition to sponsors and supporters were
described and an award ceremony followed. The event attracted about 100 participants.

B. 2025 Awards Information:

CTSS Paper of the Year Award

“Drug interaction with UDP-Glucuronosyltransferase (UGT) enzymes is a predictor of drug-
induced liver injury” Hepatology. 2025, 81(5),1512-1521. PMID: 39024247

Ayooluwa Olubamiwa (US FDA)

CTSS Paper of the Year Award (runner-up)

“Hybrid non-animal modeling: A mechanistic approach to predict chemical hepatotoxicity,
Journal of Hazardous Materials. 2024, 471,134297. PMID: 38677119

Elena Chung (Rowan University & Tulane University)

The Yves Alarie Diversity Award - Jessie Chappel (The University of North Carolina at Chapel
Hill)

CTSS Elsevier Postdoc Award - Xuelian Jia (Tulane University)

CTSS Elsevier Student Award - Diana Garnica Acevedo (The George Washington
University)

Best SOT-CTSS Abstract Awards - Zhicheng Zhang (University of Florida); Elena Chung (Rowan
University & Tulane University); Paul Kruse (US EPA)

Top 10 SOT-CTSS abstract awards - Ayooluwa Olubamiwa (US FDA), Oyemwenosa Avenbuan
(UNC-Chapel Hill), Ricardo Scheufen Tieghi (UNC-Chapel Hill & NIEHS), Nada Daood (Rowan
University), Chi-Yun Chen (University of Florida), Han-Hsuan Tsai (Texas A&M University)




C. Other Educational Activities Conducted

Expanded Decision Tree: US FDA's Food Chemical Toxicity Screening Tool
(Co-sponsored with FSSS)

Date: December 4th, 2025

Duration: 1 hour

Speaker: Szabina Stice (US FDA)

2025 Computational Toxicology Paper of the Year and CTSS Award Winners
Presentations

Date: December 3rd, 2025

Duration: 1.5 hours

Speaker 1: Ayooluwa Olubamiwa (PharmQuest LLC)

Speaker 2: Xuelian Jia (Rowan University)

Speaker 3: Diana P. Garnica Acevedo (George Washington University)

Speaker 4: Jessie Chappel (University of North Carolina at Chapel Hill)

Data Interoperability in Toxicology: Supporting Source-to-Outcome Assessment
(Co-sponsored with RASS)

Date: November 12th, 2025

Duration: 1.5 hours

Speaker: David E. Hines (RTI International)

Don’t Miss the Mark! How Secondary Pharmacology Can Affect Pharmaceutical Drug
Development

(Co-sponsored with DDTSS and with British Toxicology Society Discovery Toxicology
Specialty Section)

Date: December 5th, 2024

Duration: 1 hour

Speaker 1: Jean-Pierre Valentin (UCB Biopharma SRL)

Speaker 2: Friedemann Schmidt (Sanofi)

Opportunities to Harness Al and Machine Learning in Drug Discovery Toxicology
(Co-sponsored with RSESS)

Date: December 3rd, 2024

Duration: 1 hour

Speaker: Yodi Melnikov (Genentech)

CTSS 2024 Award Winner Presentations

Date: November 14th, 2024

Duration: 1.5 hours

Speaker 1: Lauren Koval (University of North Carolina at Chapel Hill)
Speaker 2: Paul Kruse (US EPA)

Speaker 3: Nada Daood (Rowan University)




