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$Sen D[ego- PROGRAM OVERVIEW

SATURDAY

8:00 - 9:00 am | Short Course Badge Printing, Sails Pavilion (upper level), San Diego Convention Center

Short Courses, various rooms at the San Diego Convention Center. Pick up a map when you print
9:00 am - 5:00 pm | your badge.
Badge Printing, Sails Pavilion (upper level), San Diego Convention Center

SUNDAY

8:00 am - 9:00 pm | Short Course Badge Printing, Sails Pavilion (upper level), San Diego Convention Center

9:00 am - 5:00 pm | Short Courses, various rooms at the San Diego Convention Center. Pick up a map when you print
your badge.

9:00 am - 8:00 pm | Name Badge Printing & Information, Sails Pavilion (upper level), San Diego Convention Center

4:00 — 4:45 pm | What to See and Do at ASMS? For students and any interested first timers, Halll D (ground level)

5:00 - 6:30 pm | Tutorial Lectures, Hall D (ground level)

5:00 pm

Lan Huang
University of California, Irvine

5:45 pm
Of Bits and lons: How Computation Enabled Mass Spectrometry

Michael MacCoss
University of Washington

6:45 - 7:45 pm | Opening Plenary, Hall D (ground level)

Protein and Ligand Discovery on a Global Scale

Benjamin Cravatt
The Scripps Research Institute

7:45 - 9:30 pm | Welcome Reception, Exhibit-Poster Hall (Hall ABC, ground level)

Consult online planner or mobile app for

detailed program.
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PROGRAM OVERVIEW $Sen Diego-

MONDAY
7:00 - 8:15 am | Corporate Member Breakfast Seminars, Convention Center and Marriott Marquis

8:30 - 10:30 am | Oral Sessions

MOA am: Informatics: Multiomics Integration and Applications, Hall D (ground level)

MOB am: lon Mobility: Instrumentation & Method Development, Ballroom 20A (upper level)

MOC am: Fundamentals: lon Activation and Dissociation, Ballroom 20BC (upper level)

MOD am: Chemoproteomics and Protein Probes, Ballroom 20D (upper level)

MOE am: Clinical Analysis: Applications, Room 6A (upper level)

MOF am: Posttranslational Modifications: Qualitative and Quantitative Analysis, Room 6B (upper level)
MOG am: Environmental: Non-Target Analysis and Emerging Contaminants, Room 6CF (upper level)
MOH am: Instrumentation: New Developments in lonization and Sampling, Room 6DE (upper level)

10:30 am - 2:30 pm | Poster Session and Exhibits, Monday posters present 10:30 am - 12:00 pm AND 1:00 - 2:30 pm.

12:00 pm | Deadline to purchase Closing Event Ticket. Ticket sales close Monday June 1 at 12pm NOON or when
tickets sell out. There is a capacity limit for this event, buy your ticket NOW if you wish to join us at the
USS Midway.

12:00 - 1:00 pm | Networking Session A, far-left corner in the Poster-Exhibit Hall
Celebrating Women Mass Spectrometrists

2:30 - 4:30 pm | Oral Sessions

MOA pm: Informatics: Peptide and Protein Identification and Quantification, Hall D (ground level)
MOB pm: Neuroscience and Neurological Disorders Research, Ballroom 20A (upper level)

MOC pm: Instrumentation: High-Resolution Mass Spectrometry, Ballroom 20BC (upper level)
MOD pm: Fundamentals: Native MS and Structures of Large lons, Ballroom 20D (upper level)
MOE pm: Exposomics, Toxicology and Health Outcomes, Room 6A (upper level)

MOF pm: Imaging: Spatially Resolved Omics, Room 6B (upper level)

MOG pm: Drug Metabolism and Pharmacokinetics, Room 6CF (upper level)

MOH pm: Carbohydrates: From Mono to Poly, Room 6DE (upper level)

4:45 - 5:30 pm | Award Session & Lecture, Hall D

John B. Fenn Distinguished Contribution in Mass Spectrometry
Preceded by the Al Yergey MS Scientist Awards presentations.

Albert J.R. Heck
Utrecht University

5:45 - 7:00 pm | Evening Workshops All workshop rooms are on the upper level.

01 DIA for PTMs: Ready for Primetime? (Bioinformatics MS Interest Group), Ballroom 20A

02 Art, Museums and Archaeology (Art, Museums, and Archaeology Interest Group), Ballroom 20BC

03 Mass Spectrometry Approaches for Characterizing Complex Biotherapeutics Modalities
(Biotherapeutics Interest Group), Ballroom 20D

04 Entrepreneurship in Mass Spectrometry: Launching through Bootstrapping and Seed Stage Venture
Capital (Independent), Room 6A

05 Prediction is Not Proof: Structural Mass Spectrometry in the AlphaFold Era (XL/CL/HDX Interest
Group), Room 6B

06 Young Mass Spectrometrist Workshop: Graduate School Through Early Career Forum (Young Mass
Spectrometrists Interest Group), Room 6CF

07 Beyond Accurate Mass: Mobility Separation and Ultrahigh-Resolution FTMS (FT-MS Interest Group),
Room 6DE

08 Million-Dollar Instruments, Lean Times: How to Build a Sustainable Mass Spectrometry Service
Portfolio (Analytical Lab Managers Interest Group), Room 1A

09 Basics and Beyond: Undergraduate Education, Training, and Mentorship in Mass Spectrometry
(Undergraduate Research in MS Interest Group), Room 1B

10 Advancing DMPK and Bioanalytical Strategies for New Therapeutic Modalities Through Mass
Spectrometry (DMPK Interest Group), Room 2

11 Bridging the External and Internal Exposome through Advanced Mass Spectrometry (Exposomics
Interest Group), Room 3

12 The NIH and NSF Review and Funding Process (Independent), Room 4

8:00 - 11:00 pm | Corporate Member Hospitality Suites at Marriott Marquis
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TUESDAY
7:00 - 8:15 am | Corporate Breakfast Seminars, Convention Center and Marriott Marquis

8:30 - 10:30 am | Oral Sessions

TOA am: Quantitative Proteomics: Instrumentation and Applications, Hall D (ground level)

TOB am: Metabolomics: New Technologies and Applications, Ballroom 20A (upper level)

TOC am: Drug Discovery and Development: Qualitative and Quantitative, Ballroom 20BC (upper level)
TOD am: Challenges in MS Analysis of Complex Mixtures, Ballroom 20D (upper level)

TOE am: Biomarkers: Quantitative Analysis, Room 6A (upper level)

TOF am: Instrumentation: Detection of High-Mass Analytes, Room 6B (upper level)

TOG am: GC-MS Instrumentations Instrumentation and Application, Room 6CF (upper level)

TOH am: Plants and Natural Products, Room 6DE (upper level)

10:30 am - 2:30 pm | Poster Session and Exhibits, Tuesday posters present 10:30 am - 12:00 pm AND 1:00 - 2:30 pm.

12:00 - 1:00 pm | Networking Session A, far-left corner in Networking Session B, far-right corner in
the Poster-Exhibit Hall the Poster-Exhibit Hall
Elevating South Asian Leadership in Career Opportunities for Chinese Students
Mass Spectrometry and Al and Scholars

2:30 - 4:30 pm | Oral Sessions

TOA pm: Biomarkers: Qualitative Analysis, Hall D (ground level)

TOB pm: Fundamentals: lonization Methods, Ballroom 20A (upper level)

TOC pm: Artificial Intelligence in MS in Instrumentation and Applications, Ballroom 20BC (upper level)
TOD pm: Biotherapeutics: Characterizations and Quantitation, Ballroom 20D (upper level)

TOE pm: Lipidomics: New MS Technologies and Applications, Room 6A (upper level)

TOF pm: Industry: Trace Analysis, Quality Control, and Automation, Room 6B (upper level)

TOG pm: Instrumentation: New Hybrid and Multimodal Approaches, Room 6CF (upper level)

TOH pm: Stable Isotope Labeling Applications, Room 6DE (upper level)

4:45 - 5:30 pm | Award Session & Lecture, Hall D

Biemann Medal
Preceded by the Research Award and PUI Research Award Presentations

Nikolai Slavov
Northeastern University, Parallel Squared Research Institute

5:45-7:00 pm | Evening Workshops

01 Top-Down Proteomics: Emerging Advances and Future Directions (Top-Down Proteomics Interest
Group), Ballroom 20A

02 Career Development (Career Development Interest Group), Ballroom 20BC

03 High Resolution lon Mobility: Toward The Need for Standardized Data and Reporting (lon Mobility
MS Interest Group), Ballroom 20D

04 Mass Spectral Libraries: The Past, Present, and Future (Mass Spectral Libraries Interest Group),
Room 6A

05 Chemoproteomics: Analytical Rigor, Biological Interpretation, and Translational Application
(Independent), Room 6B

06 Real time Mass Spectrometry in Proteomics and Beyond (Independent), Room 6CF

07 Mass Spectrometry of Nucleic Acids: Emerging Challenges and New Opportunities
(Oligonucleotides and Nucleic Acids Interest Group), Room 6DE

08 Software and Data Solutions: A Reivew of Current User-Created Platforms. (Lipids & Lipodomics
Interest Group), Room 1A

10 JASMS: The Life of a Manuscript and Being a Superstar Reviewer (Independent), Room 1B

09 Celebrating 100 Years of Photoionization MS: Early Developments, Modern Applications, and
Future Directions (Photoionization MS Interest Group), Room 2

11 Trapping the Future: The Commercial Resurgence of lon Trap MS (lon Trap MS Interest Group),
Room 3

12 Advancements in Tools for Studying Materials-Based Catalytic Processes in Polymers and Energy
(Polymeric Materials & Energy, Petroleum and Biofuels Interest Groups), Room 4

13 The peptide renaissance: emerging modalities and analytical challenges (Pharmaceuticals Interest
Group), Room 7AB

14 Clinical Chemistry Workshop - Small Samples, Big Discussion
(Clinical Chemistry Interest Group), Room 8

8:00 - 11:00 pm | Corporate Member Hospitality Suites at Marriott Marquis
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WEDNESDAY
7:00 - 8:15 am | Corporate Member Breakfast Seminars, Convention Center and Marriott Marquis

8:30 - 10:30 am | Oral Sessions

WOA am: Data-Independent Acquisition: Acquisition and Multiplexing, Hall D (ground level)

WOB am: Lipodomics: Targeted and Untargeted, Ballroom 20A (upper level)

WOC am: Informatics: Innovations, Ballroom 20BC (upper level)

WOD am: Fundamentals: Unconventional Approaches in MS, Ballroom 20D (upper level)

WOE am: Instrumentation: Innovative Separation Approaches Coupled to MS, Room 6A (upper level)
WOF am: Imaging: Pharmaceuticals, Metabolites, Lipids, and Glycans, Room 6B (upper level)

WOG am: Forensics, Innovations and Applications, Room 6CF (upper level)

WOH am: Environmental: Innovative Approaches and Instrumentation, Room 6DE (upper level)

10:30 am - 2:30 pm | Poster Session and Exhibits, Wednesday posters present 10:30 am - 12:00 pm AND 1:00 - 2:30 pm.

12:00 - 1:00 pm | Networking Session A, far-left corner in the Poster-Exhibit Hall

Hispanics and Latinx in MS

2:30 - 4:30 pm | Oral Sessions

WOA pm: Biotherapeutics: Proteins, Antibodies, and Antibody Drug Conjugates, Hall D (ground level)

WOB pm: Fundamentals: Chemistry of Gas-Phase lons (Honoring Michael Bowers), Ballroom 20A
(upper level)

WOC pm: Protein-Ligand and Protein-Protein Interactions, Ballroom 20BC (upper level)

WOD pm: Metabolomics Untargeted Approaches, Ballroom 20D (upper level)

WOE pm: Instrumentation: Ambient lonization and Applications, Room 6A (upper level)

WOF pm: Microbes and the Microbiome, Room 6B (upper level)

WOG pm: Nucleic Acids and Nucleotides, Room 6CF (upper level)

WOH pm: Glycopeptides, Glycoproteins, Room 6DE (upper level)

4:45 - 5:30 pm | ASMS Meeting, Hall D Board reports, Awards, and drinks!

5:45 -7:00 pm | Evening Workshops All workshop rooms are on the upper level.

01 Environmental Applications: You Are What You Eat and Breathe (Environmental Applications
Interest Group), Ballroom 20A

02 When Gas Phase Biomolecular Structure Differs from Solution Phase (Fundamentals & Native
Mass Spec Interest Groups), Ballroom 20BC

03 Advantages of Using Mass Spectrometry Assays (MSA) rather than Ligand Binding Assays (LBA)
for the Quantitation of Protein & Peptide Biomarkers (Regulated Bioanalysis Interest Group),
Ballroom 20D

04 Careers and Opportunities in Forensic Mass Spectrometry (Forensics & Homeland Security Interest
Group), Room 6A

05 Al in Mass Spectrometry-based Metabolomics (Metabolomics Interest Group), Room 6B

06 MS Imaging: Multiplexing and Multimodal Integration for Deeper Insight (Imaging MS Interest
Group), Room 6CF

07 Quantitative DIA Data Analysis (Data Independent Acquisition Interest Group), Room 6DE

08 De Novo Peptide Sequencing: ongoing opportunities and challenges (Independent), Room 1A

09 Best Practices for Non-Targeted Analysis - Toward Reproducible Workflows and Defensible
Reporting (Independent), Room 1B

10 Analytical Selectivity in Ambient lonization: From lon Generation to Mass Analysis (Ambient
Sampling & lonization Interest Group), Room 2

11 Surfing the Next Wave of Metaproteomics: Quantification, Multi-omics and PUFs ! (Metaproteomics
Interest Group), Room 3

12 Charge Detection Mass Spectrometry (Independent), Room 4

13 Flavor, Fragrance, and Foodstuff Discussion: Analyte Identifications and Sample Characterizations
with GC& LC-MS and modeling tools (Food, Flavor, and Foodstuff Interest Group), Room 7AB

8:00 - 11:00 pm | Corporate Member Hospitality Suites at Marriott Marquis
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THURSDAY
7:00 - 8:15 am | Corporate Member Breakfast Seminars, Convention Center

8:30 -10:30 am | Oral Sessions

ThOA am: Single Cell Omics, Hall D (ground level)

ThOB am: Integration of Multi-omics Approaches, Ballroom 20A (upper level)

ThOC am: Informatics: Metabolomics, Lipidomics and Glycomics, Ballroom 20BC (upper level)
ThOD am: Cancer and Immunity, Ballroom 20D (upper level)

ThOE am: Structural Biology, Room 6A (upper level)

ThOF am: Fundamentals: lon Structures, Energetics, and Reactions, Room 6B (upper level)
ThOG am: Covalent Labeling and Chemical Crosslinking, Room 6CF (upper level)

ThOH am: Food Chemistry & Safety: New Innovations, Room 6DE (upper level)

10:30 am - 2:30 pm | Poster Session and Exhibits, Thursday posters present 10:30 am - 12:00 pm AND 1:00 - 2:30 pm

2:30 - 4:30 pm | Oral Sessions

ThOA pm: Top-Down Proteomic Analysis, Hall D (ground level)

ThOB pm: Small Molecules: Structural Characterization and Quantitation, Ballroom 20A (upper level)

ThOC pm: High Throughput MS and Automation, Ballroom 20BC (upper level)

ThOD pm: Clinical Analysis: Innovations, Ballroom 20D (upper level)

ThOE pm: Food Chemistry & Safety: Foodomics, Allergens, Bacteria, Foods and Supplements, Room
6A (upper level)

ThOF pm: Imaging Instrumentation & Method Development, Room 6B (upper level)

ThOG pm: lon Mobility: Structure Determination & Applications, Room 6CF (upper level)

ThOH pm: Synthetic Polymers and New Materials, Room 6DE (upper level)

4:45 - 5:30 pm | Closing Plenary, Hall D

Science Integrity

Elisabeth Bik

Elisabeth Bik, PhD is a microbiologist and independent scientific integrity
expert based in the San Francisco Bay Area. With over 20 years of
experience, she specializes in identifying problematic data and images in
the scientific literature, contributing to more than 1,600 retractions and 1,200
corrections. She previously spent over a decade at Stanford University
School of Medicine and now advises journals, publishers, and institutions
on research integrity and publication ethics. Her work has been featured in
Nature, Science, The New York Times, and The Wall Street Journal. She
is the recipient of several international honors, including the John Maddox
Prize and the Einstein Foundation Award.

6:30 — 10:00 pm | Closing Event aboard the USS Midway - ADVANCE PURCHASE TICKET REQUIRED
Ticket sales close Monday June 1 at 12pm NOON or when tickets sell out. There is a capacity
limit for this event, buy your ticket NOW if you wish to join us at the USS Midway.
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MONDAY MORNING ORALS

MOA am: Informatics: Multiomics Integration and Applications
Hall D

MOA am 08:30

Integrative Multiomic Analysis of Cell Signaling and Lipid Metabolism in Diet-Induced Obesity; Yukun Niu®;
Amy Deik?; Clary Clish?; Norman J Kennedy?; Roger J Davis?; Tigist Y Tamir'- 4 % 6; "Department of Biochemistry
and Biophysics, University of North Carolina at Chapel Hill, Chapel Hill, NC; 2Metabolomics Platform, The Broad
Institute of MIT and Harvard, Cambridge, MA; 3Program in Molecular Medicine, University of Massachusetts Chan
Medical School, Worecester, MA; *Department of Nutrition, Gillings School of Global Public Health, University of
North Carolina at Chapel Hill, Chapel Hill, NC, United States, Chapel Hill, NC; $Computational Medicine Program,
School of Medicine, University of North Carolina at Chapel Hill, Chapel Hill, NC; 6Lineberger Comprehensive
Cancer Center, School of Medicine, University of North Carolina at Chapel Hill, Chapel Hill, NC

MOA am 08:50

Predictive Multi-Omic Signatures of Inmune Responsiveness in the Aging Immunome; Prasanna Vadhana
Ashok Kumaar'; Kevin Schneider?'; Jordon Burton?'; Christina D. King'; Durai Sellegounder’; Benjamin Ambrose?;
Birgit Schilling'; David Furman'; Eric Verdin'; "Buck Institute for Research on Aging, Novato, CA

MOA am 09:10

Probabilistic Modeling and Functional Clustering in Multi-Omics Data Integration; Chi Yen Tseng'; John R
Tipton'; Emilio S Rivera®; Tara Harvey'; Joshua D. Breidenbach?; Brett R. Blackwell'; Salvator J. Palmisano’;
Emilia Solomon?; Claire K. Sanders'; Grace M. Thornhill'; Kes Luchini'; Ethan M. Mcbride'; Jessica Salguero’;
Francie E. Rodriguez'; Phillip M. Mach'; Trevor G. Glaros'; "Los Alamos National Laboratory, Los Alamos, NM

MOA am 09:30

Leveraging Large Language Models for Redundancy-Aware Pathway Analysis and Deep Biological
Interpretation; Xiaotao Shen'; Yifei Ge'; Feifan Zhang'; Yijiang Liu'; Chuchu Wang'; Sai Zhang?; Chao Jiang?;
Peng Gao#; Xin Zhou®; Nguan Soon Tan'; 'Nanyang Technological University, Singapore, Singapore; 2Yale
University, West Haven, CT; 3Zhejiang University, Zhejiang, China; “Harvard University, Boston, MA; 5Fudan
University, Shanghai, China

MOA am 09:50

Harnessing the Power of Al for the Integration and Interpretation of Multi-Omics Data Using a Generalized
WGCNA Framework; lvo Kwee'; Antonino Zito'; Xavier E Montagut'; Axel Martinelli'; Klidel F RellinZ; Michael
Witting?;, George Rosenberger?; Nikolas Kessler*; Murat Akhmedov'; 'BigOmics Analytics SA, Lugano, Switzerland;
2Helmholtz Munich - Metabolomics and Proteomics Core, Neuherberg, Germany; 3Bruker Switzerland AG,
Féllanden, Switzerland; “Bruker Daltonics GmbH & Co. KG, Bremen, Germany

MOA am 10:10

MAPtoGO: extending gene ontology analysis to lipidomics-centered multiomics data; Dominik Kopczynski';
Cristina Coman?; Nils Hoffmann? 3; Robert Ahrends?; "Department of Analytical Chemistry, University of Vienna,
Vienna, Austria; 2University of Vienna, 1090 Vienna, Austria, Vienna, Austria; 3Institute for Bio- and Geosciences
(IBG-5), Forschungszentrum Jiilich GmbH, Jilich, Germany




MONDAY MORNING ORALS

MOB am: lon Mobility: Instrumentation & Method Development
Ballroom 20A

MOB am 08:30

Increasing Sensitivity for Single-Residue HDX with Cyclic™ IMS Wideband Enhancement; Vanessa Duerr':?;
Dale Cooper-Shepherd?; Owen Cornwell?; Jeff Brown?; Argyris Politis'; University of Manchester, Manchester,
United Kingdom; 2Waters Corporation, Wilmslow, United Kingdom

MOB am 08:50

Strategies for Improving lon Transmission, Mobility Resolution, and CCS Measurement Precision of Small
Molecules in Trapped lon Mobility Spectrometry; Siya Deng'; Jody C May?; Karly B. Serrano?; Erica M.
Forsberg®; Matthew R. Lewis*; John A McLean?; "Vanderbilt University, Nashville, TN; 2Department of Chemistry,
Vanderbilt University, Nashville, TN; 3Bruker Daltonics, Billerica, MA; “Bruker Daltonics GmbH & Co. KG, Bremen,
Germany

MOB am 09:10

High-Throughput, automated Collision Induced Unfolding Enabled by Multi-Nozzle Nano-electrospray
lonization; Michael R. Armbruster’; Daojing Wang?; Brandon T. Ruotolo®; "University of Michigan, Ann Arbor, MI;
2Newomics Inc, Berkeley, CA

MOB am 09:30

Evaluation of Plasticizer Degradation Dependent on Irradiation Dose using Ultra-High Performance Liquid
Chromatography-High Resolution lon Mobility-Mass Spectrometry; Brooke Baumgarten'; Austin Anderson?;
Chris E Freye'; Patricia L Huestis'; "Los Alamos National Laboratory, Los Alamos, NM

MOB am 09:50

MicroLC-HRdAm-IMS-MS for sn-Position Resolved Lipidomics: Enhanced Sensitivity Analysis of Volume-
Limited Biological Samples; Guillermo Viejo-Palenzuela’ 2; Jorge R. Alvarez-Buylla’ 2; Héctor Gonzalez-Iglesias"
2, Marcos Bouza Areces' ?; "Instituto de Productos Lacteos de Asturias (IPLA-CSIC), Oviedo, Spain; 2Consejo
Superior de Investigaciones Cientificas (CSIC), Oviedo, Spain

MOB am 10:10

PASEF-Melodies: Mobility-gated acquisition modes for multi-modal proteomics from single cells to PTMs;
Christopher Below'; Claudia Martelli2; Diana Vitko3; Stephanie Kaspar-Schoenefeld*; Daniel Hornburg®; 'Biognosys
AG, Schlieren, Switzerland; 2Bruker Switzerland AG, Féllanden, Switzerland; 3Bruker Scientific LLC, Billerica, MA;
4Bruker Daltonics GmbH & Co.KG, Bremen, Germany; °Bruker Corporation, San Francisco, CA




MONDAY MORNING ORALS

MOC am: Fundamentals: lon Activation and Dissociation (Honoring Jon Amster)
Ballroom 20BC

MOC am 08:30

Top-Down Electron Detachment Dissociation at 20-100 eV with High Space Charge Capacity Trapped lon
FT-ICR Cells at 9.4 tesla; Steven A DeFiglia® 2; Nathan K Kaiser'; Greg T Blakney'; Marek Polak’; Kristina
Hakansson' 2; "lon Cyclotron Resonance Program, National High Magnetic Field Laboratory, Tallahassee, FL;
2Department of Chemistry and Biochemistry, Florida State University, Tallahassee, FL

MOC am 08:50

Thermometer ions for modern mass spectrometers: Increasing mass and decreasing bond strength for
more accurate ion temperatures; Evan H Perez'; George Jijieshvili'; Christian leritano?; Scott Hopkins?; Brian H
Clowers?; Peter B. Armentrout!; University of Utah, Salt Lake City, UT; 2University of Waterloo, Ontario, ON;
3Washington State University, Pullman, WA

MOC am 09:10

Exploring the mechanisms of radical directed dissociation enabled by novel cupric lipid ion types; Zunaira
Naeem?; Yingchan Guo'; Boone M. Prentice?; 'University of Florida, Gainesville, FL; 2University of Florida,
Department of Chemistry, Gainesville, FL

MOC am 09:30

Investigation of Energy-& Time-resolved Collision Cross Section Changes in Crown Ether Complexes
Using Fourier Transform lon Cyclotron Resonance Mass Spectrometry; Sanaz Mohammadzadeh Koumleh?;
Statton Sparks'; David V Dearden'; 'Brigham Young University, Provo, UT

MOC am 09:50

Life beyond glycosaminoglycans: acidic plant polysaccharides as the next frontier for gas-phase
sequencing by negative electron transfer dissociation (NETD); Franklin E. Leach llI; University of Georgia,
Athens, GA

MOC am 10:10
Annotating the Collision Induced Unfolding Pathways of Protein lons Using Electron Capture Dissociation;
Cheng-Hua Ma'; Michael R. Armbruster’; Brandon T. Ruotolo’; "University of Michigan, Ann Arbor, MI



MONDAY MORNING ORALS

MOD am: Chemoproteomics and Protein Probes
Ballroom 20D

MOD am 08:30

Expediting the Discovery of Potent and Selective Deubiquitinase Inhibitors by Activity Proteomics; Hannah
B Jones®; Simeon D Draganov'; Sofia Schoenbauer!; Peter AC Wing'; Zhu Liang’; Emma Murphy?'; Alice Beard’;
Angela Chen'; Andrea Pierangelini'; Jack W Houghton?; Sarah Flannery?; lolanda Vendrell'; Edward W Tate?; Paul
R Elliott'; Darragh P O'Brien'; Eidarus Salah'; Andrew P Turnbull3; Christopher J Schofield'; Benedikt M Kessler?;
Lennart Brewitz'; Adan Pinto-Fernandez?*; "University Of Oxford, Oxford, United Kingdom; 2Imperial College
London, London, United Kingdom; 3Cancer Research Horizons, London, United Kingdom; *University of Oxford,
Oxford, United Kingdom

MOD am 08:50

Large-scale chemoproteomic profiling of the current clinical kinase inhibitor landscape; Amy L George’;
Maria Reinecke'; Amirhossein Sakhteman® 2; Stephan Eckert’; Felix Klingelhuber'; Bernhard Kuster'- 2; Chair of
Proteomics and Bioanalytics, Technical University of Munich, Freising, Germany; 2Bavarian Center for Biomolecular
Mass Spectrometry (BayBioMS), Technical University of Munich, Freising, Germany

MOD am 09:10

Discover covalent ligands for protein targets with Ptarmigan; William E Fondrie'; Lillian T. Tatka'; Sebastian J
Paez'; Anastasiya V. Prymolenna’; Daniele Canzani'; Andrea Gutierrez'; Kyle Siebenthall’; Julia Robbins'; Evan E
Hubbard'; Margaux McBirney'; Sydney Huff'; Brian McEllin'; Gaelle Mercenne’; Lindsay K Pino'; Alexander J
Federation'; "Talus Bioscience, Seattle, WA

MOD am 09:30

CHIPP: An automated, plate-format and chaotrope-based denaturation for drug target identification;
Dominik Steinbrunn'; Viktoria Fischer'; Alexander Betz'; Gozde Kibar'; Christin Zasada'; G6tz-Norman
Hagemann?'; Stephan Sieber?; Hannes Hahne'; "Momentum Biotechnologies, Freising, Germany; 2Department of
Bioscience, School of Natural Sciences, Technical University of Munich, Munich, Germany

MOD am 09:50

Fast Photochemical lodination and Capture by Suzuki Captures the State-dependent Proteome; Miranda
Villanueva'; Elijah Biletch'; Andrew Becker’; Nikolas Burton'; Sho Takechi'; Joelle Darrouj’; Nithesh Perumal®; Lisa
Boatner®; Ashley Julio'; Julian Whitelegge'; Keriann Backus'; 7UCLA, LOS ANGELES, CA

MOD am 10:10

A Live-Cell Chemoproteomic Atlas of Stereoselective Ligand—Protein Interactions Reveals Site-Specific
Engagement at Protein—Protein Interfaces; Geordon A. Frere'; Ka Yang'; Joao A. Paulo'; Edward L. Huttlin®;
Steven P. Gygi'; "Harvard Medical School, Boston, MA




MONDAY MORNING ORALS

MOE am: Clinical Analysis: Applications
Room 6A

MOE am 08:30

Intraoperative Application of the MasSpec Pen for Rapid Molecular Detection and Subtyping ofBrain
Tumors; Keziah E Liebenberg'; Charles A Wolfe'; Emily X Ma'; Sherise D Ferguson?; Sujit S Prabhu?;
Chibawanye | Ene?; Frederick Lang?; Maria A Gubbiotti?; Jason T Huse?; Leomar Y Ballester?; Dima Suki?; Jeffrey
Weinberg?; Livia S Eberlin'; "Baylor College of Medicine, Houston, TX; 2MD Anderson Cancer Center, Houston, TX

MOE am 08:50

Rapid Metabolite Profiling of Indeterminate Thyroid Fine-Needle Aspiration Biopsies Using Paper Spray
lonization Miniature Mass Spectrometry; Tzu-Yin Wan'; Laura Min Xuan Chai'; Jia-Ying Yu'; Yi-Hsin Chen?;
Ting-Chun Kuo'; Ming-Hsun Wu?; Kuen-Yuan Chen? 3; Cheng-Chih Hsu' 4; "National Taiwan University, Taipei,
Taiwan, 2National Taiwan University Hospital, Taipei, Taiwan; 3National Taiwan University Cancer Center, Taipei,
Taiwan, *Leeuwenhoek Laboratories Co. Ltd., Taipei, Taiwan

MOE am 09:10

At the Speed of Quality - Application of a Novel Mass Spectrometer to Highly Multiplexed Urine Drug
Analysis; Brian Rappold'-2; Julia Yllanes'; Payton Ozburn'; Samuel Huggins'; Matthew Campbell’; Gregory Janis®;
LabCorp, Raleigh, NC; 2University of Iceland, Reykjavik, Iceland

MOE am 09:30
High-Resolution Mass Spectrometry Testing of Monoclonal Proteins for Monoclonal Gammopathies; Ruben
Luo?; Priscilla Yeung'; 'Stanford University, Palo Alto, CA

MOE am 09:50

Speed Meets Precision: High-Throughput Plasma Analysis of Vitamins B3 and B5; Sylvain Letarte'; Serge
Auger?; Mégane Moreau?; Pierre Picard?; Sarah Demers?; Jonathan Rochon?; Jean Lacoursiere?; 'Ingenio
Sciences, Calgary, AB; 2Phytronix Technologies, Inc., Quebec, QC

MOE am 10:10

Integrative Blood Proteomics Reveals the HuBP Atlas of over 10,000 Proteins Informing Human Physiology
and Disease; Zhenyu Sun'; T. Mamie Lih'; Yuanyu Huang'; Yingwei Hu'; Yuefan Wang'; Hui Zhang'; "Johns
hopkins university, baltimore, MD



MONDAY MORNING ORALS

MOF am: Posttranslational Modifications: Qualitative and Quantitative Analysis
Room 6B

MOF am 08:30

Bent trap pre-accumulation enables fast EThcD-based site-specific analysis of thousands of labile PTMs on
the Orbitrap Excedion Pro mass spectrometer; Sara C. Buch-Larsen'; Ivo A. Hendriks'; Peter Krliger?; Andreas
Kihn2; Adnan Halim?3; Hanno C. Resemann?; Alexander Harder?; Markus Kellmann?; Jesper V. Olsen'; 'NNF
Center for Protein Research, University of Copenhagen, Denmark; 2Thermo Fisher Scientific, Bremen, Germany;
3Copenhagen Center for Glycocalyx Research, University of Copenhagen, Denmark

MOF am 08:50
Performance of PTM Identification Strategies in Multi-Modification Search; Alec Michael Candib’; Adam
Labadorf'; Joseph Zaia'; "Boston University, Boston, MA

MOF am 09:10

A global analysis of steady-state phosphorylation-dephosphorylation dynamics by stable isotope labelling;
Juan M Valverde' 2; Andrea Corno'; Lindsey A Allan'; Tobias Dirr-Mayer3; Sathish K.R. Padi* 5; Wolfgang Peti*;
Henning Jessen3; Tony Ly'; Adrian Saurin®; "University of Dundee, Dundee, Scotland, United Kingdom;
2Universidad de Costa Rica, San Jose, Costa Rica; 3University of Freiburg, Freiburg, Germany; “University of
Connecticut, Connecticut, CT; SUniversity of Alabama, Birmingham, AL

MOF am 09:30
Benchmarking and optimizing DIA workflows for robust post-translational modification analysis; Laura J
Keller'; Christopher M Rose'; Hanna Budayeva'; Meena Choi'; ‘Genentech, South San Francisco, CA

MOF am 09:50

The mouse tissue PTM atlas; Benton J. Anderson’-2; Annie Jen'-2; Noah M. Lancaster? 3; Ross W. Soens': 2 4;
Katherine A. Overmyer" 2 4; Joshua J. Coon' 2 3.4; "Department of Biomolecular Chemistry, University of
Wisconsin-Madison, Madison, WI; 2National Center for Quantitative Biology of Complex Systems, Madison, WI;
3Department of Chemistry, University of Wisconsin-Madison, Madison, WI, Madison, WI; *Morgridge Institute for
Research, Madison, WI

MOF am 10:10

STAMP-MS: High-Throughput Thermostability Mapping of HLA Class I/ll Inmunopeptidomes, including
PTMs and Non-canonical Ligands; Mohammad Shahbazy'; Ruimin Wang'; Peter Kubiniok?; Isabelle Leo';
Valeria Azcoitia®; Etienne Caron':3; "Department of Immunobiology, Yale School of Medicine, Yale University, New
Haven, CT; 2Quantivum Inc., montreal, QC; 3Yale Center for Inmuno-Oncology, Yale Center for Systems and
Engineering Immunology, Yale Center for Infection and Immunity, Yale School of Medicine, New Haven, CT




MONDAY MORNING ORALS

MOG am: Environmental: Non-Target Analysis and Emerging Contaminants
Room 6CF

MOG am 08:30

From Lab to Legislation: A Harmonized Experimental Approach to Drinking Water Treatment Assessments
for Plant Protection Products; Michael Kubicki'; Patrick Olaf Helmer?; Thomas Boultwood?; Michael Swift*; David
Pelzer'; Sonja Weishaupt?; Hannah Jakubovic?; 'Bayer AG, Monheim, Germany; 2BASF SE, Limburgerhof,
Germany; 3Syngenta Ltd., Berkshire, United Kingdom; “Corteva Agriscience, Indianapolis, IN

MOG am 08:50

Leveraging lon Mobility for PFAS Non-Targeted Analysis using FluoroMatch IM 2.0 and a Collision Cross
Section (CCS) Atlas; Sheher Mohsin'- 2; Jeremy Koelmel?; Parker Chang?; Yanan Chen3; Olivier P. Chevallier*;
Erin S. Baker5; Kara M. Joseph?®; Sarah M. Stow*; Rachel Smolinski3; Lauren Royer®; Emma E. Rennie*; Michael
Kummer?; Paul Stelben?; Jacqueline Bangma?; Mark Strynar8; David Schiessel?; Carrie McDonough?; Krystal J.
Godri Pollitt?; "Beyond Spectral Peaks, Barrington, IL; 2Yale University, New Haven, CT; 3Carnegie Mellon
University, PITTSBURGH, PA; “Agilent Technologies, Santa Clara, CA; °University of North Carolina at Chapel Hill,
Chapel Hill, NC; SMOBILion Systems, Inc, Chadds Ford, PA; "Innovative Omics, Sarasota, FL; 8Environmental
Protection Agency, Research Triangle Park, NC

MOG am 09:10

Improved non-targeted coverage of PFAS using mass defect informed data-dependent analysis; Christine
Fisher'; Brian Ng'; Jeremy Koelmel? 3; Susan Genualdi'; "FDA, College Park, MD; 2Department of Environmental
Health Sciences, School of Public Health, Yale University, New Haven, CT; SInnovative Omics, Sarasota, FL

MOG am 09:30

Azobenzene Disperse Dye Exposure Biomarkers: What Can Public-Repository GNPS Data Tell Us?; Kirsten
E Overdahl’; Alan K. Jarmusch?; "National Institute of Environmental Health Sciences, Research Triangle Park, NC;
2National Institute of Environmental Health Sciences, National Institutes of Health, Research Triangle Park, NC

MOG am 09:50
Spatial Detection of Polystyrene Plastics in Full-Body Murine Tissue with MALDI TIMS MSI; Karina A
Vargas'; Elizabeth Neumann'; Amy Parkhurst'; Fawaz Haj'; "University of California, Davis, Davis, CA

MOG am 10:10

Uncovering PFAS bioaccumulation in seal livers: Insights from suspect screening and nontarget analysis
using HPLC-IMS-QTOF-MS; Yanan Chen'; Leenia Mukhopadhyay'; Bernard Crimmins2; Carrie McDonough';
'Carnegie Mellon University, Pittsburgh, PA; 2Academic Environmental/Analytical Consulting Services (AEACS),
LLC, New Kensington, PA



MONDAY MORNING ORALS

MOH am: Instrumentation: New Developments in lonization and Sampling
Room 6DE

MOH am 08:30
Helios2D: A Cell-Preserving Method for Mass Spectrometric Analysis of Living Cells under Near-Native
Conditions; Timm Schaefle; University of Tiibingen, Tiibingen, Germany

MOH am 08:50
Peptide barcoding enables high-throughput enzyme screening with droplet-ESI-MS; Berk G. Kocar'; Denijel
Y. Latifovic'; Tania M. Roberts'; Sven Panke'; TETH Zurich, Zurich, Switzerland

MOH am 09:10

Scalable Native Mass Spectrometry Enabled by Online Tangential Flow Filtration; Gabrielle Blake'; Raihana
Afroz'; Carter Asef?; Suraj Dhungana?; Mason Chilmonczyk?; Varun V Gadkari'; University of Minnesota,
Minneapolis, MN; 2Andson Biotech, Atlanta, GA

MOH am 09:30
Reframing NanoESI Desolvation Limits through Decoupled Post-Emission Thermal Conditioning of
Charged Droplets; Xiaokun Duan'; Charles C. Liu'; TASPEC Technologies Limited, Beijing, China

MOH am 09:50

Trace metal analysis in the field: real-time detection of airborne particles by microwave induced plasma
time-of-flight mass spectrometry (mipTOF); Alexander Gundlach-Graham?'; Michael Groessl'; Abigail Koss?; Jay
Slowik3; Andre Prevot3; Ed Fortner*; John Jayne*; Martin Tanner'; "Tofwerk, Thun, Switzerland; 2TOFWERK, Thun,
Switzerland; 3PSI Center for Energy and Environmental Sciences, Villigen, Switzerland; “Aerodyne Research,
Billerica, MA

MOH am 10:10

Ship Based- and Underwater-Photoionization Mass Spectrometry (MI-PIMS) for On-Line Detection of
Dumped Ammunition and Leaking Bunker-Fuel from Ship Wrecks; Ralf Zimmermann'-?; Thomas Kroeger-
Badge?; Carolin Schwarz?; Sven Ehlert*; Ralf Prien®; Detlef Schulz-Bull5; Eric Achterberg®; Johannes Passig?;
Thorsten Streibel®; Andreas Walte*; "University of Rostock, Chair of Analytical Chemistry, Rostock, Germany;
2University of Eastern Finland, Kuopio, Finland; 3University of Rostock, Rostock, Germany; 4Photonion GmbH,
Schwerin, Germany; SInstitut fuer Ostseeforschung, Warnemuende, Germany, Warnemuende, Germany; §Geomar,
Kiel, Germany




MONDAY AFTERNOON ORALS

MOA pm: Informatics: Peptide and Protein Identification and Quantification
Hall D

MOA pm 02:30
Systematic Assessment of Entrapment Strategies for Accurate FDR Validation in DIA Proteomics; Monika
Pepelnjak®; Oliver M. Bernhardt'; Tejas Gandhi'; 'Biognosys AG, Schlieren, Switzerland

MOA pm: Informatics: Peptide and Protein Identification and Quantification
Hall D

MOA pm 02:50
Differential Proteoform Regulation Limits Accuracy of Protein Quantification in Bottom-up Proteomics;
Justus L Grossmann'; Vadim Demichev'; 'Charité - University Medicine Berlin, Berlin, Germany

MOA pm: Informatics: Peptide and Protein Identification and Quantification
Hall D

MOA pm 03:10

In-Source or In Vivo? Disentangling Immunopeptidome Identifications with RT-Predicted Fragment Flags;
Hem R Gurung’; Kristin Leskoske'; Ana Marcu'; Christopher M Rose'; Susan Klaeger'; 'Genentech, South San
Francisco, CA

MOA pm: Informatics: Peptide and Protein Identification and Quantification
Hall D

MOA pm 03:30

Transcriptome-informed peptide search spaces redirect low-confidence identifications toward biologically
supported peptides in DIA proteomics; Regina M Edgington'; Jacob W Smith?2; Vladislav Belyy' 3; Damien B
Wilburn®.3; "The Ohio State University Department of Chemistry and Biochemistry, Columbus, OH; 2The Ohio State
Biochemistry Program, Columbus, OH; 3The Ohio State Center for RNA Biology, Columbus, OH

MOA pm: Informatics: Peptide and Protein Identification and Quantification
Hall D

MOA pm 03:50

GDPilot: an integrative software solution to enable real-time multiplexed targeted proteomics on a modified
Orbitrap Tribrid mass spectrometer; Qing Yu'; Fangyi Zhai2; Daniel Richards?; Shaoxian Li2; Zixuan Ye?;
"University of Massachusetts Chan Medical School, Worcester, MA; 2UMass Chan Medical School, Worcester, MA

MOA pm: Informatics: Peptide and Protein Identification and Quantification
Hall D

MOA pm 04:10
PAW Agent: Al Agent for Proteomics Automated Workflows; Nathaniel K Berney'; David J Foreman?; Gaurav
Chopra?; 'Purdue University, West Lafayette, IN; 2Purdue Univeristy, West Lafayette, IN




MONDAY AFTERNOON ORALS

MOB pm: Neuroscience and Neurological Disorders Research
Ballroom 20A

MOB pm 02:30

Pan-neurodegeneration proteomics reveals disease subtypes and molecular signatures; Him K Shrestha’;
Huan Sun'; Jay M. Yarbo'; DongGeun Lee'; Danting Liu'; Erming Wang?; Meghan McReynolds'; Nan Zhang'; Boer
Xie'; Shu Yang'; Kaiwen Yu'; Suresh Poudel'; Yuxin Li'; Zuo-Fei Yuan'; Dehui Kong?3; Minghui Wang?; Zhen
Wang'; Mingming Niu'; Hong Wang'; Masihuz Zaman'; Ju Wang?; David Vanderwall'; Yu Sun'; Zhiping Wu'; Ping-
Chung Chen'; Bing Bai'; Anthony A. High'; Julia Faura*; Chunyu Liu®; David A. Bennett®; Erik C. B. Johnson’;
Nicholas T. Seyfried’; Allan I. Levey’; Vahram Haroutunian?; Geidy E. Serrano®; Thomas G. Beach8; Michael
DeTure?; Takahisa Kanekiyo?; Ronald C. Petersen?; Guojun Bu® Pamela J. McLean?; Dennis W. Dickson?; Rosa
Rademakers*; Gang Yu''; Xusheng Wang?; Bin Zhang?; Junmin Peng'; 'St. Jude Children's Research Hospital,
Memphis, TN; 2lcahn School of Medicine at Mount Sinai, Friedman Brain Institute, New York City, NY; 3University
of Tennessee Health Science Center, Memphis, TN; “University of Antwerp, Antwerpen, Belgium; SSUNY Upstate
Medical University, Syracuse, NY; 6Rush University Medical Center, Chicago, IL; TEmory University, Atlanta, GA;
8Banner Sun Health Research Institute, Sun City, AZ; *Mayo Clinic, Jacksonville, FL; "°Mayo Clinic, Rochester, MN;
""University of Texas Southwestern Medical Center, Dallas, TX

MOB pm 02:50

Quantitative Imaging and Characterization of Brain Ganglioside Phenotypes in Parkinson’s Disease; Kim
Ekroos'; Shadrack M Mutuku?; Reza Ranjbar Choubeh3; Nicolas Tomasiello?; Caine Smith*; Maria José Q Mantas?;
Greg Sutherland*; Nathan G. Hatcher®; Nico Verbeeck?; Shane R Ellis?; "Lipidomics Consulting Ltd, Esbo, Finland;
2Molecular Horizons, School of Chemistry and Molecular Bioscience, University of Wollongong,, Wollongong,
Australia; SAspect Analytics, Genk, Belgium; “The University of Sydney, Sydney, NSW, Australia, Sydney,
Australia; °Merck & Co., Inc., West Point, PA

MOB pm 03:10

Integrating MALDI-MSI and Spatial Transcriptomics to Resolve Amyloid Plaque Heterogeneity in
Alzheimer’s disease; Alicia Szadziewska'; Maciej Dulewicz'; Sophia Weiner" 2; Junyue Ge'; Sofia Johansson?;
Henrik Zetterberg'- 2 3.4.5; Martin Johansson'; Tammaryn Lashley?; Jorg Hanrieder®- 2 3; YGothenburg university,
gothenburg, Sweden; 2University College London, London, United Kingdom; 3Sahlgrenska University Hospital,
Gothenburg, Sweden; *University of Wisconsin-Madison, Madison, WI; SHong Kong Center for Neurodegenerative
Diseases, Hong Kong, China

MOB pm 03:30

Localized nanodialysis with capillary electrophoresis mass spectrometry to profile a neuromuscular
junction model; Ashley E Lenhart'-2; Christopher K Brenden® 2; Hyegi Min'; Weihua Shi'; Keyin Li'; Woong Kim';
Jerry Xu'; Rashid Bashir'-2; Yurii Vlasov' 2; Jonathan V Sweedler" 2; "University of lllinois Urbana Champaign,
Urbana, IL; 2Biohub, Chicago, IL

MOB pm 03:50

Single-cell proteomics in Alzheimer’s disease to infer disease progression; Corinna Friedrich'; Peyton
Stewart'; Jason Derks'; Megan Elcheikhali'; Theresa Connors Stewart?; Alexandra Melloni?; Derek Oakley?;
Bradley T Hyman?; Mahlon Collins’; Nikolai Slavov'-3; "Parallel Squared Technology Institute, Watertown, MA;
2Department of Neurology, Massachusetts Alzheimer's Disease Research Center, Massachusetts General
Hospital, Harvard Medical School, Boston, MA; 3Departments of Bioengineering, Biology, Chemistry, and Chemical
Biology, Single Cell Proteomics Center, and Barnett Institute, Northeastern University, Boston, MA

MOB pm 04:10

Using complementary discovery and targeted proteomic techniques on cerebrospinal fluid (CSF) provides
unprecedented insight into Alzheimer’s Disease (AD); Lauren Tang'; Evgeny Kanshin'; Dominique Leitner?;
Tovia Jacobs'; Luisa F Figueredo'; Ricardo M Osorio Suarez'; Thomas Wisniewski'; Beatrix Ueberheide'; 'NYU
Langone Health, New York, NY



MONDAY AFTERNOON ORALS

MOC pm: Instrumentation: High-Resolution Mass Spectrometry
Ballroom 20BC

MOC pm 02:30

Non-Fourier transform processing of ICR MS transients for improved and super-resolved spectra; Ulviyya
ABDULKARIMOVA" 2; Pierre COLLET?; Christian Rolando*; Azerbaijan State Oil and Industry University, Baku,
Azerbaijan; 2French-Azerbaijani University, Baku, Azerbaijan; 3Universidad Andrés Bello, Vifia del Mar, Chile;
4Univ. de Lille, Sciences et Technologies, Villeneuve D'ascq, France

MOC pm 02:50

Fundamental Understanding of the Role of LiPO2F2 as Additive in Lithium-lon Electrolytes Elucidated by
High-Resolution Mass Spectrometry ; Egon Kherchiche'- 2 3; Théo Sombret? 4; Julien Maillard®; Antonin Gajan?;
Marie Hubert-Roux? 4; Carlos Afonso? 4; Pierre Giusti® 5; "University of Rouen (CARMeN), Rouen, France; 2Satft,
Corporate Research, 33074, Bordeaux, France; 3International Joint Laboratory, iC2MC: Complex Matrices
Molecular Characterization, Harfleur, France; “University of Rouen-CARMeN institut, Mont-Saint-Aignan, France;
5TotalEnergies Research and Technology Gonfreville, Harfleur, France

MOC pm 03:10
Untargeted HRMS Screening of Emerging Contaminants in Food Contact Materials: PFAS, Bisphenols, and
NIAS; Marinella Vitulli'; Flavia Cozzolino®; Filippo Pratesi'; "Food Contact Center s.r.l., Serravalle Pistoiese, Italy

MOC pm 03:30

High Resolution Charge Detection Mass Spectrometry with Radially Segmented lon Mirrors; David
Reitenbach'; Martin F Jarrold?; ?Indiana University, Bloomington, IN; 2Indiana University Bloomington, Bloomington,
IN

MOC pm 03:50
High-Order Velocity Focusing Enabled by a Single-Stage Reflectron TOF-MS: A Theoretical Study; Yi-Hong
Cai'; Yi-Sheng Wang'; "Genomics Research Centre (GRC) Academia Sinica, Taiwan, Taipei, Taiwan

MOC pm 04:10

Unique Insights into FTMS Performance from an Orbitrap Eclipse-ICR Hybrid Instrument; Chad R.
Weisbrod'; Nathan K. Kaiser'; Martha L Aguilera'; Ryan P. Rodgers'; Christopher L. Hendrickson'; Kristina
Hakansson' 2; "National High Magnetic Field Laboratory, Tallahassee, FL; 2Department of Chemistry and
Biochemistry, Florida State University, Tallahassee, FL



MONDAY AFTERNOON ORALS

MOD pm: Fundamentals: Native MS and Structures of Large lons
Ballroom 20D

MOD pm 02:30

Stability and Structural Connectivity of Genome-Loaded Adeno-Associated Virus Vectors Revealed by
Advanced Mass Spectrometry; JAYOTI ROY"; Elizabeth Duselis'; Zhongping Liao%; Shannon Raab?; Zhirui Lian?;
Vicki H. Wysocki'- 3; "Georgia Institute of Technology School of Chemistry and Biochemistry, Atlanta, GA; 2Eli Lilly &
Company, Indianapolis, IN; 3Native MS Guided Structural Biology Center, Georgia Institute of Technology, Atlanta,
GA

MOD pm 02:50

Investigating small heat shock protein structure using electrospray ion beam deposition and cryo-EM; Noor
H Naseeb'; Laurence Seeley?; Lukas Eriksson?; Jingjin Fan3; Justin L.P. Benesch?; Lindsey Baker?; Stephan
Rauschenbach?; "University of Oxford, Oxford, United Kingdom; 2Department of Biochemistry, University of Oxford,
Oxford, United Kingdom; 3Department of Chemistry, University of Oxford, Oxford, United Kingdom

MOD pm 03:10

Decoding Membrane Protein Glycosylation and Its Structure-Function Roles Using PTR-Based Native Mass
Spectrometry; Ning-En Chang'; Guan-Ting Lian' 2; Weijing Liu®; Kay-Hooi Khoo'; Hsin-Yung Yen': 2; "Institute of
Biological Chemistry, Academia Sinica, Taipei, Taiwan; 2Institute of Biochemical Sciences, National Taiwan
University, Taipei, Taiwan; 3Thermo Fisher Scientific, San Jose, CA

MOD pm 03:30

Integrated Collision-Induced Unfolding, lon Mobility, and Electron Capture Dissociation Reveal Structural
Effects of Metal Loss in Superoxide Dismutase 1; Lester S. Manly'; Ryan N. Coyle?; Yury V. Vasil'ev?; Joseph
S. Beckman?; Blaine R. Roberts'; "Emory University, Atlanta, GA; 2Vanderbilt University, Nashville, TN; 3Agilent
Technologies Inc., Corvallis, OR; “Oregon State University, Corvallis, OR

MOD pm 03:50

Using Native Electron Capture Charge Reduction Mass Spectrometry to Structurally Characterize
Amyloidogenic Protein Oligomers; Eileen Jacqueline Olivares’; Rebecca A. Jenkins'; Melanie J. Olivares?; Zoe
J. Heidersbach'; Jiahui Lu'; Emily Byrd3; Jeffrey Zhang'; David Boyer'; Roni Haj Hussein; Liisa Lutter!; David S.
Eisenberg'; Jose A. Rodriguez'; Rachel R. Ogorzalek Loo'; Joseph A. Loo'; "University of California, Los Angeles,
Los Angeles, CA; 2University of Southern California, Los Angeles, CA; 3University of Leeds, Leeds, United Kingdom

MOD pm 04:10

Determining Thermochemical Barriers for Higher-Order Collision Induced Unfolding Transitions Across
Commercial Instruments to Understand Gas-Phase Protein Structure; Austin W. Green'; Michael R.
Armbruster?; Kenneth R. Newton'; Ruwan T. Kurulugama3; Brandon T. Ruotolo?; James S Prell'; "University of
Oregon, Eugene, OR; 2University of Michigan, US, MI; 3Agilent Technologies, Inc., Santa Clara, CA




MONDAY AFTERNOON ORALS

MOE pm: Exposomics, Toxicology and Health Outcomes
Room 6A

MOE pm 02:30

Proteomic remodeling of human satellite Ill DNA as a marker of cellular response to environmental stress;
Sahar Attar'; Conor P Herlihy'; Lidan Li'; Elijah Biletch?; Keriann M. Backus?; Brian J Beliveau'; Devin K
Schweppe'; 'Department of Genome Sciences, University of Washington, Seattle, WA; 2Department of Chemistry
and Biochemistry, University of California Los Angeles, Los Angeles, CA

MOE pm 02:50

Towards a safe and environmentally sustainable valorisation of post-consumer cotton and polycotton
garments; Tim Roland Jan Astrém’; Abhirami Manoj'; Jutta Hildenbrand?; Aji Mathew'; Ulrika Nilsson'; "Stockholm
University, Stockholm, Sweden,; 2Research institutes of Sweden, Géteborg, Sweden

MOE pm 03:10

Multi-Omics Integration Reveals Metabolic Signatures Linking Air Pollution to Immune Dysregulation and
Epigenetic Changes in Children; Xiangping Lin'; Xinyue Zhang?; Mary Margaret Johnson?; Maya M. Kasowski;
Kari Christine Nadeau?®; Michael P. Snyder?; "Stanford University, Stanford, CA; 2Department of Genetics, Stanford
University School of Medicine, Stanford, CA; 3Department of Environmental Health, Harvard T.H. Chan School of
Public Health, Boston, MS; “Department of Pathology, Stanford University School of Medicine, Stanford, CA

MOE pm 03:30

Rapid, Sensitive Analysis of Nitrite Content in Pharmaceutical Products: Method Transfer to SIFT-MS;
Leslie P Silva'; Mark J Perkins?; Vaughan S Langford?; 'Syft Technologies, Studio City, CA; 2Da Vinci Laboratory
Solutions UK & Ireland Limited, Cambridge, United Kingdom; 3Syft Technologies Ltd, Christchurch, New Zealand

MOE pm 03:50

Quantitative PFAS Determination by Flow-Chemistry—Constrained Chromatography Using the Blake—
Schmidt Band-Spreading Framework; Mihira Kasun'; Leiver Campeon?; Pulasthi Ekanayake'; Harshani
Bandara'; Lalin Theverapperuma'; 'TEXPERT Intelligence, Santa Clara, CA

MOE pm 04:10

Early Life Microplastic Exposure and its Impacts on Bile Acid Homeostasis; Emily C Vincent'; Benjamin
Czapla?; Sadie M. Disselkoen'; Subharthe Samandra3; Brad O. Clarke3; Casey M. Theriot*; Lincon A. Stamp?;
Marlene A. Hao?; Erin S. Baker'; TUNC-Chapel Hill, Chapel Hill, NC; 2Department of Anatomy and Physiology,
University of Melbourne, Melbourne, Australia; 3Australian Laboratory for Emerging Contaminants, University of
Melbourne,, Melbourne, Australia; “Department of Population Health and Pathobiology, North Carolina State
University, Raleigh, NC



MONDAY AFTERNOON ORALS

MOF pm: Imaging: Spatially Resolved Omics
Room 6B

MOF pm 02:30

Maximizing Molecular Yield From a Single Section Through an Optimized Sequential Spatial Multi-Omics
Acquisition Strategy; Esther Sok Hwee Cheow'; Matthew Choo'; U-Ming Lim*; Aaron Zefrin Fernandis'; Asad
Abu Bakar Ali'; "MSD International GmbH (Singapore), Singapore, Singapore

MOF pm 02:50

Tissue Expansion Mass Spectrometry Imaging oftheCrustacean Nervous System; Thao U Duong'; Kendra G
Selby?; Vu Ngoc Huong Tran?; Hua Zhang?®; Penghsuan Huang?; Lingjun Li? 3; "University of Wisconsin-Madison,
Madison, WI; 2UW-Madison Department of Chemistry, Madison, WI; 3UW-Madison School of Pharmacy, Madison,
wi

MOF pm 03:10

Micron-scale spatial profiling of placental lipids and lipid mediators using complementary mass
spectrometry workflows; Marija Velickovic'; Leena Kadam?; Rosalie K Chu'; Kent J Bloodsworth'; Kevin J.
Zemaitis'; Thomas L Fillmore®; Priscila M Lalli'; Jennifer E Kyle'; Leslie Myatt?; Kristin E Burnum-Johnson'; "Pacific
Northwest National Laboratory (PNNL), Richland, WA; 2Department of Obstetrics and Gynecology, Oregon Health
& Science University, Portland, OR

MOF pm 03:30

Spatially Resolved Omics by Nano-DESI MSI Reveals Dysregulation of C-Peptides and Lipids in Pancreatic
Islets Across Multiple Diabetic Models; Mushfega Igfath’; Frederick Nguele Meke?; Manxi Yang'; Xindi Tang";
Zhong-Yin Zhang?; Julia Laskin'; "Purdue University Dept of Chemistry, West Lafayette, IN; 2Purdue University,
west lafayette, IN

MOF pm 03:50

Novel Photocleavable Mass-Tags for Multiplexed Immunohistochemical DESI-MS Imaging of Biomarkers in
Tissues; Gargey B. Yagnik'; Zhi Wan'; Andrew Yatsuhashi'; Emmanuelle Claude?; Steven Pringle?; Joanne
Ballantyne?; Kenneth J Rothschild'-3; Mark J Lim'; TAmberGen, Inc., Billerica, MA; ?Waters Corporation, Wilmslow,
United Kingdom; 3Department of Physics and Photonics Center, Boston University, Boston, MA

MOF pm 04:10

A multimodal spatial atlas of lipid metabolism in the human intestine; Bobby Y.X. Ni'; Lukasz G Migas?; Jiaqi
Liu'; Rachel Wu'; Seung Hyun Jin'; Ky Ariano®; Julio Margarall'; Madeline E Colley® 4; Melissa A. Farrow? 4; Raf
Van De Plas? 3; Jeffrey M Spraggins® 4 5 6; John Hickey'; Angela R. S. Kruse’ 8; "Department of Biomedical
Engineering, Duke University, Durham, NC; 2Delft Center for Systems and Control, Delft University of Technology,
Delft, Netherlands; 3SMass Spectrometry Research Center, Vanderbilt University, Nashville, TN; “Department of Cell
and Developmental Biology, Vanderbilt University, Nashville, TN; ®Department of Biochemistry, Vanderbilt
University, Nashville, TN; 8Department of Chemistry, Vanderbilt University, Nashville, TN; "Department of Microbial
Infection and Immunity, The Ohio State University, Columbus, OH; 8Comprehensive Cancer Center, The Ohio State
University, Columbus, OH




MONDAY AFTERNOON ORALS

MOG pm: Drug Metabolism and Pharmacokinetics
Room 6CF

MOG pm 02:30

Implementation of microscale chromatography for high sensitivity & throughput quantification of peptide-
based GLP-1 receptor agonists and oligonucleotide drugs in plasma; Robert S Plumb'; Mary Trudeau?; Neil

Walsh?3; "Waters, Milford, MA; 2Waters Corporation, Milford, MA; 3Waters Corporation, Wilmslow, United Kingdom

MOG pm 02:50

Targeted and untargeted bottom-up LC-FAIMS-HRMS workflows for biotherapeutic quantification in mouse
tissues to support pharmacokinetic/pharmacodynamic (PK/PD) studies; Minh-Trang PHAN" 2; Mathieu
Dupré?®; Vincent Gervat'; Valegh Hamde Faid'; Valérie Couturier3; Delphine Valente?; Fabienne Gallen*; Christine
Mauriac?; Francgois Becher?; 'LCMS Bioanalysis, Laboratory Sciences, Translational Medicine Unit, Sanofi R&D,
Vitry-sur-Seine, France; 2Université Paris Saclay, CEA, INRAE, Département Médicaments et Technologies pour
La Santé (DMTS), Gif-sur-Yvette, France; *Quantitative Pharmacology, Translational Medicine Unit, Sanofi R&D,
Vitry-sur-Seine, France; 4In vivo Research Center, Research Platforms and Computational R&D, Sanofi R&D, Vitry-
sur-Seine, France

MOG pm 03:10

A Multiplexed Isotope-Dilution LC-MRM-MS Method for The Quantification of 14 Antibiotics in Human
Plasma, Urine, and Breast Milk; Jiaxi Cai'; Kerri Bertrand?; Christina Chambers?; Shirley M. Tsunoda3; Jeremiah
D Momper3; Raymond T Suhandynata? #; "University of California, San Diego, La Jolla, CA; 2Department of
Pediatrics, School of Medicine, University of California San Diego, La Jolla, CA; 3Skaggs School of Pharmacy and
Pharmaceutical Sciences, University of California San Diego, La Jolla, CA; “Department of Pathology, University of
California San Diego, La Jolla, CA

MOG pm 03:30

Accelerated CYP Profiling via Acoustic Ejection Mass Spectrometry to Generate Public ADMET Datasets of
Unprecedented Scale ; Anastasia Lindahl'; Robert Warneford-Thomson'; Scott Simpkins'; Daniel
Szczepankiewicz!; Sam Sabaat'; Lauren Orr’; Steven Edgar’; L Naomi Handly'; Sri Kosuri'; "Octant Bio,
Emeryville, CA

MOG pm 03:50

High-Throughput Mass Spectrometry Assessment of Drug Metabolism and Drug-Drug Interactions: from
Screening to Quantitation; Mousumi Saha'; Nari Talaty?; Nicolas M Morato?; Mahdiyeh Shahi'; Christopher J
Welch?; Yunfei Feng'; Christina Ferreira®; David Wagner?; Andreas Kaerner®; Robert Graham Cooks'; 'Purdue
University, Department of Chemistry, West Lafayette, IN; 2AbbVie Inc., North Chicago, IL; *Purdue Institute for
Cancer Research, West Lafayette, IN; *Indiana Consortium for Analytical Science and Engineering (ICASE),
Indianapolis, IN; °Bindley Bioscience Center, Purdue University, West Lafayette, IN; SEli Lilly & Co, Louisville, CO

MOG pm 04:10

LC-HRMS and LC-MS/HRMS (CID & EAD) Characterization of GalNAc-L96 Metabolites in Liver S9,
Hepatocytes and HepatoPac® In Vitro Systems; Apoorva S Metkari'; Alex (Hong) Zang'; Zamas Lam'; Ragu
Ramanathan?; "QPS, LLC, Newark, DE; 2Quest Pharmaceutical Services, Newark, DE



MONDAY AFTERNOON ORALS

MOH pm: Carbohydrates: From Mono to Poly
Room 6DE

MOH pm 02:30

MALDI-TIMS-TOF-Mass Spectrometry Enables Ultra Rapid Human Milk Typing by Structural Distinction of
Abundant Human Milk Oligosaccharides; Marko Mank'; Aliye Ozalp'; Bernd Stahl" 2; "Danone Global R&!
Utrecht, Utrecht, Netherlands; 2Department of Chemical Biology & Drug Discovery, Utrecht Institute for
Pharmaceutical Sciences, Utrecht University,, Utrecht, Netherlands

MOH pm 02:50

Development of Derivatization-enhanced EIEIO-driven oligosaccharide structural identification (DEED-OSI)
strategy and its application to Human milk oligosaccharides profiling; Xin Zheng'; Cai Tie?; Xinge Cui;
'"Peking Union Medical College Hospital, Beijing, China; 2China University of Mining and Technology-Beijing,
Beijing, China

MOH pm 03:10
EThcD enables distinction of Co?*-adducted anomeric pentasaccharides within mixtures; Lyssa A. Garber?;
Alexes N. Thurman?'; Elyssia S. Gallagher'; "Baylor University, Waco, TX

MOH pm 03:30

Mass spectrometry—based glycomics uncovers microbial reconstruction of soybean carbohydrates during
fermentation; JaeHui Song’; HyunJi Lee'; Eunhye Jo?; Jaeho Cha?; Carlito B. Lebrilla3; Hyeyoung Lee'-3; "Dong-
eui University, Busan, South Korea; 2Pusan National University, Busan, South Korea; 3University of California,
Davis, Davis, CA

MOH pm 03:50
Using TIMS-MSI to uncover glycosaminoglycan sulphate pattern changes in Alzheimer’s disease; Dorcas
Cheung?'; Anthony J Devlin'; 'Rosalind Franklin Institute, Didcot, United Kingdom

MOH pm 04:10
MS- and deep learning-based structure-specific N-glycoproteomics and applications; Zhixin Tian; School of
Chemical Science and Engineering, Tongji University, Shanghai, China



TUESDAY MORNING ORALS

TOA am: Quantitative Proteomics: Instrumentation and Applications
Hall D

TOA am 08:30

Laser focused on TMT: Improving multiplexed proteomics with novel instrumentation; Christopher D
McGann'; Steven R Shuken'; Ka Yang'; Joao A Paulo’; Jonathan G Van Vranken'; Steven P Gygi'; 'Harvard
Medical School, Boston, MA

TOA am 08:50

Performance of targeted TMT assays using Adaptive Real-Time Library Search on a modified Orbitrap
Tribrid mass spectrometer; William J Comstock®; Brett Larsen®; William Barshop'; Tonya Pekar Hart'; Rafael
Melani'; Graeme McAlister'; Amirmansoor Hakimi'; "Thermo Fisher Scientific, San Jose, CA

TOA am 09:10

Comparison of Linear lon Trap and Orbitrap instruments for a FAIMS-PRM amol-sensitivity targeted clinical
proteomics assay; Beom-Jun Kim'; Camille Lombard?; Lihe Zhang'; Yeoun Jin Kim'; Steve M Sweet";
'AstraZeneca, Gaithersburg, MD

TOA am 09:30

Generation of an in-depth tissue-resolved proteomics atlas of the non-human primate Macaca fascicularis
on the timsUItra-AlP.; Sandra Schar'; Jan Muntel?; Polina Shichkova'; Alan Shomo?; Nicole Barlow?; Igor
Sobanski'; Matevsz Stefancic'; Marco Tognetti'; Christopher Below?; Patrick Van Zalm'; Damiano Robbiani?;
Eduardo Yago Vicent'; Yuehan Feng'; Tejas Gandhi'; Roland Bruderer'; Jakob Vowinckel'; 'Biognosys AG,
Schlieren, Switzerland; 2Biognosys Inc., Newton, MA

TOA am 09:50

Independently validated 9-protein panel improves emergency department venous thromboembolism triage
and imaging decisions beyond D-dimer; David Kotol'; Philip Smith2; Maria Farm? 4; Maria Magnusson? %; Jovan
Antovic® 4; Lynn Butler3 4.6.7; Mathias Uhlén®; Fredrik Edfors®; Maria Jesus Iglesias®; Jacob Odeberg? 56.7.8;
'"ProteomEdge AB, Stockholm, Sweden; 2Department of Medicine, Karolinska Institutet, Stockholm, Sweden;
3Clinical Chemistry and Blood Coagulation Research, Department of Molecular Medicine and Surgery, Karolinska
Institutet, Stockholm, Sweden; #Clinical Chemistry Karolinska University Laboratory, Karolinska University Hospital,
Stockholm, Sweden; ®Coagulation Unit, Department of Hematology, Karolinska University Hospital, Stockholm,
Sweden; 6Science for Life Laboratory, Department of Protein Science, CBH KTH Royal Institute of Technology,
Stockholm, Sweden; "Department of Clinical Medicine, UiT The Arctic University of Norway, Tromsa, Norway;
8Division of Internal Medicine, University Hospital of North Norway (UNN), Tromsa, Norway

TOA am 10:10

Capturing Protein Turnover Dynamics in a Drosophila melanogaster Retinal Degeneration Model using
Pulsed Stable Isotope Labeling; Miranda R Muhoberac'; Lucas Kramer?; Leah Pierce?; Radhika Bhaumiks;
Seema Mattoo? 3; Vikki M Weake?; Bryon S Drown'; ‘"James Tarpo Jr. and Margaret Tarpo Department of
Chemistry, Purdue University, West Lafayette, IN; 2Department of Biochemistry, Purdue University, West Lafayette,
IN; 3Department of Biological Sciences, Purdue University, West Lafayette, IN




TUESDAY MORNING ORALS

TOB am: Metabolomics: New Technologies and Applications
Ballroom 20A

TOB am 08:30

Metabolomic Responses linked to Chemical Exposures and Breast Cancer Phenotypes; Julia Fiireder" 2;
Delia Castilla-Fernandez'; Max Lennart Feuerstein® 3; Giulia Guerra?*; Claudia Agnoli*; Sabina Sieri*; Benedikt
Warth'- 3; "University of Vienna, Department of Food Chemistry and Toxicology, Vienna, Austria; 2University of
Vienna, Vienna Doctoral School in Chemistry (DoSChem), Vienna, Austria; SExposome Austria, Research
Infrastructure and National EIRENE Node, Vienna, Austria; “Fondazione IRCCS Istituto Nazionale dei Tumori,
Epidemiology and Prevention Unit, Milan, Italy

TOB am 08:50

Low-temperature HILIC provides enhanced separations and stability for LC-MS-based metabolomics; Yifan
Liu'; Madison L. Jastrab'; Michael Xiao'; Miriam Lisci?; Taysir K. Bader?; Alexis A. Jourdain?; Thomas E. Wales’;
Owen S. Skinner'; "Northeastern University, Boston, MA; 2University of Lausanne, Lausanne, Swaziland; 3Waters
Corporation, Milford, MA

TOB am 09:10

Annotating compounds by helical resonator plasma accurate mass GC-MS (ecTOF) by predicting formulas,
mass spectra and retention indices; Bala Subrahanyam Seetha'; Luis Valdivez'; Tong Shen'; Valerie
Kuklovsky?; Giovanni Galizia?; Elina L Nifio'; Eliska Ceznerova3; Sonja Klee#; Oliver Fiehn'; 7UC Davis, Davis, CA;
2University of Konstanz, Konstanz, Germany; 3Bruker Daltonics GmbH & Co. KG, Bremen, Germany; 4Tofwerk,
Thun, Switzerland

TOB am 09:30

Metabolite Identification Using Combined-Spectrum Searching of the NIST26 Tandem Mass Spectral
Library; Xiaoyu Yang'; Pedatsur Neta'; Yuxue Liang®; Yuri A. Mirokhin?; Dmitrii V. Tchekhovskoi'; Guanghui
Wang'; Sergey Sheetlin'; Meghan Burke’; Yi Liu®; Yamil Simén-Manso'; Tytus D. Mak'; Brian T. Cooper?; Nirina
Rabe Andriamaharavo'; Connie Remoroza®; Stephen E. Stein'; 'NIST, Gaithersburg, MD

TOB am 09:50

Hospital-derived pooled plasma reference material for clinical metabolomics: expanded metabolite and
xenobiotic coverage by applying enhanced dynamic range scan mode; Barbora Pisklakova®; Ales Kvasnicka®;
Sander Johannes Thorbjgrnsen Guttorm'; Michat Kaczmarek?; Helge Rootwelt'; Hanne Bendiksen Skogvold?; Elise
Sandas Sand'; Susan S. Bird?; Katja Benedikte Prestg Elgstgen'; "Section for Metabolomics and Lipidomics, Oslo
University Hospital, Oslo, Norway; 2Thermo Fisher Scientific, Bremen, Germany; 3Thermo Fisher Scientific, San
Jose, CA

TOB am 10:10

Untargeted Multiple Reaction Monitoring (uUMRM); Winnie Uritboonthai'; Aries Aisporna’; Linh Hoang?; Bill
Webb'; Elizabeth M. Billings'; Corey Hoang'; Mirna Tobea®; Chelsea C. Cates-Gatto!; Amanda J. Roberts'; Tony
Teav?; Rebecca Borreggine?; loanna Kyritsi@unil.ch?; Hector Gallart-Ayala?; Julijana Ivanisevic?; Anna Popova’;
James R. Williamson'; Robert Plumb? 4; Gary Siuzdak'; 'Scripps Research, La Jolla, CA; ?University of Lausanne,
Lausanne, Swaziland; 3University of Liverpool, Liverpool, United Kingdom; Waters Corporation, Milford, MA



TUESDAY MORNING ORALS

TOC am: Drug Discovery and Development: Qualitative and Quantitative
Ballroom 20BC

TOC am 08:30

Proteomic Profiling of Cullin-Ring Ligase Activity across 28 Human Cell Lines; Jeffrey J Liu'; Xiaorui Fan?;
Robert G Guenette?; Seung Wook Yang?; M Amine Sadok?; Bo Zhou'; James A Wohlischlegel'; P Ryan Potts3;
'Discovery Proteomics, Amgen, Thousand Oaks, CA; 2Induced Proximity Platform, Amgen, Thousand Oaks, CA;
SDATA, Amgen, Thousand Oaks, CA

TOC am 08:50
Standardizing Proteomics Frameworks in Fast-Tracking High-Quality Drug Discovery; Liang Xue; Pfizer,
Cambridge, MA

TOC am 09:10

DIA-Based Phosphoproteomics Defines AP-1 Signaling Dynamics Driving Remodeling in Airway Epithelial
Cells; Vanshika Patel'; Jianshi Yu'; Mehari Weldemariam?; Paul Shapiro'; Deepak Deshpande?; Maureen A Kane';
"University of Maryland, School of Pharmacy, Department of Pharmaceutical Sciences, Baltimore, MD; 2Center for
Translational Medicine, Jane and Leonard Korman Lung Center, Thomas Jefferson University, Philadelphia, PA

TOC am 09:30
Utilizing Theta-Tip Mixing to Observe Transient Protein-Ligand Interactions by Native Mass Spectrometry;
Calvin T Baker’; Leon Li Cyun Chen?; Xin Yan'; "Texas A&M University, College Station, TX

TOC am 09:50
State-of-the-art MS ADC Pharmacokinetic Assays: Pre-clinical Translation to Clinical Deployment and
Impact; Chao Gong'; John Kellie'; Craig Stovold'; 'AstraZeneca, Gaithersburg, MD

TOC am 10:10

Al-guided screening rapidly discovers covalent modulators of STAT6 activity in cells; Andrea | Gutierrez®;
Lillian T. Tatka'; Gaelle Mercenne'; Daniele Canzani'; Julia Robbins'; Evan E Hubbard'; Sebastian J Paez?*;
Anastasiya V. Prymolenna’; William E Fondrie®; Lindsay K Pino'; Alexander J Federation'; "Talus Bioscience,
Seattle, WA




TUESDAY MORNING ORALS

TOD am: Challenges in MS Analysis of Complex Mixtures
Ballroom 20D

TOD am 08:30

Library-Assisted Mass Defect Analysis (LAMDA): Application to Lipid A Structural Identification; Abanoub
Mikhael' 2; Gillian Leach®; Linda Nartey'; Helena Pétrosova' 2; David Goodlett" 2; "University of Victoria, Victoria,
BC; 2UVic Genome BC Proteomics Centre, Victoria, BC

TOD am 08:50

Improvements to ion pipelining and ion-ion reaction conditions to dig deeper into the glycoproteome; Haley
M. Schramm?; Joshua D. Hinkle?; Jingjing Huang?; David Bergen?; Rafael D. Melani?; Graeme C. McAlister?;
Christopher Mullen?; Nicholas M. Riley'; "University of Washington, Seattle, WA; 2Thermo Fisher Scientific, San
Jose, CA

TOD am 09:10

Comprehensive AAV Vector Assessment Using Charge Detection Mass Spectrometry Throughout
Downstream Purification; Rebecca D'Esposito?; Brad Williams'; Anisha Haris2; Noah Miller-Medzon3; Tim Fenn3;
Ying Qing Yu'; Michelle Chen#*; "Waters Corporation, Milford, MA; 2Waters Corporation, Wilmslow, United Kingdom;
3Lexeo Therapeutics, New York City, NY; ‘Waters Corporation, Goleta, CA

TOD am 09:30

Evaluating Metaproteomic Complex Mixture Analysis by Orbitrap Astral MS Using a Taxonomic Ground-
Truth Microbial Community; Nicole Nightingale'; Jana Richter?; Nicolas Hartel®; Mak A. Saito*; Manuel Kleiner?;
Timothy J Griffin'; Pratik D Jagtap'; "University of Minnesota, Minneapolis, MN; 2Thermo Fisher Scientific (Bremen)
GmbH, Bremen, Germany; 3Thermo Fisher Scientific, San Jose, CA; *Woods Hole Oceanographic Institution,
Woods Hole, MA; °North Carolina State University, Raleigh, NC

TOD am 09:50

Detection of siderophore-metal complexes in dissolved organic matter (DOM) by ultra-high resolution mass
spectrometry (FTICR) and electron paramagnetic resonance (EPR); Ziad Mahmoud'; Marie Hubert-Roux';
Hervé Vezin?; Pierre Giusti’ 3 4; Carlos Afonso’ 3; "Université de Rouen Normandie, INSA Rouen Normandie,
Université de Caen Normandie, ENSICAEN, CNRS, Institut CARMeN UMR 6064, F-76821 Mont-Saint-Aignan
Cedex, France, Rouen, France; 2Univ. Lille, CNRS, UMR 8516 — LASIRE - Laboratoire de Spectroscopie pour les
Interactions, la Réactivité & 'Environnement F-59000 Lille, France, Lille, France; 3International Joint Laboratory,
iC2MC: Complex Matrices Molecular Characterization, Harfleur, France; *TotalEnergies One Tech, R&D,
Downstream Processes & Polymers, TotalEnergies Research & Technology Gonfreville, BP 27, Harfleur, France

TOD am 10:10

Revealing the Molecular Heterogeneity of Bio-Oils with Ultrasound-Assisted Sequential Extraction and LC-
FT-ICR MS to Expose Renewable Biofuel Precursors; Olivia C Moss'; Carly J Hill"-2; Martha L. Aguilera’; Ryan
P. Rodgers'; David C Dayton3; 'National High Magnetic Field Laboratory, Tallahassee, FL; 2Juniata College,
Huntingdon, PA; 3RTI International, Research Triangle Park, NC



TUESDAY MORNING ORALS

TOE am: Biomarkers: Quantitative Analysis
Room 6A

TOE am 08:30

A Mass Spectrometry Based Assay For Detection Of KEAP1 Target Engagement In Clinical Samples;
Christie L Eissler'; Melissa Hoffman'; Gitte Bohm?; Egor Vorontsov?; Stephanie Ballweg?; Zachary Turman'; Sarah
Jacinto'; Joseph McLaughlin'; Tine Wyseure'; lan Pike?; Nil Roy'; Gabriel Simon?; "Vividion Therapeutics Inc., San
Diego, CA; 2Proteome Sciences R&D GmbH & Co. KG, Frankfurt, Germany

TOE am 08:50

Targeted phosphoproteomics of erythrocytes for the diagnosis and monitoring of synucleinopathies; Martin
Acosta-Parra'; Ruiqi Jian'; Lihua Jiang'; Kathleen L Poston'; Michael P. Snyder'; 'Stanford University, Stanford,
CA

TOE am 09:10

Nano-flow SQUAD LC-HRAM enables ultrasensitive, multi-matrix bile acid quantitation and discovery;
Robert Harlan'; Bashar Amer’; Cynthia Grim'; Rahul Deshpande’; Nichole Reisdorph?; Katrina Doenges?; Michael
Armstrong?; Susan Bird?; Thermo Fisher Scientific, San Jose, CA; 2University of Colorado Anschutz, Aurora, CO;
3Thermo Fisher Scientific, Lexington, MA

TOE am 09:30

Enhancing Quantitative Plasma Proteomics by Nano-LC-MRM-MS to Increase Throughput and Reduce
Cost in Large Clinical Cohorts; Margret Thorsteinsdottir'; Kari Arnarson’; Valborg Gudmundsdottir® 2; Vilmundur
G. Gudnason® 2; Christoph H. Borchers?® 4 5 6; Finnur F. Eiriksson?; 'University of Iceland, Reykjavik, Iceland;
2Icelandic Heart Association, Reykjavik, Iceland; 3Segal Cancer Proteomics Centre, Lady Davis Institute for Medical
Research, McGill University, Montreal, QC; “Gerald Bronfman Department of Oncology, Lady Davis Institute for
Medical Research, Jewish General Hospital, Montreal, QC; °Division of Experimental Medicine, McGill University,
Montreal, Montreal, QC; Department of Pathology, McGill University, Montreal, QC; "Univeristy of Iceland,
Reykjavik, Iceland

TOE am 09:50

A Window of Opportunity: Liquid Biopsy Proteomics for Early Detection of Pancreatic Cancer; Jumana
Yousef'-2; Susanne | Wudy" 2; Sukhdeep Spall’-2; Belinda Lee" 2 3. 4; Samantha J Emery-Corbin'- 2; Ka Yee Fung"
2, Peter Gibbs" 2 5; Tracy Putoczki' 2; Laura F Dagley" 2; "Walter and Eliza Hall Institute for Medical Research,
Parkville, Australia; 2Department of Medical Biology, Faculty of Medicine, Dentistry & Health Sciences, The
University of Melbourne, Parkville, Australia; 3Peter MacCallum Cancer Centre, Parkville, Australia; “Northern
Health, Melbourne, Australia; °Western Health, Melbourne, Australia

TOE am 10:10

Differentiating Amyloid-B Polymorphs with the Covalent Protein Footprinting; Tom Casimir Bamberger?;
Jolene K. Diedrich’; Titus Jung'; Jeffery B Lane'; Jan-Hannes Schaefer'!; Gabriel C. Lander'; Douglas Galasko?;
John R. Yates IlI'; 'Scripps Research Institute, La Jolla, CA; 2University of California San Diego, San Diego, CA




TUESDAY MORNING ORALS

TOF am: Instrumentation: Detection of High-Mass Analytes
Room 6B

TOF am 08:30

Single lon Detection with FT-ICR MS: Trapped ion kinetic energy correction for improved charge
determination; Nathan K Kaiser'; Steven C. Beu?; Christopher L Hendrickson?'; John P. Quinn'; Jared O Kafader?;
Chad R. Weisbrod'; "National High Magnetic Field Laboratory, Tallahassee, FL; 2S.C. Beu Consulting, Austin,, TX;
SNorthwestern University, Evanston, IL

TOF am 08:50

Charge Detection Mass Spectrometry Implemented on a Modified Orbitrap Tribrid Mass Spectrometer
Enables Advanced Top-Down Protein and Oligonucleotide Characterization Capabilities; Kyle Patrick
Bowen'; Graeme McAlister?; Christopher Mullen?; Weijing Liu2; Rafael D Melani?; Jesse D Canterbury?; David
Bergen?; Joshua D Hinkle?; Michael P Goodwin?; Michael Senko?; "Thermo Fisher Scientific, San Jose, CA;
2ThermoFisher Scientific, San Jose, CA

TOF am 09:10

Extending timsOmni Capabilities for Multi-Level Native Analysis of the ~700 kDa 20S Proteasome; Gili Ben-
Nissan'; Athanasios Smyrnakis2; Maria-Aggeliki Kosmopoulou?; Dimitris Papanastasiou?; Michal Sharon?;
"Weizmann Institute of Science, Rehovot, Israel; 2Fasmatech Science and Technology, Athens, Greece

TOF am 09:30

Study Gas-Phase lon Temperature Using a Stacked Ring lon Guide Interface for CD-MS; Minh Tram Ha’;
David W. Reitenbach®; David E. Clemmer" 2; Martin F. Jarrold® 2; "Indiana University - Bloomington, Bloomington,
IN; 2Megadalton Solutions, Bloomington, IN

TOF am 09:50

CDMS analysis of adeno-associated viral vectors by Orbital Frequency Analyser; Aleksandr Rusinov'; Ryoji
Nakatsuka?; Sergey Smirnov'; Patrick Knight'; Gordon Kearney'; 'Shimadzu Research Laboratory (Europe) Ltd.,
Manchester, United Kingdom; 2Shimadzu Corporation, Kyoto, Japan

TOF am 10:10
Single Molecule Native Proteomics Using a Nanoelectromechanical Systems Mass Spectrometry Device;
Jeffrey J. Jones'; Atakan Ari'; Michael L Roukes'; 'Caltech, Pasadena, CA



TUESDAY MORNING ORALS

TOG am: GC-MS: Instrumentation and Applications
Room 6CF

TOG am 08:30
Applications of Flow-Modulated GCxGC-Quadrupole Mass Spectrometry at High Flow Rate; Kirk R Jensen;
JEOL USA, Inc., Peabody, MA

TOG am 08:50

Automated High-Throughput Quantitation of 197 Pesticides in Durian Using GC-MS/MS with PAL3
Autosampler; Yufeng Zhang'; Feng Gu'; Lay Peng Tan'; 'Agilent Technologies Singapore (sales) Pte Ltd,
Singapore, Singapore

TOG am 09:10

Utilizing Solid Phase Incremental Capillary Extraction to Improve GCMS Headspace Analysis of Aromas,
Fragrances, and Odors in Consumer Products; Daniel Cardin'; Victoria L Vogel?; Weier Hao?; Daniel J Cardin?;
Tom Robinson?; 'Entech Instruments, Simi Valley, CA; 2Entech Instruments, Simi Vally, CA

TOG am 09:30

Ultra-Low Detection of Controversial Microdroplet Oxidation Products Observed by Cryogenic Focusing
Gas Chromatography Mass Spectrometry; Paul R Tumminello'; Nathan R Bays'; David Schafer!; Samantha M
Kruse'; Brynal Benally'; Jake Zenker'; Leonid Sheps?; Ryan D Davis'; "Sandia National Laboratories, Albuquerque,
NM; 2Sandia National Laboratories, Livermore, CA

TOG am 09:50

Tensor models are the new black: automated deconvolution, identification and quantification of untargeted
GC-MS across complex sample sets; Beatriz Quintanilla-Casas'; Jesper L Hinrich'; Rasmus Bro'; University of
Copenhagen, Copenhagen, Denmark

TOG am 10:10

Cryogenic zone compression to enhance quadrupole MS sensitivity for trace PAHs in complex food and
environmental matrices; Antonio Ferracane'; Alessia Arena?; Mariosimone Zoccali®; Luigi Mondello™ 2; "Messina
Institute of Technology c/o Department of Chemical, Biological, Pharmaceutical and Environmental Sciences,
University of Messina, Messina, Italy; 2Chromaleont s.r.l., c/o Department of Chemical, Biological, Pharmaceutical
and Environmental Sciences, University of Messina, Viale G. Palatucci 13, 98168 — Messina, Italy, Messina, Italy;
SDepartment of Mathematical and Computer Science, Physical Sciences and Earth Sciences, University of
Messina, Viale F. Stagno d’Alcontres 31, 98166, Messina, Italy, Messina, Italy




TUESDAY MORNING ORALS

TOH am: Plants and Natural Products
Room 6DE

TOH am 08:30

Spatial Metabolic Signatures in Plant—Pathogen Interactions as revealed by High-Resolution MALDI Mass
Spectrometry Imaging; Amelia Locatelli'; Davide Magrin'; Simone Stefano’; Luciana Galetto?; Cristina Marzachi?;
Enrico Davoli®; Renzo Bagnati'; Alice Passoni'; "/Istituto di Ricerche Farmacologiche Mario Negri - IRCCS, Milan,
Italy; 2CNR-IPSP Istituto per la Protezione Sostenibile delle Piante, Turin, Italy; 3Universita degli Studi di Torino,
Turin, Italy

TOH am 08:50

plantMASST: a mass spectrometry tool for mining public datasets from plants; Helena Mannochio-Russo'’;
Xiaofeng Wang?; Wilhan D. Gongalves Nunes'; Roland D. Kersten?; Pieter C. Dorrestein'; Paulo Wender Portal
Gomess3; "University of California, San Diego, San Diego, CA; 2University of Michigan, US, MI; 3Universidade
Federal do Para, Belém, Brazil

TOH am 09:10

Structural Elucidation of Fructooligosaccharides and Raffinose Family Oligosaccharides: A New Workflow;
Wun-Long Li'; Chi-Kung Ni2 3; “Institute of Atomic and Molecular Sciences, Academia Sinica, Taipei, Taiwan;
2Institute of Atomic and Molecular Sciences, Academia Sinica, Taiwan, Taipei, Taiwan; Department of Chemistry,
National Tsing Hua University, Hsinchu, Taiwan

TOH am 09:30

Metabolic pulse-label analysis of rapid systemic signaling in Arabidopsis; Ronald J Myers Jr'; Amith R
Devireddy" 2; Sara | Zandalinas?®; Devasantosh Mohanty'; Richard A Ferrieri'; Lioyd W Sumner?'; Ron Mittler' 4;
"University of Missouri-Columbia, Columbia, MO; 2Claflin University, Orangeburg, SC; 3University Jaume |, Castell6
de la Plana, Spain; 4Tel-Hai University of Kiryat Shmona and the Galilee, Kiryat Shmona, Israel

TOH am 09:50

Multi-omics mass spectrometry resolves cell-type and protein-defined mitochondrial subpopulations
reflecting heat stress-response in Arabidopsis thaliana; Mario Waespy'; Chinmay Joshi'; Sara Jalili’;
Magdalene Reinkensmeier?; Viola Jeck?; Aiko Barsch?; Verena Tellstroem?; Stephanie Kaspar-Schoenefeld?;
Stefanie Wernisch?; Andreas Schmidt?; Markus Lubeck?; Matthew Lewis?; Rita GroR-Hardt'; "University of Bremen,
Bremen, Germany; ?Bruker Daltonics GmbH & Co. KG, Fahrenheitstr. 4, 28359, Bremen, Germany

TOH am 10:10

Spatial Multiomic Insights into Sorghum—Colletotrichum Interactions and Bacteria-Mediated Biocontrol
Mechanisms; Ljiliana Pasa-Tolic'; Kevin J. Zemaitis'!; Pranav Dawar'; Dora Farago?; Audrey G. Thomas?; James
M. Fulcher’; Theresa F. Law?; Janaka N. Edirisinghe?; Christopher S. Henry*; Louis K. Prom®; Jeffery L. Dangl?;
Qun Liu?; "Pacific Northwest Natl Lab, Richland, WA; 2Brookhaven National Laboratory, Upton, NY; 3University of
North Carolina at Chapel Hill, Chapel Hill, NC; “Argonne National Laboratory, Argonne, IL; 3USDA ARS, Southern
Plains Agricultural Research Center, College Station, TX




TUESDAY AFTERNOON ORALS

TOA pm: Biomarkers: Qualitative Analysis
Hall D

TOA pm 02:30

High-Throughput and Sensitive Proteomics Workflow for Biomarker Discovery from 1-yuL Murine
Cerebrospinal Fluid Samples; Weng Wong'; Erika Kelmer Sacramento’; Jose Imperio’; Meena Choi'; Chang
Hoon Cho'; William J. Meilandt'; Nikhil Janak Pandya'; Ying Zhu'; ‘Genentech Inc., South San Francisco, CA

TOA pm 02:50

Spatially-Driven Lipid Biomarker Discovery at Cellular, Neighborhood, and Sub-FTU Scales in Human
Kidney; Thai H Pham' 2; Lukasz G Migas'- 3; Martin Dufresne' 4; Madeline E Colley" 2; Olof Isberg’-2; Anna J
Smith'-2; Mark DeCaestacker®; Melissa A Farrow'-4; Raf Van De Plas' 3 4; Jeffrey M Spraggins™-24.6.7; "Mass
Spectrometry Research Center, Vanderbilt University, Nashville, TN; 2Department of Cell and Developmental
Biology, Vanderbilt University, Nashville, TN; 3Delft Center for Systems and Control, Delft University of Technology,
Delft, Netherlands; “Department of Biochemistry, Vanderbilt University, Nashville, TN; ®Division of Nephrology and
Hypertension, Department of Medicine, Vanderbilt University Medical Center, Nashville, TN; Department of
Chemistry, Vanderbilt University, Nashville, TN; "Department of Pathology, Microbiology and Immunology,
Vanderbilt University Medical Center, Nashville, TN

TOA pm 03:10

Isobaric peptide probes for multiplexed detection of disease biomarkers using mass spectrometry-based
immunoassay; Stephanee Joy B Zerrudo'; Santosh Raman Acharya®; Hianka J.C. De Carvalho'; Ayesha Seth?;
Abraham Badu-Tawiah'; "The Ohio State University, Columbus, OH

TOA pm 03:30

Orthogonal LC-MS/MS Defines Inflammation-Driven Suppression of Microbiota-Derived Luminal
Metabolites in a Mouse Model of Colitis; Brianna R. Swank?; Luisa SeguellaZ; Jacob J. Haffner?; Hani Habra3 4;
Ryutaro Einar Jacobson®; Patrick Huck®; Aurora Zilli¢; Julia Jamka?; Brian Gulbransen?; Tian (Autumn) Qius;
Maryam Goudarzi® 4; "Department of Chemistry, Michigan State University, East Lansing, MI; 2Department of
Physiology, Michigan State University, East Lansing, MI; 3Mass Spectrometry and Metabolomics Core, Michigan
State University, East Lansing, MI; *Department of Biochemistry and Molecular Biology, Michigan State University,
East Lansing, Ml; *Department of Chemistry, Michigan State Univeristy, East Lansing, MI; 6Osteopathic Surgical
Specialties, Michigan State University, East Lansing, M|

TOA pm 03:50

Remote Microsamplers for the Collection, Preservation, and Proteomic Profiling of Dried Blood- and Urine-
Derived Extracellular Vesicles; Yi-Kai Liu'; Nathaniel Miller'; Yuxin Zhuang'; Jyoti Singh'; Ana Maria Medina’;
Julio Rivera-De Jesus?; Juan C. MesaZ; Ronald S. Boris?; Jacqueline C. Linnes?; Majid Kazemian'-4; Anton lliuk* 3;
W. Andy Tao'- 4 ®; "Department of Biochemistry, Purdue University, West Lafayette, IN; ?Weldon School of
Biomedical Engineering, Purdue University, West Lafayette, IN; 3Departments of Urology, Indiana University School
of Medicine, Indianapolis, IN; Purdue Institute for Cancer Research, West Lafayette, IN; °Tymora Analytical
Operations, West Lafayette, IN; ¢James Tarpo Jr. and Margaret Tarpo Department of Chemistry, Purdue University,
West Lafayette, IN

TOA pm 04:10

Integrative regulome profiling of DNA damage responses to discover DNA repair-directed therapeutics in
aging; Lindsay K Pino'; Julia Robbins’; Andrea Gutierrez'; Yan Ting Zhao?; Evan E Hubbard'; Daniele Canzani’;
Kyle Siebenthall’; Sydney Huff'; Margaux McBirney'; Anastasiya V. Prymolenna®; Lillian T. Tatka'; Sebastian J
Paez'; Brian McEllin'; Gaelle Mercenne'; William E Fondrie'; Alexander J Federation'; Benjamin Blue?; 'Talus
Bioscience, Seattle, WA; 20ra Biomedical, Seattle, WA



TUESDAY AFTERNOON ORALS

TOB pm: Fundamentals: lonization Methods
Ballroom 20A

TOB pm 02:30

Negative Gaseous lons in Positive-Voltage Electrospray lonization Mass Spectrometry; Xing-Bo Wang';
Ochir Ochirov'; Bo-Cheng Ke'; Noor Hidayat Abu Bakar'; Chamarthi Maheswar Raju’; loan Marginean?; Pawel L.
Urban'; "National Tsing Hua University, Hsinchu City, Taiwan; 2University of Baltimore, Baltimore, MD

TOB pm 02:50

Direct Charge Measurement Identifies Electrospray lonization Mode via Charge Information and
Instantaneous Frequency of the Droplet; Mhar lan Cua Estayan' 2; Shao-Yu Liang'; Zheng-An Qiu'; Immanuel
Joseph Tiu'; Wen-Ping Peng'; "National Dong Hwa University, Shoufeng, Taiwan; 2University of Santo Tomas,
Manila, Philippines

TOB pm 03:10

Molecular Insights into lon and Solvent Dynamics within an ESI Capillary: Electrophoretic Formation of
Highly Charged Droplets; Lars Konermann'; Mahsa Dolatkhah Ouch Bolagh?; "Univ. of Western Ontario, London,
ON; 2The University of Western Ontario, London, ON

TOB pm 03:30

Molecular Dynamics Simulations Reveal Competition between Bead Ejection and Charge Residue Models
of lonization for Multi-Domain Nucleic Acids; Michael S Cordes'; Elyssia S Gallagher?; 'Baylor University,
Waco, TX

TOB pm 03:50

Mg?* Dependent Folding of the 10-23 DNAzyme Characterized by cVSSI-lon Mobility Mass Spectrometry;
Chandrima Banerjee'; Colin R Johnson?; Vikum K. Dewasurendra'; Sarah O'Keefe?; Thomas Hughart'; Matthew B.
Johnson'; David E. Clemmer?3; Stephen J. Valentine*; "West Virginia University, Morgantown, WV; 2Indiana

University - Bloomington, Bloomington, IN; 3Indiana University, Bloomington, IN; “University of Louisville, Louisville,
KY

TOB pm 04:10

Evaluation of sensitivity and in-source fragmentation of labile drug metabolites across Exploris and non-
commercial Orbitrap platforms to improve metabolite identification; Alena N Joignant’; Reiko Kiyonami2; Min
Dus3; Richard D Burton*; Claire Dauly®; Gary Jenkins*; Sebastien Morin®; Nari Talaty*; YAbbVie Inc., Chicago, IL;
2ThermoFisher Scientific, Lexington, MA; 3Thermo Fisher Scientific, Lexington, MA; “AbbVie Inc., North Chicago, IL;
5Thermo Fisher Scientific (Bremen) GmbH, Bremen, Germany; Thermo Fisher Scientific, Mississauga, ON




TUESDAY AFTERNOON ORALS

TOC pm: Artificial Intelligence in MS in Instrumentation and Applications
Ballroom 20BC

TOC pm 02:30

Model-Driven Metabolomics Acquisition Optimization by Predicting MS2 Identifiability Before
Fragmentation Using Positive-Unlabeled Learning; Madina Bekbergenova® 2; Tao Jiang'; Louis-Félix Nothias?;
Wout Bittremieux?; "Université Céte d’Azur, Nice, France; 2University of Antwerp, Antwerpen, Belgium

TOC pm 02:50

PeptDeepKontext: A Universal Model for Predicting Peptide Properties Across Instruments, Conditions,
and Post-Translational Modifications Trained on a New Foundational Dataset; Georg Wallmann'- 2; Mohamed
Kotb'; Mikhail Lebedev'; Johannes Bruno Miiller-Reif'; Matthias Mann'; "Max Planck Institute of Biochemistry,
Planegg, Germany; 2Aplusia GmbH, Munich, Germany

TOC pm 03:10

De novo sequencing of chimeric spectra using Casanovo; Yuhui Hong'; Isha Gokhale'; Justin Sanders’;
Gwenneth Straub'; Wout Bittremieux?; William S Noble'; 'University of Washington, Seattle, WA; 2University of
Antwerp, Antwerpen, Belgium

TOC pm 03:30

Building An Omics-Agnostic Cross-Kingdom Foundation Model for Mass Spectrometry; Ashfiqur Rahman’;
Yugian Gao'; Christine Chang'; Ryan Danehy'; Jaelyn Litzinger; Aivett Bilbao'; Pacific Northwest National
Laboratory, Richland, WA

TOC pm 03:50

Uncovering the dark fragmentome through an explainable de novo sequencing model; Joel Lapin’;
Guillaume Médard?; Mathias Wilhelm': 3; "Technical University of Munich, Freising, Germany; 2National and
Kapodistrian University of Athens, Athens, Greece; 3Munich Data Science Institute (MDSI), Technical University of
Munich, Garching, Germany

TOC pm 04:10

AutoProteo: A Local-First, Language-Driven Agentic Al System for Proteomics Data Analysis and
Biological Interpretation; Chi-Hsuan Chu'; Ciao-Syuan Chen?; Yu-Ju Chen?; Kun-Pin Wu': 3; 7Institute of
Biomedical Informatics, National Yang Ming Chiao Tung University, Taipei, Taiwan; 2Academia Sinica, institute of
chemistry, Taipei, Taiwan, 3Ph.D. Program of Interdisciplinary Medicine, National Yang Ming Chiao Tung
University, Taipei, Taiwan



TUESDAY AFTERNOON ORALS

TOD pm: Biotherapeutics: Characterizations and Quantitation
Ballroom 20D

TOD pm 02:30

Disassembly of AAV9 Capsids Studied by Variable Temperature ESI CD-MS: Mapping Intermediates and
Genome Release; Akalanka Gunaratne'; Shannon Raab?; Zhirui Jerry Lian?; Martin F Jarrold'- 3; David E.
Clemmer?; "Indiana University, Bloomington, IN; 2Eli Lilly and Company, Indianapolis, IN; SMegadalton Solutions,
Bloomington, IN

TOD pm 02:50

Targeted Quantitation of High-Risk Host Cell Proteins associated with Monoclonal Antibody
Biotherapeutics utilizing the Stellar Mass Spectrometer; Josh Smith'; Jae H Choi?; Jenny Ho?; Alan Atkins3;
Corentin Beaumal'; Wes Rogers*; Deanna L Plubell*; Bhavinkumar B Patel?; Scott M Peterman®; Sara Carillo’;
Jonathan Bones" 5; "National Institute for Bioprocessing Research & Training, Dublin, Ireland; 2Thermo Fisher
Scientific, Rockford, IL; SThermo Fisher Scientific, Hemel Hempstead, United Kingdom; “Thermo Fisher Scientific,
San Jose, CA; 5School of Chemical and Bioprocess Engineering, University College Dublin, Dublin, Ireland

TOD pm 03:10

In <40 minutes from sample to result: PRM-based absolute quantitation after rapid thermolysin digestion,
exemplified by rituximab in human plasma; Xuehui Jiang®; Ying Lao'; Versha Banerji2; Rene Zahedi'; "Manitoba
Centre for Proteomics and Systems Biology, Winnipeg, MB; 2University of Manitoba, Winnipeg, MB

TOD pm 03:30

Assessing Serum Stability and Bioanalytical Strategy for Antibody-siRNA Conjugates; Yihan Li'; Radek
Abarca'; Lu Wang?; Colin J Phipps?; Hetal Sarvaiya'; "AbbVie Inc., South San Francisco, CA; 2AbbVie Inc.,
Worcester, MA; 3AbbVie Inc., North Chicago, IL

TOD pm 03:50

HILIC-MS — Enabled Subunit Level MAM: Advancing the Future of Biotherapeutic Characterization; Bengian
Wei'; Zhenggi Zhang'; Ekaterina G Deyanova'; 'Analytical Research and Development, MRL, Merck & Co., Inc.,
Rahway, NJ

TOD pm 04:10
Assessing biotherapeutic stability through forced degradation using intact and subunit iclEF-UV/MS
workflows; Jingwen Ding'; Haichuan Liu'; Zoe Zhang'; 'SCIEX, Redwood City, CA



TUESDAY AFTERNOON ORALS

TOE pm: Lipidomics: New MS Technologies and Applications
Room 6A

TOE pm 02:30

Harnessing Lipids from Extracellular Vesicles to Track Biological Responses to Wildfire Exposure; Haley C.
Jostes'; Allison C. Spring'; Elise Hickman; Jaclyn M. Goodrich?; Jefferey L. Burgess?; Melissa A. Furlong?®; Shawn
C. Beitel3; Julia E. Rager’; Erin S. Baker'; 7UNC-Chapel Hill, Chapel Hill, NC; 2University of Michigan, Ann Arbor,
MI; 3University of Arizona, Tucson, AZ

TOE pm 02:50

Structural lipidomics using OAD- and EAD MS/MS with MS-DIAL 5 environment; Hiroshi Tsugawa'; Kuniyoshi
Shimidzu?; Fumika Mi-ichi®; Bujinlkham Buyantogtokh?; Hiroaki Takeda#*; Hidenori Takahashi®; Mami Okamoto?;
Yuki Matsuzawa?; Takeshi Harayama®; Tokyo University of Agriculture and Technology, Tokyo, Japan; 2Tokyo
University of Agriculture and Technology, Koganei, Japan; 3Nagasaki University, Nagasaki, Japan; *National
Institute of Advanced Industrial Science and Technology (AIST), Tsukuba, Japan; 5Shimadzu Co., Kyoto, Japan;
6CNRS UMR7275, Valbonne, France

TOE pm 03:10

Integrating Metabolic Glycan Labeling and Deep Profiling to Decipher the Dynamic Landscape of
Ganglioside Metabolism in Breast Cancer Cell Lines; Yichun Wang'; Chengyang Lai2; Chen Xing?; Yu Xia®;
"Tsinghua University, Beijing, China; 2Peking University, Beijing, China

TOE pm 03:30

Near-complete structural identification of native cardiolipins using multi-tandem mass spectrometry
coupled with collision-induced dissociation (CID) and electronically excited dissociation (EED); Ashish
Pradhan'; Takashi Baba'; "SCIEX, Concord, ON

TOE pm 03:50

In-Depth Profiling of Subcellular Organellar Lipidomes with Nano-LC/MS; Zidan Wang"; Zihao Lin"; Souvik
Roy'; Rahul Deshpande?; Susan S. Bird?; Yeongho Kim?; Kallol Gupta'; ?Yale University, New Haven, CT; 2Thermo
Fisher Scientific, San Jose, CA

TOE pm 04:10

Dual-isotope labeling lipidomics and targeted oxy-lipidomics reveal di-arachidonoyl phospholipids
underlying ferroptosis sensitivity in wild-type and ACSL4-KO cells; Noelle Reimers?; Libin Xu'; "University of
Washington, Seattle, WA



TUESDAY AFTERNOON ORALS

TOF pm: Industry: Trace Analysis, Quality Control, and Automation
Room 6B

TOF pm 02:30

Dual Automated Workflows for Comprehensive PFAS Screening in Cosmetics Using Triple Quadrupole

GC/MS and LC/MS Platforms; Aimei Zou'; Auni Wong?; Gwen Sin Yee Lim3; Agilent Technologies Singapore,
Singapore, Singapore; 2Agilent Technologies, Singapore, Singapore; 3CTC Analytics AG, Zwingen, Switzerland

TOF pm 02:50

Quantitative Native Speciation of Trace Metals in Semiconductor-Grade Solvents via BTC-ICP-MS:
Identifying Species Transformations for Process Optimization; Ray Su' 2; Will Leung"; Yin-Hung Lai;
"National Yang Ming Chiao Tung University, Beitou Dist., Taiwan; 2National United University, Miaoli, Taiwan

TOF pm 03:10

Integrated MAM and NPD LC—MS Approach for Comprehensive Peptide Impurity Monitoring in GMP
Release Testing; Pingli Wei'; Boyu Zhao?; Gordon Lambertus?; Chen-Chun Chen?; 'Eli Lilly and Company,
Carmel, IN; 2Eli Lilly & Company, Indianapolis, IN

TOF pm 03:30

Accelerating Impurity Quantification Without Standards: Leveraging HPLC-ESI-MS and ICP-MS for
Pharmaceutical Analysis; Kunyu Zheng'; Maximilian Wilfinger!; Holly VanMetre'; Kyle Kotecki'; Mitchell Gates';
TAbbVie Inc., North Chicago, IL

TOF pm 03:50

An Integrated Approach Combining Mass Spectrometry, NMR, and Chemometrics for Quality and
Authenticity Assessment of Essential Oils; Mei Wang'; Jianping Zhao?; lkhlas A. Khan%; TUSDA, ARS, NPURU,
University, MS; 2University of Mississippi, University, MS

TOF pm 04:10

Direct highly-selective analysis of ethylene oxide and acetaldehyde from aqueous and injection-unfriendly
matrices for food safety screening by MRR; Christopher J Thompson'; Alexander V. Mikhonin?; Voislav
Blagojevic?; Justin L. Neill?; 'BrightSpec, Inc., Waltham, MA; ?BrightSpec Inc., Charlottesville, VA




TUESDAY AFTERNOON ORALS

TOG pm: Instrumentation: New Hybrid and Multimodal Approaches
Room 6CF

TOG pm 02:30

Advances in Compact Multi-Reflecting Time-of-Flight Mass Spectrometry; Jason L Wildgoose'; Matthew E
Daly’; Lee A Gethings'; Johannes P C Vissers'; Richard | Lock'; James | Langridge'; "Waters Corporation,
Wilmslow, United Kingdom

TOG pm 02:50

When Electrons Meet Photons: Multimodal Dissociation for Native Top-Down MS Analysis; Ezgi Gurler' ?;
Alan Kadek'; "Czech Academy of Sciences Institute of Microbiology, Prague, Czech Republic; 2Charles University,
Prague, Czech Republic

TOG pm 03:10

Next-Generation Tribrid Mass Spectrometry Driven by Improved lon Operation Synchronization; Graeme C
McAlister'; Jingjing Huang'; Lilian Heil'; William D Barshop'; Joshua D Hinkle'; Jesse D Canterbury'; Christopher
Mullen’; Rafael D Melani'; "Thermo Fisher Scientific, San Jose, CA

TOG pm 03:30

High throughput screening of isomeric reaction products by droplet microfluidics coupled to cyclic ion
mobility mass spectrometry; Laura | Penabad'; Roger C Diehl'; Aidan Olman?'; Brandon T. Ruotolo?'; Alison R.H.
Narayan'; Robert T Kennedy'; "University of Michigan-Ann Arbor, Ann Arbor, Ml

TOG pm 03:50
High resolution hybrid IMS MS technique for effective protein structure characterization; Kaiqun Wu'; Junhui
Li'; Keqi Tang'; "Ningbo University, Ningbo, China

TOG pm 04:10

Evolving Hardware Architecture and Functionality of the timsOmni MS Platform; Dimitris Papanastasiou®;
Athanasios Smyrnakis'; Maria-Aggeliki Kosmopoulou®; Anastasios Grigoriadis'; loanna Barla®; loannis
Orfanopoulos’; Nikolaos Manolis®; llias Panagiotopoulos'; Rafail Gioves'; Florian Busch?; Jean-Frangois Greisch?;
Hongxia Bai®; Gad Armony*; Kristina Marx5; Konrad Winkels®; Stuart Pengelley®; Michael Krause®; Niels
Goedeckeb; Oliver Raether®; Eduardo Carrascosa®; 'Fasmatech Science and Technology, Athens, Greece, ?Bruker
Switzerland AG, Féallanden, Switzerland; 3Bruker, Billerica, MA; *Bruker Nederland B.V., Leiderdorp, Netherlands;
5Bruker Daltonics GmbH & Co. KG, Bremen, Germany; Bruker Daltonics GmbH & Co KG, Bremen, Germany




TUESDAY AFTERNOON ORALS

TOH pm: Stable Isotope Labeling Applications
Room 6DE

TOH pm 02:30

Non-canonical amino acid-protein incorporation via ribosomal translation in human cells; Joanna M
Gongora'; Daniel Ramirez'; Zongtao Lin?; Benjamin Garcia'; "Washington University School of Medicine in Saint
Louis, Saint Louis, MO; 2Rutgers, New Brunswick, NJ

TOH pm 02:50

SILAC-STAMP reveals temporal-spatial regulation of protein synthesis and degradation as a key
checkpoint of GO0 transit; Rachel E Turn'; Mohammad Ovais Aziz-Zanjani'; Amin Mobedi'; Peter K. Jackson®;
Stanford University, Stanford, CA

TOH pm 03:10

Revealing the role of dietary monosaccharides in protein biosynthesis through stable isotope labeling with
13C-monosaccharides and high-resolution mass spectrometry; Michael Russelle S Alvarez'; Sheryl Joyce G
Alvarez'; Adeola Adeyemi'; Carlito B. Lebrilla'; "University of California Davis, Davis, CA

TOH pm 03:30

180-water labeling enables protein turnover measurements during embryogenesis.; Edward R Cruz’ ?; Argit
Marishta’- 2; Gloria Bao" 2; Alex Johnson' 2; Felix C Keber' 2; Michael Neinast' 2; Joshua D. Rabinowitz"- 2; Eric F
Wieschaus'; Martin Wiihr' 2; "Princeton University, Princeton, NJ; 2Lewis-Sigler Institute for Integrative Genomics,
Princeton University, Princeton, NJ

TOH pm 03:50

High-Resolution LC-QTOF Mass Spectrometry for Dual '*C and '*N Stable Isotope Tracing in Metabolomics;
Maleesha De Silva'; Yoannis Imbert-Fernandez'; Brian F. Clem?'; Steven Lai2; Pawel Lorkiewicz'; "University of
Louisville, Louisville, KY; 2Waters Corporation, Milford, MA

TOH pm 04:10

High throughput stable isotope feature extraction for xenobiotic metabolite identification; Chris J Brown®;
Yury O. Tsybin?; Konstantin O. Nagornov?; Matt Chase3; Jeff Gilbert?; Heiko Neuweger?*; 'Corteva Agrisciences,
Indianapolis, IN; 2Spectroswiss, Lausanne, Switzerland; 3Corteva Agriscience, Indianapolis, IN; “Bruker, Bremen,
Germany



WEDNESDAY MORNING ORALS

WOA am: Data-Independent Acquisition: Acquisition and Multiplexing
Hall D

WOA am 08:30
DDA's Not Dead, yet: Evaluating its Merits in a World of nDIA High-Speed Mass Spectrometry; Naomi J
O'Sullivan®; Florian Bayer'; Nicole Kabella'; Bernhard Kuster'; "Technical University Munich, Freising, Germany

WOA am 08:50

Direct On-Bead 180 Labeling with SP3 Sample Preparation (SP-180) and DIA-MS Enables Robust
Quantitative Proteomics; Shakhzodjon Uzokboev'; Yi-Kai Liu? 3; Zheng Zhang?; Lucas Kramer?; Vikki Weake?; W.
Andy Tao'- 2 4; "Purdue University Dept of Chemistry, West Lafayette, IN; 2Department of Biochemistry, Purdue
University, West Lafayette, IN; 3Purdue University, west lafayette, IN; *Purdue Institute for Cancer Research, West
Lafayette, IN

WOA am 09:10

Enabling deep proteome coverage at ultra-high throughput using stepped-quadrupole DIA on a novel MRT
benchtop MS; Matthew E Daly’; Lee A Gethings'; Richard Lock'; Johannes PC Vissers'; Jason L Wildgoose®;
James Langridge'; "Waters Wilmslow UK, Wilmslow, United Kingdom

WOA am 09:30

A Foundational Benchmark for DIA Proteomics: Evaluating Data Analysis Strategies in the Presence of
Biological Noise; Therese Dau'; Hem Gurung'; Jinyan Chan'; William J. Meilandt'; Susan Klaeger'; Corey
Bakalarski'; Christopher M Rose'; Alessandro Ori'; Meena Choi'; "Genentech Inc, South San Francisco, CA

WOA am 09:50

ProteomeScout-HT: A High-Throughput DIA-Based Screening Platform for Proteome-Wide Analysis of
Degraders and Molecular Glues; Johannes Krumm?; Barbara Schnitzer'; Theresa Keil'; Raffaela Berger’,;
Michael Zollo'; Viktoria Fischer'; Janine Sequeira'; Marius Seiche’; Christin Zasada'; Hannes Hahne'; "Momentum
Biotechnologies, Freising, Germany

WOA am 10:10

ScreenPep2.0 - Enabling High-Throughput in-depth Proteome-Wide Drug Screening at 276 and 720 SPD;
Isabella Straub’; Thomas Lanzinner'; Andreas Weiss?; Inaki Morao?; Barbara Kracher'; Oliver Kardell'; Patrick
Allihn'; Florian Flenkenthaler!; Giada Marino'; Johannes Trefz'; Dezbah Turnblad-Phillips'; Nagarjuna Nagaraj*;
Andreas Tebbe'; 'Evotec International GmbH, Munich, Germany; 2Evotec SE, Hamburg, Germany; 3Evotec UK Ltd,
Abingdon, United Kingdom



WEDNESDAY MORNING ORALS

WOB am: Lipidomics: Targeted and Untargeted
Ballroom 20A

WOB am 08:30

Confirming a 3D cell model - senescence associated lipids in human skin and skin equivalents; Martina
Marchetti-Deschmann® 2; Samuele Zoratto'- 2; Christoph Kremslehner? 3; Michaela Schirato? 3; Gaelle
Gendronneau? 4; Agnes Tessier? 4; Florian Gruber? 3; 'TU Wien, Vienna, Austria; 2Christian Doppler Laboratory for
Multimodal Imaging of Aging and Senescence - SKINMAGINE, Vienna, Austria; 3Medical University Vienna,
Vienna, Austria; “Chanel PB, Pantin, France

WOB am 08:50

Mechanism-guided Discovery of Phosphatidylcholine 38:4 as an Abcb4/Mdr2 Inhibition Biomarker in Rats
Using Untargeted-to-targeted Lipidomics; Renmeng Liu'; Zachary Rabow'; Tingyuan Yang?; Xin Yan?; Yiding
Hu'; Chenling Xiong'; Yurong Lai'; Gilead Sciences Inc., Foster City, CA; 2Texas A&M University, College Station,
™

WOB am 09:10
i2PB for multiplexed quantitation of fatty acids down to C=C Locations; Lipeng Qiao’; Jing Zhao'; Yu Xia®;
"Tsinghua university, Beijing, China

WOB am 09:30
Isotopically Pure 7Li+ Enhances the Detection of Fluorinated Storage Lipids; Daniel Roeth'; Weidong Hu';
Patty Wong'; Jack Shively'; Markus Kalkum?; ’City of Hope, Duarte, CA

WOB am 09:50

Automated Untargeted LC-MS/MS Discovery of Oxidized Triacylglycerols Links Lipid Droplet Chemistry to
Microglial Phenotypes; Katherine A Walker’; Thomas G. Lubinsky?; Caitlin Randolph?; Gaurav Chopra?; "Purdue
University, West Lafayette, IN; 2Purdue University, Department of Chemistry, West Lafayette, IN

WOB am 10:10

Lipid CAT: An Open-Access Contaminant Annotation Tool to enhance MS-Based Lipidomics Workflows;
Carlos R. Canez'; Bowen Yang'; Liang Li'-2; "Department of Chemistry, University of Alberta, Edmonton, AB; ?The
Metabolomics Innovation Centre, Edmonton, AB




WEDNESDAY MORNING ORALS

WOC am: Informatics: Innovations
Ballroom 20BC

WOC am 08:30

ProteomeAtlas: a comprehensive protein expression profiling across 200+ human cell lines; Christin
Zasada'; Johannes Krumm'; Johanna Wallner'; Raffaela Berger'; Hannes Hahne'; “"Momentum Biotechnologies,
Freising, Germany

WOC am 08:50

immunotype: Deep Learning-Based HLA Class | Typing Directly from Immunopeptidomics Data; Matteo
Felipe Pilz" 2; Jonas Scheid" 2 3 4 5; Alina Bauer'; Steffen Lemke' 2 3.4 5; Timo Sachsenberg’- 2; Jens Bauer? 4 6;
Annika Nelde?® 4; Josua Stadelmeier' 2 5; Axel Walter® 4 5; Hans-Georg Rammensee* ¢ 7; Sven Nahnsen' 2 58,
Oliver Kohlbacher' 2 9; Juliane Sarah Walz? 4 8. 10; 'Department of Computer Science, University of Tiibingen,
Tiibingen, Germany; 2Institute for Bioinformatics and Medical Informatics (IBMI), University of Tiibingen, Tiibingen,
Germany; 3Department of Peptide-based Immunotherapy, Institute of Immunology, Univ. and Univ. Hospital
Tibingen, Tiibingen, Germany; “Cluster of Excellence iFIT (EXC2180) “Image-Guided and Functionally Instructed
Tumor Therapies”, Tiibingen, Germany; SQuantitative Biology Center (QBiC), Tiibingen, Germany; German
Cancer Consortium (DKTK) and German Cancer Research Center (DKFZ), partner site Tiibingen, Tiibingen,
Germany; “Institute of Imnmunology, University of Tiibingen, Tiibingen, Germany; 8M3 Research Center, University
Hospital of Tiibingen, Tiibingen, Germany; °Institute for Translational Bioinformatics, University Hospital Tiibingen,
Tibingen, Germany; "°Clinical Collaboration Unit Translational Inmunology, Department of Internal Medicine,
University Hospital Tiibingen, Tibingen, Germany

WOC am 09:10

Statistical analysis of multi-tissue mass spectrometry imaging experiments enables reproducible
comparison of complex spatial patterns between experimental groups; Ethan Rogers?'; Olga Vitek’;
'Northeastern University, Boston, MA

WOC am 09:30

Continuous Telemetry-Driven Quality Control for Proactive LC—MS Performance in Proteomics Core
Facilities; Inigo Casanova'; Steve Binos? 3; Luca Scotti'; Kiran Kamboj'; Maria Ortega®; Adolfo Fernandez-Gomez
De Enterria'; Laura F Dagley? 4; Daniel Lopez Ferrer'; "Montara BioLabs, Las Rozas de Madrid, Spain; ?Walter and
Eliza Hall Institute for Medical Research, Parkville, Australia; 3Department of Medical Biology, Faculty of Medicine,
Dentistry & Health Sciences, The University of Melbourne, Parkville, Australia; ‘Walter and Eliza Hall Institute of
Medical Research, Parkville, Australia

WOC am 09:50

Radiant DIA™: A Fast, Sensitive, and Accurate DIA Proteomics Search Engine for Quantitative Proteomics;
Seth Just'; Andrew Nichols'; Lee S Cantrell’; Jian Wang'; Janos Kis'; Iman Mohtashemi'; Theodore Platt'; Omid
Farokhzad'; Serafim Batzoglou®; 'Seer, Inc, Redwood City, CA

WOC am 10:10

MealTime-MS 2.0: A novel supervised learning approach for the real-time optimization of mass
spectrometry data acquisition increases proteome coverage; Iryna Abramchuk®; Yun-En Chung'; Alona
Petrova’; Jonathan St-Germain?; Jens Decker?; Brian Raught?; Jonathan Krieger*; Tharan Srikumar*; Mathieu
Lavallée-Adam?; "University of Ottawa, Ottawa, ON; 2Princess Margaret Cancer Centre, Toronto, ON; *Bruker
Daltonics GmbH & Co.KG, Bremen, Germany; *Bruker Ltd, Milton, Canada, Toronto, ON



WEDNESDAY MORNING ORALS

WOD am: Fundamentals: Unconventional Approaches in MS
Ballroom 20D

WOD am 08:30

Unit Resolution, No Problem: Reimagining DIA on a Hybrid Quadrupole-Linear lon Trap Mass
Spectrometer; Lauren Fields'; Bo Wen'; Chris Hsu'; Deanna L Plubell?; Philip M. Remes?; Lilian Heil?; Michael J.
MacCoss'; "University of Washington, Seattle, WA; 2Thermo Fisher Scientific, San Jose, CA

WOD am 08:50

Multimass Three-Dimensional Velocity Map Imaging from Surfaces; Yifeng Jia'; Felicia M Green?; Kieran
Chung'; Mark Brouard'; "University of Oxford, Department of Chemistry, Oxford, United Kingdom; 2Rosalind
Franklin Institute, Didcot, United Kingdom

WOD am 09:10

Parallel-Valet lon Parking in Native Mass Spectrometry: Selective Escape of Products During an lon/lon
Reaction Over an Axial Pseudopotential; Seth A Horn'; Boukar K. S. Faye'; Teresa Lee'; Scott A. McLuckey®;
'"Purdue University Dept of Chemistry, West Lafayette, IN

WOD am 09:30

Maximizing ion utilization in time-of-flight MS using a novel T-shaped trap with ultrafast m/z-selective
orthogonal ejection and parallel ion processing; Martin Breitenlechner'; Stephen Zanon'; Maozi Liu'; James
Wallace®; Alex Mordehai'; James Bertsch'; "Agilent Technologies, Santa Clara, CA

WOD am 09:50

Study of lon Cloud Interaction Effects on High-Resolution Gas-Phase Isomer Separation in lon Traps; Liwen
Liang'; Zhuofan Wang'; Shuai Li'; Xiaoyu Zhou?; Zheng Ouyang'; 'State Key Laboratory of Precision Measurement
Technology and Instruments, Department of Precision Instrument, Tsinghua University, Beijing, China; 2School of
Biomedical Engineering, Hainan University, Hainan 572024, China, Haikou, China

WOD am 10:10

A soft-landing instrument with tight ion focusing enables multi-sample deposition on a single cryoEM grid;
Alexander Makarov'; Henning Wehrs'; Tim Esser?; Tobias P. Woerner'; Wenfei Song?; Eric Wapelhorst'; Kyle
Fort'; Jan Fiala?; Silke Seedorf'; Robert Tapken'; Thomas Heise'; Wilko Balschun'; Deepak Kini?; Dmitry Grinfeld?;
Rosa Viner3; Huaning Wang#*; Thomas Wehkamp'; Idrees Khan2; Markéta Cervinkova®; Albert Konijnenberg?;
Aurelien Botman?; "Thermo Fisher Scientific (Bremen) GmbH, Bremen, Germany; 2ThermoFisher Scientific,
Eindhoven, Netherlands; 3Thermo Fisher Scientific, San Jose, CA; “Thermo Fisher Scientific, Hillsboro, OR;
5Thermo Fisher Scientific, Brno, Czech Republic




WEDNESDAY MORNING ORALS

WOE am: Instrumentation: Innovative Separation Approaches Coupled to MS
Room 6A

WOE am 08:30

A modified 2D-LC system enables online mAb charge variant separation coupled with ultrafast
microdroplet reaction technology; Madison Roeckel'; Hui Zhao'; Jim Lau'; Joel Praneeth?; Hao Chen?; Harsha
P. Gunawardena3; 'Agilent Technologies, Wilmington, DE; 2New Jersey Institute of Technology, Newark, NJ;
3Johnson & Johnson Innovative Medicine, Spring House, PA

WOE am 08:50

A Perfect Coupling: Integrating Asymmetrical Flow Field-Flow Fractionation (AF4) with Charge Detection
Mass Spectrometry (CDMS) to Resolve Biopharmaceutical Heterogeneity; Chen Du'; Yingchan Guo'; Victoria
C Cotham’; Shunhai Wang'; Ning Li'; "Analytical and Biological Mass Spectrometry, Regeneron Pharmaceuticals
Inc., Tarrytown, NY

WOE am 09:10

Deep Proteoform Mapping in Human Heart Enabled by Top-Down Proteomics with Online Multidimensional
Liquid Chromatography and Machine Learning; Matthew S Fischer’; Eli J Larson’; Thomas S Weir'; Ryan K
Schroeder’; Holden T. Rogers'; Hsin-Ju Chan'; Zhan Gao?; Jiaqi Chen3; Heewon Choi'; Yang Lu#; Ying Ge" 2 5;
'Department of Chemistry, University of Wisconsin-Madison, Madison, WI; 2Department of Cell and Regenerative
Biology, University of Wisconsin-Madison, Madison, WI; 3Department of Biochemistry, University of Wisconsin-
Madison, Madison, WI; “Department of Biomedical Engineering, University of Wisconsin-Madison, Madison, WI;
SHuman Proteomics Program, School of Medicine and Public Health, University of Wisconsin-Madison, Madison,
Wisconsin 53705, USA., Madison, WI

WOE am 09:30

Trapping-Enrichment Multidimensional Liquid Chromatography-Mass Spectrometry for Characterization of
Low-Level, Unstable Biotherapeutic Targets; Devin Makey'; Rodell Barrientos'; Zhengqi Zhang'; Eli Larson’;
Sasidhar Nirudodhi'; Erik Regalado®; "Merck & Co., Inc., Rahway, NJ

WOE am 09:50

New Advances in Ultra-Low Flow Liquid Phase Separations for Enhanced MS Sensitivity in Proteomic and
Multi-omic Analysis of Limited Samples; Michal Gregus'; Yunfan Gao'; Thao Tran'; Michael Krawitzky
Krawitzky?; Anne-Lise Marie'; Alexander R. lvanov'; "Northeastern University, Boston, MA; ?Bruker Scientific LLC,
Billerica, MA

WOE am 10:10
Online enrichment of phosphotyrosine peptides by affinity LC-MS; Lindsay Morrison'; Jeffrey C. SilvaZ; Ryan
Sinapius?; Kevin Wyndham?; "Waters Corporation, Milford, MA; 2Cell Signaling Technology Inc, Danvers, MA




WEDNESDAY MORNING ORALS

WOF am: Imaging: Pharmaceuticals, Metabolites, Lipids, and Glycans
Room 6B

WOF am 08:30

MALDI-TIMS-MS Imaging Reveals Isomer-Specific Distribution of Perfluorooctane Sulfonate (PFOS) and
Exposure-Induced Alteration in Spatial Lipid Profiles in Mouse Tissues; Aidan J Reynolds'; Jaide A Mickel?;
Kira Baker'; Alexa Bajouwa'; Ryutaro Einar Jacobson®; Srijana Shrestha3; James G Wagner*; Rance Nault? 3; Tian
(Autumn) Qiu'- 5; "Department of Chemistry, Michigan State University, East Lansing, MI; 2Department of
Pharmacology and Toxicology, Institute for Integrative Toxicology, Michigan State University, East Lansing, MI,
United States, East Lansing, MI; 3Genetics and Genome Sciences, Michigan State University, East Lansing, MI;
4Pathobiology and Diagnostic Investigation, Michigan State University, East Lansing, MI; °Center for PFAS
Research, Michigan State University, East Lansing, Ml

WOF am 08:50

Assessing multimodal DESI and MALDI strategies for lipid and peptide imaging in formalin-fixed paraffin-
embedded and fresh-frozen human brain tissues; Tassia Venga Mendes'; Patrick R. Hof?; Merina T. Varghese3;
Dan E. Meyer*; Demian Ifa'; Livia S. Eberlin'; 'Baylor College of Medicine, Houston, TX; 2lcahn School of Medicine
at Mount Sinai, Nash Family Department of Neuroscience, New York, NY; 3University of Rhode Island, George &
Anne Ryan Institute for Neuroscience, Kingston, RI; *GE HealthCare Technology & Innovation Center, Niskayuna,
NY

WOF am 09:10

Mass Spectrometry Imaging of Pimonidazole as a Hypoxia Marker in 3D Cell Cultures to Evaluate Hypoxia-
Activated Prodrug Metabolism; Andrew T Freeman'; Amanda B. Hummon'-2.3; "The Ohio State University
Department of Chemistry and Biochemistry, Columbus, OH; 2Ohio State Biochemistry Program (OSBP), The Ohio
State University, Columbus, OH; 3The Ohio State University Comprehensive Cancer Center, Columbus, OH

WOF am 09:30

Drug-Induced Metabolic Reprogramming at Single Cell Resolution Using MALDI MSI; Lauren E Hill'; Lyndsay
E.A. Young'; James W. Dressman'; Muhammed F. Bayram'; Anand Mehta'; Richard R. Drake'; "Medical
University of South Carolina, Charleston, SC

WOF am 09:50

Spatial metabolic gradients in the liver and small intestine; Laith Samarah'; Clover Zheng'; Xi Xing'; Won
Dong Lee'; Amichay Afriat!; Uthsav Chitra?; Michael MacArthur’; Wenyun Lu'; Connor Jankowski'; Cong Ma53;
Craig Hunter’; Michael Neinast'; Daniel Weilandt'; Lingfan Liang'; Benjamin Raphael’; Joshua D. Rabinowitz’;
'Princeton University, Princeton, NJ; 2Broad Institute of MIT and Harvard, Cambridge, MA; 3University of Michigan-
Ann Arbor, Ann Arbor, M|

WOF am 10:10

From Micro to Meso Imaging: Merging MALDI MSI and High Throughput Phenotypic Microscopy for
Mapping Small Molecule Effects on Cells; Emily R. Sekera'; Fabio Stossi'; Steven J. Philips; Ashraf
Mohammed?'; Taosheng Chen'; John J. Bowling'; Aseem Z. Ansari'; 'St. Jude Children's Research Hospital,
Memphis, TN



WEDNESDAY MORNING ORALS

WOG am: Forensics, Innovations and Applications
Room 6CF

WOG am 08:30
Hand-held Laser Sampling Probe with Flexible Transfer Line for Non-proximate Desorption
Photoionization; G. Asher Newsome; Smithsonian Museum Conservation Institute, Suitland, MD

WOG am 08:50

Mass spectrometry imaging and spectroscopic detection of counterfeits and forgery; Veronika Tibljas’;
Simona Francese'; Jennifer Clark'; Marjory Da Costa Abreu'; lan Goodall?; Frazer Birch3; Robert Bradshaw?;
'Sheffield Hallam University, Sheffield, United Kingdom; 2The Scotch Whisky Research Institute, The Robertson
Trust Building, Research Avenue North, Edinburgh, United Kingdom; 3Edrington, Great Western Road, Glasgow
G15 6RW, Glasgow, United Kingdom

WOG am 09:10

Answering burning questions: A comparative analysis and identification of cannabidiol and A9-
tetrahydrocannabinol pyrolysis products; Niara A. Nichols'; A. John Dane’; Kirk Jensen?; Robert B Cody?; Rabi
A. Musah'; "Louisiana State University, Baton Rouge, LA; 2JEOL USA, Inc., Peabody, MA

WOG am 09:30

Accelerating Hair Drug Testing via LDTD-MS/MS Technology; Sarah Demers’; Serge Auger?; Mégane
Moreau?; Pierre Picard?; Jonathan Rochon?; Jean Lacoursiere?; 'Phytronix Technologies, Quebec City, QC;
2Phytronix Technologies, Inc., Quebec, QC

WOG am 09:50

Detection and Quantification of Abused Drugs by Electrokinetic Stacking Paper Spray Method at Low
Parts-Per-Trillion level in Plasma; Varadaraju Vadakekatte Dyavegowda'; Lahiru Wedasingha'; Jamison Riley
Polley'; Nicholas E Manicke'; Indiana University Indianapolis, Indianapolis, IN

WOG am: Forensics, Innovations and Applications

WOG am 10:10

Evidence of bone collagen cross-linking changes thought time by mass spectrometry; Fabrice Bray' ?; Lisa
Garrbe?; Stéphanie Flament' 2; Isabelle Fabrizi®; Marc Haegelin'; Tarek Oueslati4; Patrick Auguste®; David
Herisson® 7. 8; Jean-luc Locht® '0; Pierre Antoine'%; Sophie Clement® 1'; Céline Coussot'® ''; Grégory Bayle'?;
Marie-Anne Julien'?; Christian Rolando'3; "UAR 2638 IMEC CNRS, Villeneuve d'ascq, France; 2US 41 - UAR 2014
- PLBS, Lille, France; 3UMR 8576 - UGSF, Villeneuve d'ascq, France; “UMR 8164 — HALMA, Villeneuve d'ascq,
France; *°UMR 8198 - EEP, villeneuve d'ascq, France; SUMR 7041 - ARSCAN, Paris, France; "Univ. Paris 8, Paris,
France; 8Univ. Paris 1, Paris, France; °Inrap Hauts-de-France, Glisy, France; "°"UMR 8591 LGP, Paris, France;
""Inrap lle-de-France, Paris, France; 2GéoArchEon, Paris, France; "*UMR 6064 CARMEN, Rouen, France



WEDNESDAY MORNING ORALS

WOH am: Environmental: Innovative Approaches and Instrumentation
Room 6DE

WOH am 08:30

An Open-Source Mass Spectrometer for Atmospheric Sampling; Kevin A. Wokosin'; Timothy H. Bertram?;
Shondiin Lawson?; Abigail LePinske?; Steven J Kregel?; "University of Wisconsin-Madison, Madison, WI; 2Bradley
University, Peoria, IL

WOH am 08:50

Molecular Insights into Ammonia—Diesel Dual-Fuel Marine Engine Emissions via Complementary Online
and Offline High-Resolution Mass Spectrometry; Helly Johanna Hansen®; Christopher Paul Riiger'; Fabian
Carl'; Hendryk Czech'; Kevin Schnepel’; Thorsten Streibel'; Uwe Etzien'; Felix Wenig'; Bert Buchholz'; Ralf
Zimmermann'; "University of Rostock, Rostock, Germany

WOH am 09:10

Autofluorescence-guided analysis and imaging of environmental biofilms with nanospray desorption
electrospray ionization mass spectrometry; Syeda Nazifa Wali'; Qiaorong Xie'; Julia Laskin®; 'Purdue
University Dept of Chemistry, West Lafayette, IN

WOH am 09:30

Differential Bioaccumulation of Individual PFAS Species in Zebrafish Visualized by DESI-MSI Combined
with Single- and Multi-Pass IMS; Emmanuelle Claude'; Matthew J Smith?; Angélica Diaz Basabe? 3; Joanne
Ballantyne?; Craig E Wheelock?; "Waters Corporation, Wilmslow, United Kingdom; 2Unit of Integrative
Metabolomics, Institute of Environmental Medicine, Karolinska Institutet, Stockholm, Sweden; $Center for Molecular
Medicine (CMM), Karolinska University Hospital, SE-171 64 Solna, Sweden

WOH am 09:50

Isotopic Stability Plateau as a tool for High-Precision &'*C Orbitrap IRMS in Complex Mixtures; Hugo Gontijo
Machado?; Elliot P. Mueller? 3; Julio C. Ribeiro'; Giovanni Bevilaqua'; Gabriel Dos Santos'; Alexandre Andrade
Ferreira*; Ygor Rocha*; Surjyendu Bhattacharjee? 5; John M Eiler?; Boniek Gontijo'; "UFG, Goiénia, Brazil;
2California Institute of Technology, Pasadena, CA; 3University of Colorado Boulder, Boulder, CO; ‘PETROBRAS,
Rio de Janeiro, Brazil; ®Yale University, West Haven, CT

WOH am 10:10

lon Mobility-Constrained Non-Targeted Screening of PFAS in Complex Matrices Using gTIMS Coupled to
18 T FTICR Mass Spectrometry; Meng Jiao'; Simon Ollivier? 3; Marie Hubert-Roux? 3; Mathilde Lauzent? 3; Jean-
Philippe Croué'; Carlos Afonso? 3; 'Institute de Chimie des Milieux et des Matériaux de Poitiers (IC2MP), UMR
7285, CNRS, University of Poitiers, Poitiers, France; 2CARMeN institute, UMR 6064, CNRS, University of Rouen
Normandy, Rouen, France; 3International Joint Laboratory for Complex Matrices Molecular Characterization
(iC2MC), Harfleur, France



WEDNESDAY AFTERNOON ORALS

WOA pm: Biotherapeutics: Proteins, Antibodies, and Antibody Drug Conjugates
Hall D

WOA pm 02:30

An Optimized Native Reverse-Phase LC-MS Method with Native Affinity Capture for Comprehensive
Characterization of Antibody-Drug Conjugates in In-Vitro Biotransformation Studies; Xiaoyu Zhu'; Shuli
Tang'; Wenjing Peng'; Yuetian Yan'; Shunhai Wang'; Ning Li'; “Analytical and Biological Mass Spectrometry,
Regeneron Pharmaceuticals, Inc., Tarrytown, NY

WOA pm 02:50

High-throughput monitoring of isoaspartate in therapeutic antibodies via enzymatic labeling and direct
infusion mass spectrometry; Marcel Morgenstern'; Mark Scalf?; Emily Johnson?; Craig D. Wenger?; John S.
Chlystek?; Alexander S. Hebert?; Lloyd M. Smith? 3; Joshua J. Coon? 3 4; 'Department of Biomolecular Chemistry,
University of Wisconsin-Madison, Madison, WI; 2University of Wisconsin-Madison, Madison, WI; 3CeleramAb Inc.,
Middleton, WI; *Morgridge Institute for Research, Madison, WI

WOA pm 03:10

Rapid Determination of Drug-to-Antibody Ratios in Antibody—Drug Conjugates Using Ultrafast Microdroplet
Digestion Technology; Yongqging Yang'; Juana Perez'; Thomas Walker?; Jim Lau3; Mike Knierman3; Hui Zhao3; Xi
Qiu3; Karen Luo?; Harsha P. Gunawardena*; Munkhtsetseg Baatar®; Hao Chen'; "New Jersey Institute of
Technology, Newark, NJ; 2Agilent Technologies, Lexington, MA; 3Agilent Technologies, Wilmington, DE; *Johnson
& Johnson Innovative Medicine, Spring House, PA; °National University of Mongolia, Ulaanbaatar, Mongolia

WOA pm 03:30

Archaeal HTA-Proteases Facilitate One-Enzyme De Novo Protein Sequencing, Novel Biomarker Discovery,
Rapid Clinical Proteomics and Markedly Accelerate Routine Proteomics Analyses; Simion Kreimer?; Allison M
Narlock-Brand?; Jennifer E. Van Eyk? 4; Albert J.R. Heck?®; Steven M Yannone?; "Cedars Sinai Medical Center, Los
Angeles, CA; 2CinderBio, San Leandro, CA; 3Cedars-Sinai Medical Center, Smidt Heart Institute, Los Angeles, CA;
4Cedars-Sinai Medical Center, LA; *Netherlands Proteomics Center, Utrecht, Netherlands

WOA pm 03:50

Native Top-Down MSn characterization of Antibody-Oligonucleotide conjugates with support of PTCR and
DMT on state-of-the-art Orbitrap Tribrid platforms; Thierry Besson'; Jonathan Dhenin'; Daniela Miranda®;
Patrick Schindler'; "Novartis pharma AG, basel, Switzerland

WOA pm 04:10

Integrated Native MS Approaches for Characterizing Antibody Structural Stability under Stress; Eledon S
Beyene'; Rowan Matney'; Sachin Tennakoon?; Lasini Amunugama?; Jared B Shaw?; Varun V Gadkari'; 'University
of Minnesota-Twin Cities, Minneapolis, MN; 2University of Nebraska-Lincoln, Lincoln, NE



WEDNESDAY AFTERNOON ORALS

WOB pm: Fundamentals: Chemistry of Gas-Phase lons (Honoring Michael Bowers)
Ballroom 20A

WOB pm 02:30
Topology-Encoded Kinetic Barriers Stabilize Native-Like Protein Structures in the Gas Phase; Christian
Bleiholder'; Fanny C Liu'; "Florida State University, Tallahassee, FL

WOB pm 02:50
Capturing Charge-State Dependent Protein Conformations across the Unfolding Landscape; Zhenyu Xi';
Robert Rider'; David H Russell'; "Texas A&M Univesity, College Station, TX

WOB pm 03:10

Sodium Cation Removal from Peptides via Gas-Phase lon/lon Reactions using Clusters of Weakly
Coordinating Anions; Zachary T Kruger'; Alexander M. Koers'; Scott A. McLuckey'; "Purdue University Dept of
Chemistry, West Lafayette, IN

WOB pm 03:30

The Structures and Dissociation Behavior of Protonated Guanosine Nucleoside Analogues Populated by

Electrospray lonization Depend on the Protonation Reagent Used; Mary T Rodgers'; Bijoy K. Roy"; Nicholas
M. R. Frieler'-2; Giel Berden?; "Wayne State University, Detroit, MI; 2University of Michigan-Ann Arbor, Ann Arbor,
MI; 3Radboud University, Nijmegen, Netherlands

WOB pm 03:50

Using Fundamental Gas-Phase lon Chemistry to Enable High-Confidence, Non-Targeted PFAS
Identifications; Allison N Fry'; Christian leritano? 3; Scott Hopkins? 3; Peter B. Armentrout*; James N. Dodds"; Erin
S. Baker?; "Department of Chemistry, University of North Carolina at Chapel Hill, Chapel Hill, NC; 2Department of
Chemistry, University of Waterloo, Waterloo, ON; 3WaterFEL, University of Waterloo, Waterloo, ON; “Department of
Chemistry, University of Utah, Salt Lake City, UT

WOB pm 04:10
Activation of Methane by Nb+ and Ta+ Studied by Infrared Multiple Photon Dissociation Spectroscopy and
Quantum Chemistry; Abraham Tillquist'; Peter B. Armentrout'; University of Utah, Salt Lake City, UT




WEDNESDAY AFTERNOON ORALS

WOC pm: Protein-Ligand and Protein-Protein Interactions
Ballroom 20BC

WOC pm 02:30

A Time-Resolved Native Mass Spectrometry Platform for Quantifying Protein-Protein and Protein-Ligand
Kinetics; Virginia K James'; Lauren Stover'; Hanieh Bahramimoghaddam?; Tanishq Khandelwal®; Jing-Yuan
Chang'; James Downing'; Elena Scott!; Kathleen Bailey'; David H Russell’; Lane A Baker'; Arthur Laganowsky';
"Texas A&M University, College Station, TX

WOC pm 02:50

targetDig: A TMT-based platform for discovering and validating protein-ligand interactions of a proteome-
wide scale; Alex J Bott'; Christopher D McGann'; Joao A Paulo’; Steve P Gygi'; Jonathan G Van Vranken';
"Harvard Medical School, Boston, MA

WOC pm 03:10

Modular photocatalytic proximity labeling enables genetic-free mapping of protein, RNA, and DNA
interactomes in fixed samples; Elijah Biletch'- 2; Conor P Herlihy3; Lidan Li3; Olivia Weissenfels3; Hanna G.
Goldberg® 2; Devin K Schweppe? 4 5; Brian J Beliveau® 4 5, Keriann M Backus' 2 6.7.8.9.10: 'Department of
Chemistry and Biochemistry, University of California, Los Angeles, Los Angeles, Los Angeles, CA; 2Biological
Chemistry Department, David Geffen School of Medicine, University of California, Los Angeles, Los Angeles, CA;
SDepartment of Genome Sciences, University of Washington, Seattle, WA, “Brotman Baty Institute for Precision
Medicine, Seattle, WA; SInstitute for Stem Cell & Regenerative Medicine, University of Washington, Seattle, WA;
5Department of Human Genetics, David Geffen School of Medicine, University of California, Los Angeles, Los
Angeles, CA; "Molecular Biology Institute, University of California, Los Angeles, Los Angeles, CA; 8UCLA-DOE
Institute for Genomics and Proteomics, University of California, Los Angeles, Los Angeles, CA; Jonsson
Comprehensive Cancer Center, University of California, Los Angeles, Los Angeles, CA; "9Eli and Edythe Broad
Center of Regenerative Medicine and Stem Cell Research, University of California, Los Angeles, Los Angeles, CA

WOC pm 03:30

Elucidating structure-function interplays between GPCRs and phosphoinositides by native mass
spectrometry; Guan-Ting Lian' 2 3; Rong Chen'-?; Yi-Quan Wang'; Yi-An Chen'; Hsin-Yung Yen'-2; "Institute of
Biological Chemistry, Academia Sinica, Taipei, Taiwan; 2Institute of Biochemical Sciences, National Taiwan
University, Taipei, Taiwan; 3Taiwan International Graduate Program, Taipei, Taiwan

WOC pm 03:50

Luminal surface proteome of the brain vasculature uncovers blood-brain barrier regulators; Namrata D.
Udeshi'; Zijian Zhu?; Zuzhi Jiang?; Yupu Wang?; Khanh Nguyen'; Yuxiang Zhang?; Genxuan Lian'; D. R. Mani";
Steven A. Carr"; Jiefu Li2; 'Broad Institute, Cambridge, MA; 2Janelia Research Campus, Howard Hughes Medical
Institute, Ashburn, VA

WOC pm 04:10

Mapping the subcellular interactome of ciliary GPR161 using structure prediction—coupled membrane
AP-MS; Anushweta Asthana’; Rachel E Turn2; Mohammad Ovais Aziz-Zanjani?; Ananya D Ramkumar?; Roy NgZ;
Haoging Wang'; Peter K. Jackson?; "Stanford University, Stanford, CA; 2Stanford School of Medicine, Palo Alto, CA




WEDNESDAY AFTERNOON ORALS

WOD pm: Metabolomics Untargeted Approaches
Ballroom 20D

WOD pm 02:30

Untargeted LC-MS/MS Metabolomics Uncovers Distinct Vascular and Erythropoietic Metabolic Axes in
Hemoglobinopathies; Joy O Solomon'; Sherifdeen B Onigbinde'; Oluwatosin Daramola®; Abdulrahman
Abdulmumin’; Yehia Mechref'; "Texas Tech University, Lubbock, TX

WOD pm 02:50

Rapid Metabolomics in Blood Microsamples: Optimization and Biomarker Discovery Feasibility; Marlene N
Thaitumu® 2; Ana Sanchez Lorenzo?; Elizabeth Want?; Georgios Theodoridis’-4; Helen Gika'-4; 'Aristotle University
of Thessaloniki, Thessaloniki, Greece; 2Biomic AUTh, Center for Interdisciplinary Research and Innovation,
Thessaloniki, Greece; *Imperial College London, London, United Kingdom; *BIOMIC_AUTH, Center for
Interdisciplinary Research and Innovation, Thessaloniki, Greece

WOD pm 03:10

Multi-omics Profiling of Autoimmune Conditions Reveals Novel Potential Biomarker Candidates; Michaél
Méret'; Aglaia Kakoulidou?; Kirsten Kuhlbrodt?; Dennis Ozcelik?; Olha Novokhatska?; Julien Peladan’; Pauline
Sartre'; Stephanie Delmas’; Lucile Pacquet'; Pierre-Benoit Ancey'; Antje Hombach-Barrigah?; Antoine Berthemy?;
Michael Rohe?; Frangois Autelitano’; Elizabeth L. Van Der Kam?; 'Evotec SAS, Toulouse, France; 2Evotec SE,
Hamburg, Germany

WOD pm 03:30

Comparing workflows for annotating unknown compounds via MS-FINDER, Feature Based Molecular
Networking and Fuzzy Search within MassWiki; Meghna Srivastava'; Xukun Wang'; Fanzhou Kong'; Gert
Wohlgemuth'; Oliver Fiehn'; 7UC Davis, Davis, CA

WOD pm 03:50

From Manual Curation to Discovery: Development of an Automated Platform for Untargeted Chiral
Metabolomics; Valeria Impedovo'; Ruggiero Gorgoglione?; Yujin Lee'; Alessia Lodi'- 3; Stefano Tiziani' 34 5;
'"Department of Nutritional Sciences, College of Natural Sciences, The University of Texas at Austin, Austin, TX;
2Biosciences, Biotechnologies and Biopharmaceutics Department, The University of Bari Aldo Moro, Bari, Italy;
SDepartment of Pediatrics, Dell Medical School, The University of Texas at Austin, Austin, TX; “Department of
Oncology, Livestrong Cancer Institutes, Dell Medical School, The University of Texas at Austin, Austin, TX; 5Center
for Molecular Carcinogenesis and Toxicology, The University of Texas at Austin, Austin, TX

WOD pm 04:10
From Hand-Drawn Pathways to GPS-Like Navigation: Repository-Scale Data Science Is Transforming
Untargeted Metabolomics; Pieter Dorrestein; University of California, San Diego, La Jolla, CA




WEDNESDAY AFTERNOON ORALS

WOE pm: Instrumentation: Ambient lonization and Applications
Room 6A

WOE pm 02:30

Development of a direct discharge ionization source for laser desorption mass spectrometry in a Mars-like
atmosphere; Caroline E. R. Rowell' 2; Marco E. Castillo? 3; Joseph M. Pasterski2 4; Desmond A. Kaplan? 5;
Benjamin J. Winkler2 8; Friso H. W. Van Amerom? 7; Xiang Li?; William B. Brinckerhoff?; Jacob D. Graham?; Andrej
Grubisic?; TNASA Postdoctoral Program / ORAU, Oak Ridge, TN; 2NASA Goddard Space Flight Center, Greenbelt,
MD; 3Aerodyne Industries, LLC, Cape Canaveral, FL; “University of Maryland, College Park, MD; Kapscience,
LLC, Tewksbury, MA; 6Danell Consulting, Inc., Winterville, NC; "Mini-Mass Consulting, Inc., Hyattsville, MD

WOE pm 02:50

Multischeme Ambient Chemical lonization Orbitrap Mass Spectrometry for Broad-Spectrum Pesticide
Detection; Fariba Partovi' 2; Joona Mikkild'; Siddharth lyer?; Jussi Kontro'; Suvi Ojanpera?; Aleksei Shcherbinin’;
Netta Vinkvist*; Matti Rissanen? 4; 'Karsa Ltd., Helsinki, Finland; 2University of Tampere, Tampere, Finland;
3Finnish Customs, Helsinki, Finland; “Helsinki University, Helsinki, Finland

WOE pm 03:10

Advances on a Miniaturized 2D MS platform for Detection of Chemical Threats; Conor C Jenkins'; Paul S
Demond? 3; 'U.S. Army DEVCOM CBC, APG, MD; 2DEVCOM Chemical Biological Center, Aberdeen Proving
Ground, MD; 3Precise Systems Inc., Lexington Park, MD

WOE pm 03:30

Rapid Screening of Recycled and Bio-plastics via Ambient IR-ELDI Mass Spectrometry and Machine
Learning Algorithms; Chun-Ting Liu'; Shao-Hsun Ho'; I-Chung Lu'; "Department of Chemistry, National Chung
Hsing University, Taichung City, Taiwan

WOE pm 03:50

Solventless workflow for rapid screening of drugs of abuse using SPME-DART-MS; Marc Driezen'; Wei
Zhou'; Frangois Espourteille?; Janusz Pawliszyn'; "University of Waterloo, Waterloo, ON; 2Bruker Daltonics,
Billerica, MA

WOE pm 04:10

Evaluation Of the OptiSpray lon Source And Cartridges With Integrated Replaceable Emitters For
Proteomics Data Acquisition; Katherine Walker'; Joshua Silveira'; Robertas Zilinskas?; Agata Kocarian?; John
Crellin'; Runsheng Zheng?; Alec Valenta?; Jeff Op De Beeck*; Vytautas Tamosiunas?;, Romain Huguet'; Eloy
Wouters'; Shanhua Lin®; "Thermo Fisher Scientific, San Jose, CA; 2Thermo Fisher Scientific, Vilnius, Lithuania;
3Thermo Fisher Scientific, Germering, Germany; “Thermo Fisher Scientific, Zwijnaarde, Belgium; *Thermo Fisher
Scientific, Sunnyvale, CA




WEDNESDAY AFTERNOON ORALS

WOF pm: Microbes and the Microbiome
Room 6B

WOF pm 02:30

Distinct patterns of co-occurring nutrient stresses on a Pacific Basin metaproteomics transect; Annaliese
C.S. Meyer'; Matthew R. Mcllvin?; Paloma Lopez?; Arianna Krinos?; Margaret Mars Brisbin*; Mak A. Saito?; "Wood's
Hole Oceanographic Institution/Massachusetts Institute of Techonology, Woods Hole; 2Woods Hole Oceanographic
Institution, Woods Hole, MA; 3Brown University, Providence, RI; “University of South Florida, Tampa, FL

WOF pm 02:50

De novo proteomics of an ‘unknown’ species in a complex metaproteomic sample; Noelle Held"; Khiry L.
Patterson'; Maxfield Palmer®; Nicolas Hartel?; University of Southern California, Los Angeles, CA; 2Thermo Fisher
Scientific, San Jose, CA

WOF pm 03:10

Data-Independent Acquisition Analysis of Metaproteomics Data with MaxDIA Enables Accurate
Identification, Quantification, and Efficient Resource Allocation; Jingiu Xiao'; Walter Viegener'; Juergen Cox';
"Max Planck Institute of Biochemistry, Martinsried, Germany

WOF pm 03:30

Transfer of Maternal Antibiotics into Human Milk Alters the Infant Gut Microbiome and Metabolome; Kine
Eide Kvitne'; Simone Zuffa'; Abubaker Patan’; Vincent Charron-Lamoureux'; Shipei Xing'; Victoria Deleray’; Yasin
El Abiead; Jiaxi Cai?; Jeremiah D Momper'; Raymond T Suhandynata’- 3; Kerri Bertrand*; Rob Knight*; Christina
Chambers?; Pieter C. Dorrestein’; Shirley M. Tsunoda'; 'Skaggs School of Pharmacy and Pharmaceutical
Sciences, University of California San Diego, La Jolla, CA; 2Shu Chien-Gene Lay Department of Bioengineering,
University of California San Diego, La Jolla, CA; 3Department of Pathology, University of California San Diego, La
Jolla, CA; *Department of Pediatrics, University of California San Diego, La Jolla, CA

WOF pm 03:50

Multidimensional LC—MS/MS Reveals the Deep Metabolome of the Gut—Microbiome—Brain Axis; Stilianos
Papadopoulos Lambidis®; Carolin Wilhelm'; Dennis Jakob'; Claudia Miretta-Barone'; Daniel Petras?; Ruth E. Ley";
"Max Planck Institute for Biology, Tuebingen, Germany; 2UC RIVERSIDE, Riverside, CA

WOF pm 04:10

Mapping Calprotectin-Mediated Molecular Adaptation in Staphylococcus aureus Biofilms; Alexis P. Pope® ?;
Jeffrey A. Freiberg?® 4; Lukasz G. Migas®; Raf Van De Plas" 5; Walter J. Chazin® 7; Eric P. Skaar? 8; Jeffrey M.
Spraggins’-2.6.7.8.9: 1Mass Spectrometry Research Center, Vanderbilt University, Nashville, TN; 2Chemical and
Physical Biology Program, Vanderbilt University School of Medicine, Nashville, TN; 3Vanderbilt Institute for
Infection, Immunology, and Inflammation, Vanderbilt University Medical Center, Nashville, TN; *Division of
Infectious Diseases, Department of Medicine, Vanderbilt University Medical Center, Nashville, TN; 5Delft Center for
Systems and Control, Delft University of Technology, Delft, Netherlands; °Department of Chemistry, Vanderbilt
University, Nashville, TN; "Department of Biochemistry, Vanderbilt University, Nashville, TN; éDepartment of
Pathology, Microbiology and Immunology, Vanderbilt University Medical Center, Nashville, TN; °Department of Cell
and Developmental Biology, Vanderbilt University, Nashville, TN



WEDNESDAY AFTERNOON ORALS

WOG pm: Nucleic Acids and Nucleotides
Room 6CF

WOG pm 02:30

OligoFragger: A Graph-Based Search Tool for Comprehensive Identification and Quantification of Modified
RNA by Mass Spectrometry; Jiechen Shen'; Daniel Polasky'; Fengchao Yu'; Bojing Zhu'; Kristin S. Koutmou®;
Alexey |. Nesvizhskii'; "University of Michigan, Ann Arbor, M|

WOG pm 02:50

Stable Isotope-Labeled Isobaric Tags for Sequencing of RNA Modifications by Liquid Chromatography-
Tandem Mass Spectrometry (SIL-Seq); Nina Fitzgerald'; Max Sharin'; Kevin D. Clark"; Tufts University,
Medford, MA

WOG pm 03:10

Assessing backbone effects on oligonucleotide therapeutics fragmentation using multiple ion activation
methods implemented on the timsOmni™ platform; Arjun Mani Mallika'; Frederic Rosu?; Dimitris
Papanastasiou?; Valerie Gabelica'; "University of Geneva, Geneva, Switzerland; 2Fasmatech Science &
Technology, Athens, Greece

WOG pm 03:30

Characterization of Isomeric siRNA Metabolites Using LC-MS/HRMS (Data-Independent & -Dependent) in
Combination with Similarity Index and Spectral Contrast Angle; Timothy Snow’; Andrew May?; Limin Deng?;
Apoorva S Metkari'; Zamas Lam'; Ragu Ramanathan?; "QPS, LLC, Newark, DE; 2Quest Pharmaceutical Services,
Newark, DE

WOG pm 03:50

Universal and Multiplexed LC—-MS Quantification of RNA Nanoparticles with Label-Free Spatial Imaging in
Ocular Tissues; Mohammed S Hassan'; Bibek Hamal'; Alaa S Hassan'; Kevin S Li'; Patrick A. Limbach’;
'University of Cincinnati, Cincinnati, OH

WOG pm 04:10

Orthogonal Algorithm-Driven Interpretation of Low-q CID LC-MS/MS mRNA Sequence Mapping Data Using
Oligo Finder Software; Scott R. Kronewitter'; Joshua D. Hinkle?; Alexander A. Gudzovskiy'; John E. P. Syka?;
James L. Stephenson Jr. '; Ismail Belmostefa®; llkka J. Borg'; Mikael P.O. Makela'; Christopher Knowles?; Shweta
Chhajed?; David A. Odelson'; Thomas C. Minshull*; Jessica S. Dale*; Mark Dickman#*; Jean-Jacques Dunyach?;
"Thermo Fisher Scientific, Lexington, MA; 2Thermo Fisher Scientific, San Jose, CA; 3Thermo Fisher Scientific,
Altrincham, United Kingdom; “University of Sheffield, Sheffield, United Kingdom




WEDNESDAY AFTERNOON ORALS

WOH pm: Glycopeptides, Glycoproteins
Room 6DE

WOH pm 02:30
Sugar Matters: How Protein Glycosylation Shapes Ligand Binding; Jing Huang'; Samm Arnold*; Ling Han’;
Duong T. Bui'; Lara K. Mahal'; John Klassen'; 'University of Alberta, Edmonton, AB

WOH pm 02:50

A hydrogen-deuterium exchange mass spectrometry (HDX-MS) workflow for residue- and glycan-level
analysis of glycoproteins to unveil glycans' motions; Valeria Calvaresi'; Dale Cooper-Shepherd?; Owen
Cornwell?; Weston B Struwe'; "University of Oxford, Department of Biochemistry, Oxford, United Kingdom; 2Waters
Wilmslow UK, Wilmslow, United Kingdom

WOH pm 03:10

Glycopeptide Structural Elucidation Using Hybrid Collision- and Electron-Based Dissociation Strategies;
Cristian D Gutierrez Reyes'; Sherifdeen Onigbinde'; Vishal Sandilya'; Anastasios Grigoriadis?; loanna Barla?;
Hongxia Bai?; Kristina Marx*; Gadi Armony?®; Florian Busch®; Athanasios Smyrnakis?; Dimitris Papanastasiou?;
Yehia Mechref'; "Texas Tech University, Lubbock,, TX; 2Fasmatech Science and Technology, Athens, Greece;
3Bruker Scientific LLC, Billerica, MA; *Bruker Daltonics GmbH & Co. KG, Bremen, Germany; °Bruker Nederland
B.V., Leiderdorp, Netherlands; Bruker Switzerland AG, Féllanden, Switzerland

WOH pm 03:30
Direct Glycopeptide Identification from DIA Data Using MSFragger-DIA; Daniel Polasky'; Fengchao Yu';
Jiechen Shen'; Alexey | Nesvizhskii'; "University of Michigan, Ann Arbor, MI

WOH pm 03:50
Real-Time Library Searching for Structural Glycoproteomics; Kathryn Kothlow'; Bo Wen'; Anna G Duboff";
Jacob H Russell'; William S Noble®; Nicholas M Riley'; "University of Washington, Seattle, WA

WOH pm 04:10

Quantitative Glycomics and Glycoproteomics Link N-Glycan Processing to Metabolic Regulation Across
Cell Types; Riya Gogte'; Michael Russelle S. Alvarez?; Sheryl Joyce G Alvarez'; Anirudh Yadlapati'; Carlito B.
Lebrilla'; "University of California, Davis, Davis, CA; 2University of California Davis, Davis, CA



THURSDAY MORNING ORALS

ThOA am: Single Cell Omics
Hall D

ThOA am 08:30

Affinity reagent aided signal amplification for single-cell proteomics by mass spectrometry; Jakob
Woessmann'; Judit Pina Agullet'; Anne Louise Blomberg'; Bo Torben Porse?; Steffen Goletz'; Erwin Schoof’;
"Technical University of Denmark, Kongens Lyngby, Denmark; 2University of Copenhagen, Copenhagen, Denmark

ThOA am 08:50

Direct Integration of Function and Proteoforms in Single Human Muscle Cells by Top-Down Proteomics;
Mallory C Wilson'-2; Zhan Gao?; Yanlong Zhu3; Ying Ge? 3; "Department of Chemistry, University of Wisconsin-
Madison, Madison, WI; 2Department of Cell and Regenerative Biology, University of Wisconsin-Madison, Madison,
WI; 3Human Proteomics Program, School of Medicine and Public Health, University of Wisconsin-Madison,
Madison, Wisconsin 53705, USA., Madison, WI

ThOA am 09:10

Mapping human brain development using single cell proteomics; Lihua Jiang'; Tianzhi Wu?; Ruigi Jian®;
Tiffany Trinh'; Michael P. Snyder?; Jingjing Li2; 'Stanford University School of Medicine, Palo Alto, CA; 2University
of California San Francisco, San Francisco, CA

ThOA am 09:30

Single-Cell Proteomic Browser Reveals Accelerated Aging Signatures in Space-Flown Human Cortical
Organoids; Aline M. A. Martins'; Reynaldo M Melo?; Chrystopher Glynn2; Kenneth Gee?; Blake Tsu'; Lucas Sales?;
Marlon D. M. Santos? 4; Juliana S. G. Fischer'; Joshua Cantlon®; Natalia C. S. Moreira®; Luisa B. V. Colelho?;
Stephanie S Almeida’; Isabelle Luz'; John R. Yates Il12; Alysson R. Muotri'; Paulo C Carvalho® 3; 7UCSD, La Jolla,
CA; 2The Scripps Research Institute, La Jolla, CA; 3Fiocruz, Curitiba, Brazil; 4Institut Pasteur Montevideo,
Montevideo, Uruguay; 5Scienion, Seattle, WA

ThOA am 09:50

Increased single cell lipidomics coverage and annotation confidence using a modified Orbitrap Hybrid
mass spectrometer; Rahul Ravi Deshpande'; Katherine Walker'; Claire Dauly?; Susan S. Bird'; Bashar Amer?;
Nicole Zehethofer?; "Thermo Fisher Scientific, San Jose, CA; 2Thermo Fisher Scientific (Bremen) GmbH, Bremen,
Germany

ThOA am 10:10

Expanding Surface Proteome Profiling to Single Cells for Inmune Cell Antigen Discovery in Inflammatory
Disease; Amanda Lorentzian'; Juliet Bartleson'; Zhichang Yang'; Meena Choi'; William T Yewdell'; Ying Zhu';
'Genentech Inc., South San Francisco, CA



THURSDAY MORNING ORALS

ThOB am: Integration of Multi-omics Approaches
Ballroom 20A

ThOB am 08:30

MOSAICS: An End-to-End Spatial Multiomics Approach for Analyzing a Single Tissue Section; Brittney
Gorman'; Elizabeth Duong?; Erick Alvarado?; Jamie Verheyden?; Ravi Misra3; Gautam Bandyopadhyay?; Jeffrey
Purkerson?; Heidi Vandyk'; Dusan Velickovic'; Heidie Huyck?; Lingyan Shi2; Gloria Pryhuber3; Geremy Clair?;
Christopher Anderton'; Pacific Northwest National Laboratory, Richland, WA; 2University of California, San Diego,
La Jolla, CA; 3The University of Rochester Medical Center, Rochester, NY

ThOB am 08:50

From Separation to Synergy: Integration of parallel HRMS omics pipelines for Caenorhabditis
eleganslongevity research; Klidel Fae Rellin' 2; George Rosenberger?; Nikolas Kessler4; Aiko Barsch?; lvo Kwee5;
Murat Akhmedov®; Ann-Christine Konig®; Stefanie M. Hauck'; Matthew R. Lewis”; Michael Witting" 8;
"Metabolomics and Proteomics Core, Helmholtz Zentrum Miinchen German Research Center for Environmental
Health, Neuherberg, Germany; 2School of Chemistry, Aristotle University of Thessaloniki, Thessaloniki, Greece;
3Bruker Switzerland AG, Fallanden, Switzerland; Bruker Daltonics GmbH & Co. KG, Fahrenheitstr. 4, 28359,
Bremen, Germany; 5BigOmics Analytics, Via Serafino Balestra 12, Lugano, Switzerland; 6PreOmics GmbH, Am
Klopferspitz 19, 82152, Planegg, Germany; "Bruker UK Ltd., Coventry, United Kingdom; 8Chair of Analytical Food
Chemistry, TUM School of Life Sciences, Technical University of Munich, Maximus-von-Imhof-Forum 2, 85354,
Freising-Weihenstephan, Germany

ThOB am 09:10

Large-scale multi-omics reveals ancestry- and geography-dependent molecular aging networks in healthy
humans; Shubham Gupta'; Nasim Bararpour?; Yue Wu?; John Z. Cao?; Sara Ahadi?; Robert L. Moritz*; Michael P.
Snyder?; 'Stanford University, Palo Alto, CA; 2Stanford University, Stanford, CA; 3Stanford School of Medicine, Palo
Alto, CA; 4Institute For Systems Biology, Seattle, WA

ThOB am 09:30
Targeted Nutrition: Metabolomic Drivers of Larval Honey Bee Development; Jonathan Nixon® 2; Christopher J

Brown?; Daniel D Hu?; Brock A Harpur'; Purdue University, West Lafayette, IN; 2Corteva Agriscience, Indianapolis,
IN

ThOB am 09:50

Integrative Multi-omics Analysis of the Human Skeletal Muscle Response to Acute Endurance and
Resistance Exercise: Findings from MoTrPAC; Hasmik Keshishian'; Gina M Many?; Natalie M Clark'; Gregory
Smith3; Gayatri lyer*; Patrick Hart'; Malene E Lindholm?®; Samuel Montalvo®; Zidong Zang?; Christopher Jin%; James
A Sanford?; Joshua N Adkins2; Scott Trappe®; William E Kraus’; Stuart C Sealfon3; Daniel H Katz5; Christopher B
Newgard’; Charles F Burant*; Paul M Coen8; Bret H Goodpaster?; Steven A. Carr'; 'Broad Institute of MIT and
Harvard, Cambridge, MA; ?Pacific Northwest National Laboratory (PNNL), Richland, WA; 3lcahn School of Medicine
at Mount Sinai, Nash Family Department of Neuroscience, New York, NY; “University of Michigan, Ann Arbor, MI;
5Stanford University School of Medicine, Palo Alto, CA; éBall State University, Muncie, IN; "Duke University School
of Medicine, Durham, NC; 8AdventHealth Orlando, Translational Research Institute, Orlando, FL

ThOB am 10:10

PRISM: A Network-Based, Proteomics-Driven Framework for Identifying Multi-Omic Cross-talk and Signal
Recovery in Disease Pathology; Sandeep Acharya’; Ethan Stancliffe’; Douglas V. Guzior'; Monil Gandhi?;
Ashima Mehta'; Adam Richardson'; Tom Cohen'; Gary J Patti' 2; 7Panome Bio Inc, St Louis; 2Washington
University in St.Louis, St.Louis, MO




THURSDAY MORNING ORALS

ThOC am: Informatics: Metabolomics, Lipidomics and Glycomics
Ballroom 20BC

ThOC am 08:30

LIPID+: Cascaded Artificial Intelligence Drives Comprehensive Lipid Identification and Analysis Pipeline;
Bowen Yang'; Carlos R Canez'; Rui Qin?; Jerrica Yang'; Fernanda Sousa Monteiro'; Zhan Cheng?; Liang Li" 2;
"Department of Chemistry, University of Alberta, Edmonton, AB; 2The Metabolomics Innovation Centre, Edmonton,
AB

ThOC am 08:50

Removing noise and merging mass spectra in MassWiki and LC-BinBase for high quality large scale
databases in metabolomics and lipidomics; Oliver Fiehn'; Leon Fiehn'; Fanzhou Kong'; Ziyue Yang'; Uri
Keshet'; Diego Pedrosa®; Daniel Rundle'; Xukun Wang'; Yuanyue Li?; Gert Wohlgemuth'; 7UC Davis, Davis, CA;
2Zhejiang University, Zhejiang, China

ThOC am 09:10

Improved spectrum clustering increases interpretability of large-scale molecular networks; Janne Heirman?;
Yasin El Abiead?; Mingxun Wang?; Wout Bittremieux'; 'University of Antwerp, Antwerpen, Belgium; 2UC San Diego,
San Diego, CA; 3UC RIVERSIDE, Riverside, CA

ThOC am 09:30

Navigating the Pan-Repository Conjugated Metabolome Using Reverse Spectral Search at Billion-Spectrum
Scale; Shipei Xing'; Abubaker Patan'; Julius Agongo'; Harsha Gouda?; Vincent Charron-Lamoureux’; Yasin El
Abiead?; Zhewen Hu'; Haoqi Nina Zhao?; Ipsita Mohanty*; Jasmine Zemlin'; Wilhan D. Gongalves Nunes'; Lindsey
A. Burnett’; Mingxun Wang?®; Dionicio Siegel’; Pieter C. Dorrestein'; "University of California San Diego, La Jolla,
CA; 2University of Natural Resources and Life Sciences Vienna, Department of Chemistry, Institute of Analytical
Chemistry, Muthgasse 18, 1190, Vienna, Austria, Vienna, Austria; 3Stanford University, Stanford, CA;
4Pennsylvania State University, University Park, PA; University of California Riverside, Riverside, CA

ThOC am 09:50

Dark Matter Annotation in LC-MS/MS Metabolomics: Density-Based Clustering of MetFrag Candidates in
HMDB Space; Ahmad Mani-Varnosfaderani' 2; Hailemariam Abrha Assress’-2; Renny S. Lan" 2; Colin Kay'-?;
Laxmi Yeruva? 3; Brian D. Piccolo"2; "University of Arkansas for Medical Sciences, Little Rock, AR; ?Arkansas
Children’s Nutrition Center, Little Rock, AR; SUSDA-ARS Microbiome and Metabolism Research Unit, Little Rock,
AR

ThOC am 10:10

Clinically anchored benchmarking of data processing methods for untargeted metabolomics; Jessica Kain';
Kevin Contrepois'; Casandra Trowbridge'; Basil Michael'; Frank Wong'; Denver Bradley'; Jonathan Bernstein?;
Tina Cowan'; Michael Snyder'; 'Stanford University, Stanford, CA



THURSDAY MORNING ORALS

ThOD am: Cancer and Immunity
Ballroom 20D

ThOD am 08:30

Catching Killer Imnmune Cells in the Act: Quantitative Mapping of Tumor-NK Immune Synapses by
Proximity Labeling and SILAC-DIA Proteomics; Maria Cristina Trueba Sanchez' 2; Christopher Zala® 2; Maarten
Altelaar'. 2; Kelly E Stecker' 2; "Utrecht University, Utrecht, Netherlands; 2Netherlands Proteomics Center, Utrecht,
Netherlands

ThOD am 08:50

Unbiased In-depth Surfaceome Profiling of Acute Myeloid Leukemia Reveals Novel Inmunotherapy Targets
Beyond Canonical Surfaceome; Abhilash Barpanda'; Szu-Ying Chen'; Bonell Patifio Escobar’; Benson M.
George?; Trenton Peters-Clarke'; Peiyuan Chai®; Audrey Kishishita®; Vipul Kumar'; Sujata Walunj'; Amit
Prabhakar’; Sanjana Prudhvi'; Snehal Ganjave'; Rohit Bhadoria'; Darwin Kwok'; Marko A. Thai Wiita'; Rucha
Deo’; Jeremiah Wong'; Nicole Lei'; Veronica Steri'; Huimin Geng'; Aaron C. Logan®; Kevin Leung'; Benjamin J.
Huang'; Jonathan Ostrem’; Andrej Sali'; James A. Wells'; Ryan A. Flynn2 3; Arun P. Wiita'; "UCSF, San Francisco,
CA; 2Harvard Medical School, Boston, MA; 3Boston children's hospital, Boston, MA

ThOD am 09:10

Longitudinal deep proteomic profiling of plasma and neutrophils reveals pathological hallmarks of ICANS
during CAR-T therapy; Min Ma'; Maosheng Wei'; Erfei Shang'; Ming Zhang'; Chao Xue'; Yingyi Lian'; Marco
Davila?; Megan Herr?; Jun Qu'; "University at Buffalo, Buffalo, NY; 2Roswell Park Comprehensive Cancer Center,
Buffalo, NY

ThOD am 09:30

A Low-Cell-Input and Automated MHC-lI-Associated Peptide Proteomics (MAPPs) Workflow for
Immunogenicity Assessment of mAbs and AAVs; Shihan Huo'; Fanning Xia'; Song Nie'; Shunhai Wang'; Ning
Li'; "Analytical and Biological Mass Spectrometry, Regeneron Pharmaceuticals, Inc., Tarrytown, NY

ThOD am 09:50

An atlas of intestinal MHC Il self-peptides dynamically tracks gut tissue state; Vladyslav Holiar'; Vladislav
Rudenko®; Sacha Lebon'; Marco Canella’; Petro Busko'; Aviya Habshush Menachem?®; Moshe Biton'; "Weizmann
Institute of Science, Rehovot, Israel

ThOD am 10:10

Deep learning extensions to the iPepGen and iMetaPep pipelines increases discovery of host neoantigens
and microbial metapeptides in immunopeptidomics; Katherine T Do'; Subina Mehta'; Reid Wagner?; Fengchao
Yu3; Alexey | Nesvizhskii® 4; Timothy J Griffin'-5; Pratik D Jagtap'-%; "Department of Biochemistry, Molecular
Biology and Biophysics, University of Minnesota, Minneapolis, MN; 2Minnesota Supercomputing Institute, University
of Minnesota, Minneapolis, MN; 3Department of Pathology, University of Michigan, Ann Arbor, MI; “Department of
Computational Medicine and Bioinformatics, University of Michigan, Ann Arbor, MI; $Masonic Cancer Center,
University of Minnesota, Minneapolis, MN



THURSDAY MORNING ORALS

ThOE am: Structural Biology
Room 6A

ThOE am 08:30

A Novel Mass Spectrometry-Based Chemical Footprinting Method for Probing Higher Order Structure of
RNA; Sanjeev Kumar'; Hsin-Chieh (Natashia) Yang'; Don Rempel'; Henry Rohrs'; Leah Hanliu Wang?; Brian
Gau?; Michael Gross'; "Washington University in St.Louis, St.Louis, MO; 2Pfizer, Chesterfield, MO

ThOE am 08:50

An Integrated Native MS and Structural Bioinformatics Strategy to Assess the N297 Glycan’s Contribution
to IgG1 Fc Integrity; Yu Zhou'; Jakub Baudys'; Theodore Keppel'; Sarah Osman'; John Barr'; Dongxia Wang’;
CDC, Atlanta, CA

ThOE am 09:10

Characterizing Multi-State Ensembles in Ribosome Biogenesis by Crosslinking Mass Spectrometry,
Integrative Modeling and Deep Neural Networks; Xingyu Chen'; Kai Steffen Stroh2; Riccardo Pellarin?; Jan
Erzberger3; Florian Stengel'; 'University of Konstanz, Konstanz, Germany; 2Ecole Normale Supérieure de Lyon,
Lyon, France; 3UTSouthwestern Medical Center, Dallas, TX

ThOE am 09:30

Next generation data processing for HDX-MS; Boosting functionality, flexibility and scalability; lggy Kass';
Owen Cornwell?; Dale A Cooper-Shepherd?; "Waters Corporation, Milford, MA; 2Waters Corporation, Wilmslow,
United Kingdom

ThOE am 09:50

Hierarchical characterization of membrane protein proteoforms, structure, and interactions by integrated
native mass spectrometry; Weijing Liu'; Graeme C McAlister'; Hariharan Parameswaran?; Lan Guan?; Thomas
Moehring?; "Thermo Fisher Scientific, San Jose, CA; 2Texas Tech University, Lubbock, TX; Thermo Fisher
Scientific, Bremen, Germany

ThOE am 10:10

Native architecture of membrane protein structure preserved at atomic resolution during gas-phase
transfer; Jingjin Fan' ?; Clare De’Ath"- 3. 4; Lukas Eriksson'-2; Carl Von Hallerstein® 2; Louise J. Persson®; Abraham
O. Oluwole' 2; Noor Naseeb' 2; Aziz Qureshi’- 2; Susanne Mesoy" 2; Laurence T. Seeley’- 2 3; Simon B. Knoblauch®
2: Neha Kalmankar® 2; Erik G. Marklund®; Tim Esser’; Carol V. Robinson’- 2; Lindsay Baker 3; Stephan
Rauschenbach® 2; 'Kavli Institute for Nanoscience Discovery, University of Oxford, Oxford, United Kingdom;
2Department of Chemistry, University of Oxford, Oxford, United Kingdom; 3Department of Biochemistry, University
of Oxford, Oxford, United Kingdom; 4Sir William Dunn School of Pathology, University of Oxford, Oxford, United
Kingdom; SDepartment of Chemistry for Life Sciences, Uppsala University;, Uppsala, Sweden



THURSDAY MORNING ORALS

ThOF am: Fundamentals: lon Structures, Energetics, and Reactions
Room 6B

ThOF am 08:30
Visualizing the lonization of Large Macromolecular Protein Complexes during Electrospray using Molecular
Dynamics Simulations; Michael S Cordes’; Elyssia S. Gallagher'; 'Baylor University, Waco, TX

ThOF am 08:50

Spectroscopic evaluation of MSn fragment ion structures predicted by computational fragmentation
models; Lara Van Tetering’ ¢; Lieke Bianchi'-2; Anne Kramer'-2; Teun Van Wieringen'- 2; Jonathan Martens' 2; Giel
Berden' 2; Jos Oomens" 2; THFML-FELIX, Nijmegen, Netherlands; 2Radboud University, Nijmegen, Netherlands

ThOF am 09:10

Proton Transfer Reagent Cations for lon-lon Charge State Manipulation of High Mass Negatively-charged
Analytes in an Electrodynamic lon Trap; Nicholas R. Ellin'; Boukar K.S. Faye'; Seth A. Horn'; Alexander M.
Koers'; Scott A. McLuckey'; "Purdue University Dept of Chemistry, West Lafayette, IN

ThOF am 09:30

Mapping the Conformational Landscape of Protein Interactions and Unfolding with IM-MS; Robert L Rider?;
Zhenyu Xi'; Kacie A. Evans’; Carter Lantz'; Elena Scott!; Arthur Laganowsky'; David H Russell'; "Texas A&M
Univesity, College Station, TX

ThOF am 09:50

Sulfation and Sialylation Govern Lectin—-Glycan Interactions and Gas-Phase Stability; Duong T. Bui' %; Xinrui
Ji'; Jing Huang'; Ziyu Zhang'; Samm K. Arnold®; Ling Han'; Elena Kitova'; Lara K. Mahal'; John Klassen';
"University of Alberta, Edmonton, AB; 2University of Waterloo, Ontario, ON

ThOF am 10:10

Linking Gas-Phase lon Chemistry and MicroED for Chemically Consistent Small-Molecule Structure
Elucidation; Aleyna Lumsden 2; Artemy Novokhrost'; Amar Rai?; Zhiyuan Ding'; Timea Palmai-Pallag’; Zoltan
Takats® 4; Angus Kirkland'; Marcus Gallagher-Jones'; Bela Paizs" 3 #; "Rosalind Franklin Institute, Didcot, United
Kingdom; 2University Of Oxford, Oxford, United Kingdom, 3Imperial College London, London, United Kingdom;
4deShape Itd., London, UK., London, United Kingdom



THURSDAY MORNING ORALS

ThOG am: Covalent Labeling and Chemical Crosslinking
Room 6CF

ThOG am 08:30

Rapid, Zero-Order Tyrosine Crosslinking Defines Protein Interaction Landscapes; Trenton M Peters-Clarke?;
Johnathan Maza®; Paul Burroughs'; Yifei Chen'; Kevin Leung’; Jim A. Wells'; "University of California, San
Francisco, San Francisco, CA

ThOG am 08:50

Covalent labeling to study the binding site of membrane receptor LRP1 and Tau in vitro and on cells;
Vanessa L. Stahl'; Caigin Wang'; Wen-Chuan Chou'; Jennifer N. Rauch?'; Richard W. Vachet'; "UMass Amherst,
Amherst, MA

ThOG am 09:10

Cysteine-enabled Cleavability to Advance Cross-linking Mass Spectrometry for Global Analysis of
Endogenous Protein-Protein Interactions; Fenglong Jiao'; Merav Braitbard?; Clinton Yu'; Ben Shor?; Bjorn-Erik
Waulff3; Dina Schneidman-Duhovny?; Lan Huang'; "Department of Physiology and Biophysics, University of
California Irvine, Irvine, CA; 2The Rachel and Selim Benin School of Computer Science and Engineering, The
Hebrew University of Jerusalem, Jerusalem, Israel; 3Department of Biochemistry, Stanford University, Stanford, CA

ThOG am 09:30

Development of photoactivatable and enrichable lysine reactive crosslinking reagents; Adam Cahill'; Keith
Livingstone'; Martin Walko'; Megan Wright'; Nikil Kapur?; Antonio N. Calabrese'; "University of Leeds, Leeds,
United Kingdom

ThOG am 09:50
Time-Resolved Covalent Footprinting Reveals Early Conformational Transitions during Full-Length Tau
Aggregation; Jie Sun'; Claudia de Jesus Ramos'; "University of Tennessee Knoxville, Knoxville, TN

ThOG am 10:10

Photocatalytic Proximity Labeling and Explainable Proteoform Reasoning for Glycoform Resolved Analysis
of Immune Checkpoint Proteins; David S. Roberts'; Vishnu R. Tejus'; Andrew H. Reiter'; Carolyn R. Bertozzi'-?;
'Stanford University, Stanford, CA; ?Howard Hughes Medical Institute, Chevy Chase, MD




THURSDAY MORNING ORALS

ThOH am: Food Chemistry & Safety: New Innovations
Room 6DE

ThOH am 08:30

Integrated GC-MS/MS and HPLC-QDA profiling of volatile and physicochemical components in Japanese
and US sake; Rahul Sen'; Katie Hope?; Ben Bell?; Scott Lafontaine®; 'University of Arkansas - Fayetteville, AR,
Fayetteville, AR; 2Origami Sake, Hot springs, AR

ThOH am 08:50
Making Pour Decisions: Extraction Method Optimization and Quantification of PFAS in Craft Beer; Ashlee T
Falls'; Kara M Joseph'; Emily C Vincent'; Erin S Baker'; "University of North Carolina - Chapel Hill, Chapel Hill, NC

ThOH am 09:10

Towards smart food-processing in coffee roasting: A real-time prediction-model for coffee flavor and
antioxidant-contend based on on-line photoionization-process mass spectrometry; Hendryk Czech'; Jan
Heide?; Sven Ehlert?; Andreas Walte?; Thomas Koziorowsk?; Ralf Zimmermann'-4; "University of Rostock, Rostock,
Germany; 2Photonion GmbH, Schwerin, Germany; 3Probat SE, Emmerich, Germany; “University of Eastern
Finland, Kuopio, Finland

ThOH am 09:30

Global Profiling of Rice Aroma Volatiles by HS-SPME-GC-MS/MS with Sensory-Anchored Interpretation;
Heena Rani'; Rahul Sen'; Christian De Guzman?; Scott Lafontaine'; 'University of Arkansas - Fayetteville, AR,
Fayetteville, AR; 2Rice Research and Extension Center, University of Arkansas, Stuttgart, AR

ThOH am 09:50

From Molecules to Decisions: Integrating High-Resolution Mass Spectrometry and Nanosensing via Hybrid
Machine Learning for Rapid Quinoa Quality Assessment; Chuping Lee'; Leon Li Cyun Chen?; Guan-Sheng
Ho'; "Department of Chemistry, National Chung Hsing University, Taichung City, Taiwan; 2Department of
Chemistry, Texas A&M University, College Station, TX

ThOH am 10:10

DIET-IF: dietary exposure inference from mixed meals using cross-over metabolomics; Debra KM Tacad?;
Huaxu Yu?; Xuan He3 4; John W Newman? 3. 5; Sean H Adams® 7-8; Francene M Steinberg?; Brian J Bennett?® 5;
Carolyn M Slupsky? 4; Oliver Fiehn?; "UC Davis, Davis, CA; ?West Coast Metabolomics Center, University of
California Davis, Davis, CA; 3Department of Nutrition, University of California-Davis, Davis, CA; “Department of
Food Science and Technology, University of California-Davis, Davis, CA; Western Human Nutrition Research
Center, Agricultural Research Service, United States Department of Agriculture, Davis, CA; 6Department of
Surgery, University of California Davis School of Medicine, Sacramento, CA; "Center for Alimentary and Metabolic
Science, University of California Davis, Sacramento, CA; 8Nutrition for Transformative Healthcare Program,
University of California Davis, Sacramento, CA




THURSDAY AFTERNOON ORALS

ThOA pm: Top-Down Proteomic Analysis
Hall D

ThOA pm 02:30

Resolving Co-Occurring PTMs on Intact GPCRs by Native Top-Down Mass Spectrometry; Frances | Butroid"
2, Jack L Bennett'-2; Carla Kirschbaum- 2; Joshua Hinkle3; John E. P. Syka?3; Christopher Mullen*; Tarick J EI-
Baba® 2; Corinne A Lutomski'-2; Carol V Robinson'-2; 'Department of Chemistry, University of Oxford, Oxford,
United Kingdom; ?Kavli Institute for Nanoscience Discovery, University of Oxford, Oxford, United Kingdom, 3Thermo
Fisher Scientific, San Jose, CA; *ThermoFisher Scientific, San Jose, CA

ThOA pm 02:50

Multi-omic analysis of brain regions from humanized 3xTg-AD mice using deep mass spectrometric
profiling and tau proteoform analysis; Nicholas Devanney'; Samah Shah'; James Joly?; Christina D. King";
Joanna Bons'; Katie Winters?; Brittany Nortman?; Jamie Kuhar?; Andreas FR Huhmer?; Parag Mallick?; Lisa M
Ellerby®; Birgit Schilling"; 'Buck Institute for Research on Aging, Novato, CA; 2Nautilus Biotechnology, San Carlos,
CA

ThOA pm 03:10

Top-Down Proteomics is dominated by chimeric spectra; Kyowon Jeong'; Josefine Rost?; Philipp T Kaulich?;
Tom D. Mdiller'; Oliver Kohlbacher® 3; Andreas Tholey?; "University of Tiibingen, Tiibingen, Germany; 2Christian-
Albrechts-Universitét zu Kiel, Kiel, Germany; SUniversity Hospital Tiibingen, Tiibingen, Germany

ThOA pm 03:30

Optimized Top-Down Proteomic Methods for RAS Proteoform Characterization; Grace M. Scheidemantle’;
Robert A. D'lppolito’; Alexandria L. Sohn'; Matthew R. Drew'; Peter Frank'; Min Hong'; Jennifer Mehalko'; Simon
Messing'; Shelly Perkins'; Kelly Snead?; Vanessa Wall'; Mackenzie Meyer'; Scott Eury'; Abigail Neish'; Katie
Powell'; Kanika Sharma'; Nicole Fer?'; Brian Smith'; Carissa Grose'; William Burgan?; William Gillette'; Anna E.
Maciag'; Dominic Esposito'; Frank McCormick® 2; Dwight V. Nissley'; Caroline DeHart'; 'Frederick National
Laboratory for Cancer Research, Frederick, MD; 2Helen Diller Family Comprehensive Cancer Center, University of
California, San Francisco, San Francisco, CA

ThOA pm 03:50

Analysis of Membrane Protein Mixtures under Near-Native Conditions Using Capillary Electrophoresis-
Mass Spectrometry; Noah Gould'; Thao Tran'; Alexander R. Ivanov'; 'Barnett Institute of Chemical and Biological
Analysis, Department of Chemistry and Chemical Biology, Northeastern University, Boston, MA

ThOA pm 04:10

Revealing Hidden in vivo Biotransformations in Biotherapeutics with timsOmni Top-Down Mass
Spectrometry; Lucile Kogey-Fuchs' 2 3; Athanasios Smyrnakis*; Anastasios Grigoriadis*; Mariangela
Kosmopoulou*; Jonathan Dhenin®; Alain Krick'; Mathieu Dupré®; Christine Mauriac'; Jean-Francois Greisch;
Dimitris Papanastasiou* 8; Julia Chamot-Rooke? 3; Sanofi, Vitry-sur-Seine, France; ?Institut Pasteur, Paris, France;
SUniversité Paris Cité, Paris, France; “Fasmatech Science & Technology, Chalandri, Greece; Novartis pharma AG,
Basel, Switzerland; 6Bruker Switzerland AG, Féllanden, Switzerland




THURSDAY AFTERNOON ORALS

ThOB pm: Small Molecules: Structural Characterization and Quantitation
Ballroom 20A

ThOB pm 02:30
Structures and energetics of protonated bipyridine—cucurbituril complex isomers in the gas phase; Doui
Kim'; Jongcheol Seo'; "POSTECH, Pohang, South Korea

ThOB pm 02:50

Conformational Effects of Monovalent Cations on PFCA Homodimers Investigated by IMS-MS/MS and
Theoretical Calculations; Aurore Lisette Schneiders'; Johann Far'; Edwin De Pauw’; Lidia Belova?; Adrian
Covaci?; Gauthier Eppe'; "Mass Spectrometry Laboratory, Université of Liége, Liége, Belgium; 2Toxicological
Centre, University of Antwerp, Wilrijk, Belgium

ThOB pm 03:10
Diagnostic CAD Reactions of Protonated N-Nitrosamines in MS2 and MS3 Experiments; Annika M Little";
Meghan A Cortez'; Hilkka | Kenttamaa'; 'Purdue University, Department of Chemistry, West Lafayette, IN

ThOB pm 03:30

De novo structural identification of drug metabolites using integrated MS/MS, ion mobility, and
computational fragmentation; Amar Rai'" 2; Daniel Simon" 3; Yuchen Xiang" 3; Andras Marton* ®; Stefania
Maneta-Stavrakaki'; Elizabeth Want'; Stephen Wilkinson®; Stephen W. Holman?; Andrew D. Ray?8; Béla Paizs' 2 9;
Zoltan Takats' 2. 3.9; "Faculty of Medicine, Department of Metabolism, Digestion and Reproduction, Imperial College
London, W12 ONN, UK, London, United Kingdom; 2The Rosalind Franklin Institute, Building R113 Rutherford
Appleton Laboratory, Harwell Campus, Didcot, Oxfordshire, OX11 0QX, UK, Didcot, United Kingdom; 3Institut fiir
Funktionelle Genomik, University Regensburg, 9 Am Biopark, Regensburg 93053, Germany, Regensburyg,
Germany; “Department of Chemical and Environmental Process Engineering, Faculty of Chemical Technology and
Biotechnology, Budapest University of Technology and Economics, Mdegyetem rkp. 3., H-1111 Budapest,
Hungary, Budapest, Hungary; °Ambimass Kft, Zahony u. 7, H-1031 Budapest, Hungary, Budapest, Hungary;
SDMPK, Oncology, R&D, AstraZeneca, 1 Francis Crick Avenue, Cambridge CB2 0AA, United Kingdom, Cambridge,
United Kingdom; "Chemical Development, Pharmaceutical Technology & Development, Operations, AstraZeneca,
Macclesfield, UK, Macclesfield, United Kingdom; 8Global Product Development, Pharmaceutical Technology &
Development, Operations, AstraZeneca, Macclesfield, UK, Macclesfield, United Kingdom, 9deShape Itd., London,
UK., London, United Kingdom

ThOB pm 03:50

Alkamines are an underappreciated widespread class of metabolites and represent an overlooked form of
drug metabolism; Julius Agongo'; Subhaskar Reddy Panga?; Shipei Xing?; Vincent Lamoureux Charron?; Harsha
Gouda?; Yasin El Abiead?; Megan Nelson?; Ipsita Mohanty?; Jeongin Seo?; Prajit Rajkumar?; Abubaker Patan?;
Sadie Giddings?; Helena Russo Mannochio?; Jasmine Zemlin?; Victoria Deleray?; Zhewen Hu?; Andres Mauricio
Rodriguez Caraballo?; Gary Perdew?; Mingxun Wang#; Dionicio Siegel?; Pieter C. Dorrestein?; "University of
California San Diego, San Diego, CA; 2UC San Diego, San Diego, CA; 3Pennsylvania State University, University
Park, PA; “UC RIVERSIDE, Riverside, CA

ThOB pm 04:10

Simultaneous quantitation and deep untargeted plasma metabolomics using a modified Orbitrap Hybrid
mass spectrometer with extended dynamic range; Bashar Amer’; Alexander Harder?; Michal Kaczmarek?;
Claire Dauly?; Rahul Deshpande?; Thomas Moehring?; Susan S. Bird3; "Thermo Fisher Scientific, San Jose, CA;
2Thermo Fisher Scientific (Bremen) GmbH, Bremen, Germany; 3Thermo Fisher Scientfic, San Jose, CA



THURSDAY AFTERNOON ORALS

ThOC pm: High Throughput MS and Automation
Ballroom 20BC

ThOC pm 02:30

Thermal Inkjet Printed Single-Cell Microarrays enable Absolute Quantification of Drugs, Peptides, Lipids,
and Proteins in 100,000 individual cells per day; Stanislau Stanisheuski'; Sima Ziyaee'; Caroline Hernandez?;
Hyo-Sang Jang?; Maude David'; Claudia Maier'; "Oregon State University, Corvallis, OR; 2HP Life Science
Solutions, Corvallis, OR

ThOC pm 02:50

Highly Multiplexed MS3-Supported DIA; Soroush Hajizadeh' 2 3.4; Johannes Kreuzer" 3; Wilhelm Haas? % 6;
"MGH, Boston, MA; 2Broad Institute of MIT and Harvard, Cambridge, MA; 3Harvard Medical School, Boston, MA;
4Universitat Graz, Graz, Austria; SHarvard University, Boston, MA; $Mass General Brigham, Boston, MA

ThOC pm 03:10

Towards Unmanned Proteomics Data Generation: A Fully Automated Sample-to-Data System for Proteomic
Experiments; Dongxue Wang' 2; Jing Yang?; L Tang?; Ruijun Tian*; Fuchu He?; 'Beijing Proteome Research
Center, National Center for Protein Sciences, Beijing, China; 2International Academy of Phronesis Medicine
(Guangdong), Guangzhou, China; 3National Center for Protein Sciences (Beijing), Beijing, China; *Southern
University of Science and Technology, Shenzhen, China

ThOC pm 03:30

Made for speed: high throughput proteomics with the Orbitrap Astral Zoom mass spectrometer and the
Evosep Eno at 500 SPD; William Comstock?; lulia Macavei?; Brett Larsen'; Eugen Damoc3; Nicolai Bache?; Dorte
B. Bekker-Jensen?; Amirmansoor Hakimi'; "Thermo Fisher Scientific, San Jose, CA; 2Evosep Biosystems, Odense,
Denmark; 3Thermo Fisher Scientific (Bremen) GmbH, Bremen, Germany

ThOC pm 03:50

Population-Scale Proteoform Profiling of Human Tissue Heterogeneity Using Single-Cell Arrays; Claudia
Ctortecka®; Pei Su' 2; Hannah Zhu'; Indira Pla'; Michael AR Hollas'; Jared O Kafader'; Neil L Kelleher';
"Northwestern University, Evanston, IL; 2University of California, Riverside, Riverside, CA

ThOC pm 04:10
High-throughput intact protein analysis with acoustic ejection mass spectrometry; Xuejiao Yin'; Chiu
Cheong Aw'; Han Wang'; Chang Liu?; 'SCIEX, Singapore, Singapore; 2SCIEX, Concord, ON



THURSDAY AFTERNOON ORALS

ThOD pm: Clinical Analysis: Innovations
Ballroom 20D

ThOD pm 02:30

Rapid Screening and Detection of Skin Cancer using the MasSpec Pen Technology; Ruth Costa'; Jacob |
Mardick'; Brian J Armijo'; Sean Boutros'; Nathan Sanders?; Justin Wiseman?; Livia S. Eberlin'; ‘Baylor College of
Medicine, Houston, TX; 2MSPen Technologies, Houston, TX

ThOD pm 02:50

Enhancing the early detection and diagnosis of cervical precancer and cancer through innovative
metabolomics-based techniques; Duncan Roberts'; Apostolia Galani'; Stefania Maneta-Stavrakaki'; Laura
Burney Ellis'; Amelia Fraser-Dale'; Daniel Simon?; Jinshi Zhao'; Burak Temelkuran®; Yuchen Xiang'-2; Robert
Murray'; Yu Wang?'; Deirdre Lyons?; Zoltan Takats" 2; Maria Kyrgiou'; Maria Paraskevaidi'; Imperial College
London, London, United Kingdom; 2University of Regensburg, Department of Inmunomedicine, Regensburg,
Germany; 3Imperial College Healthcare NHS Foundation Trust, London, United Kingdom

ThOD pm 03:10

Interlaboratory Comparison of a Glucagon & Oxyntomodulin Immuno-LC-MS/MS Assay: Implications for
Diabetes Research; Annie Moradian'; Jessica O. Becker?; Lorenz A, Nierves?; Tai-Tu Lin3; Salvatore Sechi;
Michael J. MacCoss?; Wei-Jun Qian?3; Jennifer E. Van Eyk®; Andrew N. Hoofnagle?; "Precision Biomarker
Laboratories / Cedars-Sinai, Los Angeles, CA; 2University of Washington, Seattle, WA; 3Pacific Northwest National
Laboratory, Richland, WA; *National Institute of Health, NIDDK, Bethesda, MD; *Cedars-Sinai Medical Center,
Smidt Heart Institute, Los Angeles, CA

ThOD pm 03:30

Real-World Plasma Proteomics Distinguishes Acute Recurrent and Chronic Pancreatitis in Children:
Robust Diagnostic Signatures Despite Pre-Analytical Variability; Dylan Nicholas Tabang" 2; Zainab Wurie';
Clara Gewinner?'; Xiaoyang Li3; Gretchen A. Cress*; Ying Yuan5; Bernhard Y. Renard® 7-8; Jami L. Saloman?; Liang
Li%; Hanno Steen'-2; Mark Lowe%; Aliye Uc*; "Department of Pathology, Boston Children's Hospital, Boston, MA;
?Harvard Medical School, Boston, MA; 3Department of Biostatistics, The University of Texas MD Anderson Cancer
Center, Houston, TX; “University of lowa, Stead Family Children’s Hospital, lowa City, IA; °The University of Texas,
MD Anderson Cancer Center, Houston, TX; Hasso Plattner Institute, Digital Engineering Faculty, University of
Potsdam, Potsdam, Germany; "Hasso Plattner Institute for Digital Health at Mount Sinai, Icahn School of Medicine
at Mount Sinai, New York, NY; 8Windreich Department of Artificial Intelligence & Human Health, Icahn School of
Medicine at Mount Sinai, New York, NY; °Center for Pain Research and Department of Neurobiology, University of
Pittsburgh, Pittsburgh, PA; "°Washington University in St Louis School of Medicine, St. Louis, MO

ThOD pm 03:50

Intraoperative Mass Spectrometric Detection of Cortisol for Precision Anesthesia Management; Wenpeng
Zhang'; Nan Zhang?; Xiao Chen'; Zheng Ouyang'; "Tsinghua University, Beijing, China; 2PURSPEC Technology
(Beijing) Ltd., Beijing, China

ThOD pm 04:10

A Single-Aliquot, Enrichment-Free Workflow for High-Throughput Plasma Proteome and N-Glycoproteome
Profiling; Kun-Hao Chang'-2 3; Jared Deyarmin#; Tiara Pradita’; Yi-Ju Chen'; Stephanie N. Samra*; Gee-Chen
Chang®; Chong-Jen Yu§; Yi-Shuang Chuang'; Tabiwang N. Arrey’; Hsiang-En Hsu'; Yue Xuan’; Pei-Rong Huang';
Kuen-Tyng Lin'; Ke-Hsin Yen?8; Hsing-jui Tsai'; Daniel Hermanson*; YaHsuan Chang®; Sung-Liang Yu'?; Pan-Chyr
Yang''; Yu-Ju Chen'; 'Institute of Chemistry, Academia Sinica, Taipei, Taiwan; 2Molecular Science and Technology
Program, Taiwan International Graduate Program, Academia Sinica, Taipei, Taiwan; 3Department of Chemistry,
National Tsing Hua University, Hsinchu, Taiwan,; 4Thermo Fisher Scientific, San Jose, CA; *Department of Internal
Medicine, Division of Pulmonary Medicine, Chung Shan Medical University Hospital, Taichung, Taiwan;
6Department of Surgery, National Taiwan University Hospital, Taipei, Taiwan; "Thermo Fisher Scientific (Bremen)
GmbH, Bremen, Germany; 8Institute of Statistical Science, Academia Sinica, Taipei, Taiwan; °Institute of Molecular
and Genomic Medicine, National Health Research Institutes, Maioli, Taiwan; °Department of Clinical Laboratory
Sciences and Medical Biotechnology, College of Medicine, National Taiwan University, Taipei, Taiwan;
""Department of Surgery, National Taiwan University Hospital and National Taiwan University College of Medicine,
Taipei, Taiwan



THURSDAY AFTERNOON ORALS

ThOE pm: Food Chemistry & Safety: Foodomics, Allergens, Bacteria, Foods and
Supplements
Room 6A

ThOE pm 02:30

Learning food-derived molecular fingerprints to decode dietary intake from untargeted metabolomics;
Harsha Gouda'; Julius Agongo?; Patricia Kelly?; Marta Sala-Climent?; Wilhan Nunes; Shipei Xing'; Victoria
Deleray®; Crystal X Wang?; Vincent Charron-Lamoureux'; Haoqi Nina Zhao'; Mingxun Wang*; Nicholas J W
Rattray®5; Konstantinos Gerasimidis2; Monica Gumas3; Pieter C. Dorrestein' ¢.7; 'Skaggs School of Pharmacy and
Pharmaceutical Sciences, University of California San Diego, La Jolla, CA; 2School of Medicine, Dentistry &
Nursing, University of Glasgow, Glasgow, United Kingdom, 3Department of Medicine, University of California,, San
Diego, CA; “University of California, Riverside, Riverside, CA; 5Strathclyde Institute of Pharmacy and Biomedical
Science, Glasgow, United Kingdom, 6Center for Microbiome Innovation, Jacobs School of Engineering, University
of California San Diego, La Jolla, CA; "Collaborative Mass Spectrometry Innovation Center, Skaggs School of
Pharmacy and Pharmaceutical Sciences, University of California San Diego, La Jolla, CA

ThOE pm 02:50

Improved analysis and characterization of brominated vegetable oil in multiple beverages using LC-MS/MS
and LC-HRMS; Jessica P Rafson'; Christopher R. Beekman'; Katherine Carlos'; 'US Food and Drug
Administration, College Park, MD

ThOE pm 03:10

An HPLC-MS/MS Multi-Omics Platform for Profiling Undigested Glycans and Short-Chain Fatty Acids of a
High-Arabinose Diet in the Human Gut; Bryan Martinez Hernandez'; Jada Kate Garcia'; Christopher Suarez’;
Sophia Jiang'; Charlie Weng'; Orla Cagney?; Stephanie Wilson?; Danielle G. Lemay?; David A. Mills3; Jennifer T.
Smilowitz?; Carlito B. Lebrilla'; 7Department of Chemistry, University of California, Davis, Davis, CA; 2Department of
Nutrition, University of California-Davis, Davis, CA; SDepartment of Food Science and Technology, University of
California-Davis, Davis, CA

ThOE pm 03:30

Development of a novel targeted MS method for detection and quantification of fermented gluten in beer
and yogurt matrices; Sara K. Schlange'; Joseph L. Baumert'; Melanie L. Downs'; "University of Nebraska-
Lincoln, Lincoln, NE

ThOE pm 03:50

Current status of mass spectrometry-based analysis and database construction for functional components
in Korean Agri-food resources; Heon-Woong Kim'; Ryeong Ha Kwon'; Ju Hyung Kim'; Jeong-Hyeon Ahn?;
Seong-Jin Kim'; Eun-Suk Jung'; Sang Hoon Lee'; Kwang-Sik Lee'; Seon Mi Yoo'; Young-Hee Park®; 'National
Institute of Crop and Food Science, Wanju-gun, South Korea

ThOE pm 04:10

Multi-Laboratory Assessment Reveals Variable lon Species Profiles in Electrospray lonization Mass
Spectrometry; Melanie Odenkirk'; Jacqueline Michelle Chaparro® 2; Nathan Montgomery?; Katrina L Leaptrot?;
Stacy D. Sherrod?; Jody C May?; Henriette Van Eekelen*; Bert Schipper?; Juliana Chaura®; Gabriel Esteban Velez?;
Wimonphan Chathiran®; Cole R. Michel”; Katrina A Doenges’; Richard Reisdorph?; Mari Maeda-Yamamoto8; Luis
Valdiviez®; Uri Keshet?; Jeremiah D Wells?; Scott Mackell®; David Bell'?; Sebastian Tapia Leiva'?;, Simon
Partridge'?; Daniela Rago'; Linda Ahonen'"; Yuki Ito'?; Satoshi Yamaki'?; Margaret L Read'; J. Christopher
Evans'; Macy J Gruszczynski'; Leokadja Szalach'; Stephen C Boyko'; Steven Watkins'3; Rodrigo Ledesma-
Amaro'#; Oliver Fiehn?; Nichole Reisdorph?’; Warangkana Srichamnong®; Andres Jaramillo-Botero®; Ric C H De
Vos*; Robert D Hall*; John A McLean?; Corey D Broeckling?; Jessica E Prenni'; "Colorado State University, Fort
Collins, CO; 2Colorado State University, ARC-BIO, Fort Collins, CO; 3Vanderbilt University, Nashville, TN;
“Wageningen University & Research, Wageningen, Netherlands; 5iOMICAS Research Institute, Pontificia
Universidad Javeriana, Cali, Colombia; SInstitute of Nutrition, Mahidol University, NakhonPathom, Thailand;
’Skaggs School of Pharmacy and Pharmaceutical Sciences, Aurora, CO; 8institute of Food Research, National
Agriculture and Food Research Organization, Tsukuba Ibaraki, Japan; *West Coast Metabolomics Center,
University of California Davis, Davis, CA; °Department of Infectious Diseases, Imperial College London, London,
UK; ""Novo Nordisk Foundation Center for Biosustainability, Danmarks Tekniske Universitet, Kongens Lyngby,
Denmark; 2Shimadzu Co., Kyoto, Japan; "3Verso Biosciences, Davis, CA; "#Imperial College London, London, UK




THURSDAY AFTERNOON ORALS

ThOF pm: Imaging Instrumentation & Method Development
Room 6B

ThOF pm 02:30

Untargeted Molecular Imaging using LA-DBDI-MS/MS; Ciara Conway" 2; Markus Weber" 2; Christoph Haisch?;
Jan-Christoph Wolf'; Thomas Wolf'; Plasmion, Augsburg, Germany; 2Technical University of Munich, Freising,
Germany

ThOF pm 02:50

Metrology for ion suppression and quantitation in small molecule MALDI and DESI MSI; Felicia Wirtz";
Angeliki Christakopoulou®; Enya Murray'; Alex Dexter'; Shannen Leroi2; Johan Vande Voorde?; Josephine Bunch':
3; Rory Thomas Steven#*; "National Physical Laboratory, Teddington, United Kingdom; 2University of Glasgow,
Glasgow, United Kingdom, 3Imperial College London, London, United Kingdom, 4National Physical Laboratory,
London, United Kingdom

ThOF pm 03:10
Portable Atmospheric Pressure MALDI-2 Imaging Mass Spectrometry for Automated Bacterial
Identification; Nathan Grimes'; Krisztian Gabor Torma'; William Yang Terziyan'; 'BaySpec, San Jose, CA

ThOF pm 03:30

On-Tissue Chemical Derivatization Using 1-Amino-4-Methylpiperazine for DESI-MSI of Neuroactive Steroids
in an Opioid Use Disorder Rat Model; Adrian A Coello'; Wendy J Lynch?; Eleanor Blair Towers?; Xin Ma®;
"University of Virginia Department of Chemistry, Charlotesville, VA; 2University of Virginia Department of Psychiatry
and Neurobehavioral Sciences, Charlottesville, VA

ThOF pm 03:50

Chemical Landscape of Alzheimer’s Disease: Relative Quantification and Metabolic Insights from DESI-
MSI; Lanaia ltala Maciel; Jussara Roque'; Pamela Yasmin Ferreira'; Jéssica Gardone Vitério®'; Paulo César
Ghedini’; Andrea Rodrigues Chaves'; Boniek Gontijo'; Federal University of Goias, Goiénia, Brazil

ThOF pm 04:10

A pixel level quantitative mass spectrometry imaging method of metabolites for diagnostic applications;
Julia R Bonney'; Kaitlyn E Bootz'; Jaimie Lee'-2; Sankha S Basu'; Nathalie Y.R. Agar'; 'Brigham and Women's
Hospital/Harvard Medical School, Boston, MA; 2Northeastern University, Boston, MA



THURSDAY AFTERNOON ORALS

ThOG pm: lon Mobility: Structure Determination & Applications
Room 6CF

ThOG pm 02:30

Conformational-Selective Antigen Binding in Multispecific Antibodies Revealed by Non-Ensemble
Measurements in Tandem-Trapped lon Mobility Spectrometry; Fanny Caroline Liu'; Thais Pedrete’; Mark E.
Ridgeway?; Melvin A. Park?; Andrew H. Beaven?; Harsha P. Gunawardena*; Christian Bleiholder'; 'Florida State
University, Tallahassee, FL; 2Bruker Daltonics, Billerica, MA; 3Johnson and Johnson, Malvern, PA; “Johnson &
Johnson Innovative Medicine, Spring House, PA

ThOG pm 02:50

Ligand Dependent Stoichiometry and Conformation Shifts in an ATPase Characterized by Native MS; Evan
N Whitford'- 2; Charlie J Hitchman?; Hee-Won Park?3; Vicki H. Wysocki' 2; “School of Chemistry & Biochemistry,
Georgia Institute of Technology, Atlanta, GA; 2Native MS Guided Structural Biology Center, Georgia Institute of
Technology, Atlanta, GA; 2Department of Biochemistry and Molecular Biology, Tulane University School of
Medicine, New Orleans, LA

ThOG pm 03:10

Investigating Protein Misfolding and Aggregation with lon Mobility-Mass Spectrometry and Charge
Detection Mass Spectrometry; Jared Hampton'; Robert Rider?; Carter Lantz2; David H Russell?; "Texas A&M
University, College Station, TX; 2Texas A&M Univesity, College Station, TX

ThOG pm 03:30

Towards the Prediction of Enzyme Evolvability using Collision Induced Unfolding Data; Sydney D. Neibert";
Maxwell J. Unger’- 2; Katie Jane Torma'-2; Chang-Hwa Chiang'- 2; Cole C. Meyer?; Alison R.H. Narayan'- 2; Robert
T. Kennedy' 3; Brandon T. Ruotolo’; "Department of Chemistry, University of Michigan, Ann Arbor, MI; 2Life
Sciences Institute, University of Michigan, Ann Arbor, MI; 3Department of Pharmacology, University of Michigan,
Ann Arbor, M|

ThOG pm 03:50

Conformer-specific amylin oligomerisation interface mapping by native top-down tandem lon mobility
mass spectrometry and electron-capture dissociation; Zijie Dai'; Tianle Zhang'; Dale Cooper-Shepherd?;
Anisha Haris2; Emma Marsden-Edwards2; Daniel Raleigh' 3; Konstantinos Thalassinos'; "Institute of Structural and
Molecular Biology, Division of Biosciences, Darwin Building, University College London, London, United Kingdom;
2Waters Corporation, Wilmslow, United Kingdom; 3Department of Chemistry, Stony Brook University, New York, NY

ThOG pm 04:10

Following Temperature Induced Structural Changes by vT-nESI, HDX and TIMS-MS/MS; Marissa A Carter’;
Kevin Jeanne Dit Fouque'; Tatiana Ramos-Del Campo?; Pablo R. B. Oliveira’; Fenfei Leng'; Francisco Fernandez
Lima'; Florida International University, Miami, FL




THURSDAY AFTERNOON ORALS

ThOH pm: Synthetic Polymers and New Materials
Room 6DE

ThOH pm 02:30
Electrospray lonization-lon mobility-qTOF Analysis of Low Molecular Weight Polyethyleneimine; Mark A
Arnould; Corning Inc, Painted Post, NY

ThOH pm 02:50

Identification of Microplastics and Additives from the Lake Erie Watershed and the Cuyahoga River Using
MALDI-MS and DART-MS; Luciana V Rivera Molina’; Robert Brand? 3; Calum Bochenek!; Chrys Wesdemiotis?;
"University of Akron, Akron, OH; 2Cuyahoga County Board of Health, Parma, OH; SUniversity of the Free State,
Bloemfontein, South Africa

ThOH pm 03:10
Polymer Network Graph (PNG) Analysis Using Automated Kendrick Mass Defect (KMD) Cluster; Cole
Stapleton'; Christopher J Shaffer'; '3M, Maplewood, MN

ThOH pm 03:30

Size, shape and surface: multidimensional analysis of synthetic nanomaterials using charge detection
mass spectrometry; Veena S Avadhani'; Yuna Kwak?2; Juyeon Yoo?; Jihyeon Choi?; Jared Huzar'; Conner
Harper'; Jwa-Min Nam?; Grigory Tikhomirov'; Evan R. Williams'; "University of California, Berkeley, Berkeley, CA;
2Seoul National University, Seoul, South Korea

ThOH pm 03:50

Trace Analysis of High Molecular Weight Polyvinyl Alcohol on a Triple Quadrupole Mass Spectrometer
(SEC-MS/MS); James Keating'; Jason Winget'; Ping Sun’; Vincenzo Agostiniano?; Kevin Goodall?; Jason Price’;
"Procter and Gamble, Mason, OH; 2Procter and Gamble, Brussels, Belgium

ThOH pm 04:10
On the repeatability and quantitation of Polyethylene by pyrolysis GC-MS; Edward Erisman®; Yamil Simén-
Manso'; William E. Wallace'; "NIST, Gaithersburg, MD




POSTER OVERVIEW

MONDAY POSTERS

Set-up for all posters
6:30 - 9:00 am

ALL POSTERS PRESENT
10:30 - 12:00 pm AND 1:00 - 2:30 pm

Remove all Monday posters
5:00 - 8:00 pm

Ambient lonization: Fundamentals and

Instrumentation............cccccoiiiii e 001-014
Biomarkers: Quantitative Analysis I...........c.ccccce.. 015-037
Disease Biomarkers .........cccoccviiiiiiiiiiiiiiieeeee 038-055
Education: Teaching MS.........cccooiiiiiiiiieeeee 056-058
Elemental Analysis ..o 059-065
Energy: Petroleum, Biofuels, and Algae.................. 066-077
Environmental: General |..........cccccoeviiiiiieiieee 078-110
EXPOSOMICS ... 111-136
Fundamentals: lon Activation/Dissociation............. 137-150
Fundamentals: Unconventional Approaches

INIMS 151-161
H/D Exchange: Hardware, Software and

Methodology ..........oeeeeiiiiiiiiiiiiie e 162-174
High Throughput MS ... 175-210
Imaging MS: Pharmaceuticals, Metabolites,

Lipids, and Glycans..........cccceevveeeeiieeeneeeenee 211-247
Imaging: Spatially-Resolved Omics I...................... 248-267
Informatics: Protein ID and Quantification.............. 268-271
Informatics: Workflow and Data Management I......272-291
Instrumentation: Mini/Portable/Fieldable MS.......... 292-301
Instrumentation: New Developments in Mass

Analyzers and lon Detection ...........cccccceeenie 302-322
lon Mobility: Applications ...........ccccveiviiiiiiieiieinis 323-357
lon Mobility: FAIMS/DMS.........cccoiiiiiiniieniceee 358-361
lon Mobility: General...........cccoeviviiiieeieeee e 362-369
LC/MS: Chromatography and Software.................. 370-393
LC/MS: Sample Preparation l.........ccccceveeevivienennn. 394-415
Lipids: General ..........ccoevveeiiiiiiiiie e 416-439
Metabolomics: Untargeted Metabolite Profiling I....440-463
Microorganisms and the Microbiome |I.................... 464-486
Neuroscience and Neurodegenerative Disease

Research ... 487-511
Nucleic Acids and Oligonucleotides...............c....... 512-537
Peptides: Targeted and Quantitative Analysis ........ 538-566
Protein Therapeutics: Quantitative Analysis............ 567-584
Proteins: General and Membrane .............cccccco...... 585-595
Proteomics: New Approaches | .........ccccccvvvvivinnnnens 596-620
Proteomics: TiSSUE ........ccoeeiiiiiiiiiiiiiieeeeeeeee 621-639
Single Cell MS I.....oooiiiiiiiiei e 640-664
Small Molecules: Qualitative and Quantitative

ANAIYSIS .. 665-703
Synthetic Polymers and New Materials................... 704-717
TOXICOIOGY ..ttt 718-732

Sen Diego-

TUESDAY POSTERS

Set-up for all posters
6:30 - 9:00 am

ALL POSTERS PRESENT
10:30 - 12:00 pm AND 1:00 - 2:30 pm

Remove all Tuesday posters
5:00 - 8:00 pm

Antibodies & Antibody Drug Conjugates |I................... 001-027
Biomarkers: DiSCOVErY l........ccoeiiiiiiiiiiiiiiiiieec e 028-051
Biomarkers: Quantitative Analysis Il............ccccccevniens 052-074
Covalent Labeling and Chemical Crosslinking I......... 075-099
Environmental: General ll..........ccccoovieiiiiiniieiee 100-132
Food Safety: General ..........ccccoeiviiiiieiieceee e 133-162
FOrenSiCS ...cooiiiieee e 163-195
Fundamentals: lonic Clusters, Nanomaterials,

and Catalysis.........cceeeiiiieiiee e 196-199
Fundamentals: lonization ...........cccoccieiiiiiiiiieiins 200-205
GC/MS: Instrumentation and Applications.................. 206-236
High Mass Accuracy / High Performance MS:

Applications, Automation, & Instrumentation....... 237-256
Imaging MS: Computational Methods, Software,

aNd ANAIYSIS ....oeeiiiiiiiiiie e 257-265
Imaging MS: Disease Markers ..........ccccccevereeeinnnenns 266-269
Imaging: Spatially-Resolved Omics Il...........ccccccueeee 270-288
Informatics: General, SRM, and DIA ................ooun.... 289-300
Informatics: Multiomics Integration..............cccceeeeen. 301-313
Informatics: Workflow and Data Management II......... 314-333
Instrumentation: New Concepts ..........cccvveeeeeecennen.. 334-346
Instrumentation: New Developments in lonization

and Sampling ....c.oooeeeiiie e 347-367
lon Mobility: Fundamentals............cccccoviiiieiiiiiieenn. 368-376
lon Mobility: Structure.........ccccooveeeiiieeieecee e 377-394
LC/MS: GENEral......c.uvviieiieiiiieeiee e 395-413
LC/MS: Sample Preparation ll............ccccooeiivieneeennnns 414-432
Lipids: Targeted and Quantitative Analysis................. 433-462
MALDI: Applications ........ccooeiiiiiieiiieeeee 463-475
MALDI: Innovation in Instrumentation and

Sample Preparation..........ccccccoeeeevviieeeeeciiieee e 476-480
Metabolomics: Targeted and Quantitative Analysis....481-510
Metabolomics: Untargeted Metabolite Profiling Il ....... 511-533
Microorganisms and the Microbiome Il....................... 534-555
Nanoscale / Microfluidic and Capillary Electrophoresis

Separations and MS.............ccooooeiiiiieeceeee 556-564
Natural Products............coooiiiiiiiiiieeee e 565-583
Neuroscience and Neurodegenerative Disease

Research ... 584-608
Nucleic Acids and Oligonucleotides Il.............cc.......... 609-636
Proteins: PTMS .....cooiiiiiiiieeeee e 637-668
Proteomics: New Approaches Il ..........cccccvvviviiineennnns 669-691
Single Cell MS T1....cccuviiiiiiiiie e 692-716
Systems Biology .....cccvuveeieieeiiieeeee e 717-729

Consult online planner or mobile app for

detailed program.

74™ ASMS CONFERENCE ON MASS SPECTROMETRY



Sen D[ego

WEDNESDAY POSTERS

Set-up for all posters
6:30 - 9:00 am

ALL POSTERS PRESENT
10:30 - 12:00 pm AND 1:00 - 2:30 pm

Remove all Wednesday posters

5:00 - 8:00 pm

Antibodies & Antibody Drug Conjugates Il............ 001-028
Antidoping, Cannabis, and Opioid Detection........ 029-034
Art, Archaeology & Paleontology ..........cccccceevneee.. 035-041
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Informatics: Metabolomics, Lipidomics,

and GlYCOMICS ......coveriieeeiie e 428-448
Informatics: Peptide ID and Quantification ........... 449-479
Lipids: Profile Analysis.........cccccovveiieieiiieeeeee 480-507
Metabolomics: General.........ccccccoevvviiiieeiieee 508-540
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Development of an Electrokinetic Loading-Aided Paper Spray—Mass Spectrometry Device
Coupled with Faradaic lon Concentration Polarization; Lahiru Wedasingha'; Varadaraju Vadakekatte
Dyavegowda'; Jamison Riley Polley'; Nicholas E Manicke'; ‘Indiana University Indianapolis,
Indianapolis, IN

Monolithic 3D-printed microfluidic nano-DESI probe enables robust, low-cost, high-throughput
mass spectrometry; Mohsen Latif'; Dalton Snyder'; Edwin Gonzalez'; Andy Eller'; Ann Donnelly?; Anna
Leech’; Mitch Wells'; "Teledyne FLIR Detection, WEST LAFAYETTE, IN; 2Teledyne FLIR Detection,
West Lafayette, IN

Reduction of Organic Solvent to 5 pyL per Sample by Coated Blade Spray—Mass Spectrometry
(CBS-MS) with Self-Wettable Sorbent Material; Wei Zhou' 2; Janusz Pawliszyn® 2; "University of
Waterloo, Waterloo, ON; 2Sun Yat-sen University, Zhuhai, China

Gold nanoparticle-mediated redox ionization of steroids using an ambient MALDESI source; Paul
Zerebinski'; Kyle Morgan'; Namodhi Wijerathne'; Ruwan T. Kurulugama?; Sarah M. Stow?; Richard A.
Yost'; Timothy J Garrett'- 3; Wei David Wei'; Boone M. Prentice'; "University of Florida, Department of
Chemistry, Gainesville, FL; ?Agilent Technologies, Santa Clara, CA; SUniversity of Florida, College of
Medicine, Department of Pathology, Immunology, and Laboratory Medicine, Gainesville, FL

Development of fabric spray ionization — optimization and its applications; Ramesha Dilhani Gaspe
Ralalage'; Nelson R Vinueza Benitez'; ’North Carolina State University, Raleigh, NC

Event-camera plume imaging, surface profiling, and correlative ambient mass spectrometry
benchmarking of pulsed infrared laser ablation sources; William J C Francis'; David F Blair'; Anna
L Chauvet'; Lucy Noyes' 2; Milena Micic'; Daniel Simon3; Zoltan Takats? 3; Robert T Murray?;
'Department of Physics, Imperial College London, London, United Kingdom; 2Department of Metabolism,
Digestion and Reproduction, Imperial College London, London, United Kingdom; Institute for Multimodal
Imaging of Intercellular Communication, Universitdt Regensburg, Regensburg, Germany

Imaging of the Corona Plasma Formed by a Nanoelectrode used in nAPCI; Nicole C. Auvil';
Frederick Lanni'; Mark E. Bier'; "Carnegie Mellon University, Pittsburgh, PA

High-Throughput Automated 3D-Printed Cone Spray lonization Mass Spectrometry Workflow for
Rapid Analyte Detection in Complex Matrices; Matthew J. Carlo'; Jamie P. Butalewicz'; Patrick W.
Fedick'; "Naval Air Warfare Center Weapons Division, China Lake, CA

Ambient heating for desolvation of Electrosprayed Methanol and Micrometer-Sized Polystyrene
Droplets; Shao-Yu Liang'; Wei-Chun Chiu?; Shiu-Yao Yeh?; Avinash A. Patil>; Mhar lan Cua Estayan?
3; Wen-Ping Peng?; 'Department of Physics, Hualien, Taiwan; ?National Dong Hwa University, Shoufeng,
Taiwan; 3University of Santo Tomas, Manila, Philippines

Optimizing a mobile Rapid Evaporative lonization Mass Spectrometry system for intraoperative
surgical aerosol analysis during HNSCC surgery; Gabriel Stefan Horkovics-Kovats'; Istvan Pap?;
Daniel Simon'; Nathalie Gumpert?; Luisa Symeou?; Julian Kiinzel?; Kathrin Renner?; Christopher Bohr?;
Tamas Karancsi®; Zoltan Takats'; 'University of Regensburg, Department of Immunomedicine,
Regensburg, Germany; Z2University Hospital Regensburg, Department of Otorhinolaryngology,
Regensburg, Germany; SAmbimass Kft, Zahony u. 7, H-1031 Budapest, Hungary, Budapest, Hungary

MOF Spray Mass Spectrometry (MOF-SMS): Novel Substrates for Ambient Mass Spectrometry;
Leonardo Di Donna’; llaria Santoro'; Carmine Maletta?; Lucia Bartella’; Fabio Mazzotti'; Amira Nour?;
Teresa Fina Mastropietro’; Pietro Magaro?;, Donatella Armentano'; Universita della Calabria,
Dipartimento di Chimica e Tecnologie Chimiche, Rende, Italy; 2Universita della Calabria, Dipartimento di
Ingegneria Meccanica, Energetica e Gestionale, Rende, Italy

Development and Characterization of a Higher-Throughput Electrokinetic Preconcentration
Device for the Screening of lllicit Drugs via Paper Spray Mass Spectrometry; Jamison R Polley?;
Lahiru Wedasingha'; Varadaraju Vadakekatte Dyavegowda'; Nicholas E Manicke'; "Indiana University
Indianapolis, Indianapolis, IN
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Corona Assisted ESI MS; Drew Sauter; Nanoliter, LLC, Henderson, NV
Papers Spray Mass Spectromtery Triacylglycerol Profile Characterization for the Authentication

of Extra Virgin Olive Oils; llaria Santoro'; Lucia Bartella'; Fabio Mazzotti'; Leonardo Di Donna';
"Universita della Calabria, Dipartimento di Chimica e Tecnologie Chimiche, Rende, Italy

Addition of Hyperthermal Acidic Protease Peptides to Tryptic Analysis Increases Identification of
Proteins and Post-Translational Modifications; Mario M Alba'; Lindsey Becker?; Ethan Canfield?;
Jonathan Katz3; Jennifer E. Van Eyk?; Simion Kreimer?; 'Cedars-Sinai Medical Center, Karsh Division of
Gastroenterology and Hepatology, LOS ANGELES, CA; 2Cedars-Sinai Medical Center, Smidt Heart
Institute, Los Angeles, CA; 3Ellison Medical Institute, Los Angeles, CA

Efficient Proteome-Scale Glycoproteomics: Combining Ultrafast Open Search and Machine
Learning for Automated Biomarker Discovery; Jake Yang'; Shenye Wen'; Yu Gao" ¢; Xinyu Miao?;
Jianbo Deng'- 2; Chunyan Hou3; Junfeng Ma3; Junhong Jiang*; 'Shantou University Medical College,
Shantou, China; 2Soochow University, Suzhou, China; 3The Georgetown University, Washington DC,
DC; 4The Fourth Affiliated Hospital of Soochow University, Suzhou, China

LC-MS proteomics reveals a discordance between frataxin E levels and clinical phenotype in
compound heterozygous Friedreich’s ataxia; Teerapat Rojsajjakul’; Clementina Mesaros'; David R.
Lynch?; lan Alexander Blair'; "University of Pennsylvania, Perelman School of Medicine, Philadelphia,
PA; 2Children's Hospital of Philadelphia, Philadelphia, PA

Affordable and Comprehensive Absolute Quantification of the Human Proteome in a Tissue-
specific Manner with SysQuan; Timon Geib'; Elodie Logerot'; Peter Kubiniok?; Victor Spicer3; Stoyan
Stoychev#; Robert Popp®; René P. Zahedi®; Dorte B. Bekker-Jensen?*; Nicolai Bache?*; Christoph H.
Borchers' 6; "McGill University - Lady Davis Institute, Montreal, QC; ?Quantivum Inc., montreal, QC;
SDepartment of Biochemistry and Medical Genetics, University of Manitoba, Winnipeg, MB, Canada,
winnipeg, MB; “Evosep Biosystems, Odense, Denmark; MRM Proteomics Inc, Montreal, QC;
6Department of Pathology, McGill University, Montreal, QC

Next-Level Sensitivity: Polyamine Profiling in Human Serum Using LC/TQ; Yulan Bian'; Daniel
Cuthbertson?; Aveline Neo'; 'Agilent Technologies, Singapore, Singapore; 2Agilent Technologies, Santa
Clara, CA

Proof-of-Concept Online Affinity Capture—MS Workflow for Automated, Selective, and Sensitive
Insulin Detection; Alex Kyranos'; Susan E. Abbatiello'; Nathan Canniff'; Yeliz Sarisozen'; Martin Gilar?;
Beatrice Muriithi'; Kevin Wyndham?; "Waters Corporation, Milford, MA

Investigation of Therapeutic Options for Crohn’s Disease Using Patient-Derived Enteroids via
Targeted Mevalonate Pathway Metabolomics; David Lewis'; Albert Vega'; Jason Matthews?; Connor
Moore?3; Sachith Munasinghe?; Jason Papin?3; Subra Kugathasan?; Sana Syed*; Facundo M Fernandez?;
Anum Chotani4; Adam Greene?*; Amber Kelly?; Jenascia Davis?; Tommy Doan?; Fortunata Michael?;
Bernadette Martineau?; Samuel Fisher Rhoads?; Prerana Dubey?; Fatima Habib3; 'Georgia Institute of
Technology School of Chemistry and Biochemistry, Atlanta, GA; 2Emory University, Atlanta, GA;
SUniversity of Virginia, Charlottesville, VA; *Duke University, Durham, NC

Ultrasensitive Dilute-and-Shoot HILIC-MS/MS Method for Quantifying Acetylcholine in Rat Brain
Microdialysates; Leslie Nguyen®; lan Fraser'; Ryan Wyatt!; Weixuan Chen?; "Johnson & Johnson, San
Diego, CA; 2Johnson and Johnson, San Diego, CA

Identification of Novel Estradiol-Derived Hemoglobin Modifications and Quantification in Breast
Cancer Patients using Nanoflow Liquid Chromatography High-Resolution Tandem Mass
Spectrometry; Hauh-Jyun Candy Chen'; Yan-Ling Liao'; Lee Ren-Jye'; Chi-Wen Tu?; "National Chung
Cheng Univ., Ming-Hsiung, Chia-Yi, Taiwan; 2Ditmanson Medical Foundation Chia-Yi Christian Hospital,
Chia-Yi city, Taiwan
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Simultaneous LC-MS/MS Quantification of Urinary DNA, Lipid, and Protein Oxidation Biomarkers;
Giacomo L Visconti'; Elisa Bassotti'; Elena Caponi’; Antonio Medugno'; Alessandro Baldi Talini’;
'Sentinel CH S.p.A., Milan, Italy

Bacterial Flagellin as a Cost-Effective Internal Standard for Absolute Quantification and
Glycopeptide Enrichment Assessment in LC-PRM-MS/MS; Vishal Sandilya'; Sherifdeen B.
Onigbinde'; Sarah Sahioun'; Abderrahmane Koraich'; Abiodun M. Adewolu®; Yehia Mechref'; "Texas
Tech University, Lubbock, TX

Targeted Liquid Chromatography Multi-Reflecting Time of Flight Mass Spectrometry for
Comprehensive Metabolic and Lipidomic Profiling; Samantha Ferries'; Masoumeh Dorrani?; Jamie
Humphries?; Richard Lock!; Rav Sheth3; Elizabeth O'Day?; Johannes PC Vissers'; John Vukovic*;
"Waters, Wilmslow, United Kingdom; 2Olaris, Framingham, MA; 3Waters Corporation, Milford, MA;
4Waters Corporation, Wilmslow, United Kingdom

Targeted Proteomics Enables Pathway-Level Functional Proteogenomics in Cancer Cells;
Khatereh Motamedchaboki'; Philip Remes’; Lilian Heil'; Katherine Walker'; Amirmansoor Hakimi;
Cristina Jacob'; Scott Peterman'; Romain Huguet'; "Thermo Fisher Scientific, San Jose, CA

Comparing Anti-Peptide Antibody Enrichment and SPE Workflows for Targeted MS Quantification
of EGFR Peptides in FFPE Sections; Lizhuo Ai'; Joseph M Eckenrode?; Jun Yan?; Kevin P Gillespie?;
Carolina Cabral?; Michael E Lassman?; "Merck & Co., Rahway, NJ; 2Merck & Co, Rahway, NJ

Efficient Transfer of Untargeted MS/MS Food Intake Biomarker Discovery to Targeted MS/MS
Profiling; Ahsan Hameed!; Isabel F Snodgrass'; Nuanyi Liang'; Huaxu YU?'; Francene M Steinberg?;
Sean H Adams? 4 %; Brian J Bennett2 6; Carolyn M Slupsky? 7; Oliver Fiehn'; John W Newman* 2 6; "West
Coast Metabolomics Center, University of California Davis, Davis, CA; 2Department of Nutrition,
University of California-Davis, Davis, CA; Department of Surgery, University of California Davis School
of Medicine, Sacramento, CA; “Center for Alimentary and Metabolic Science, University of California
Davis, Sacramento, CA; °Nutrition for Transformative Healthcare Program, University of California Davis,
Sacramento, CA; Western Human Nutrition Research Center, Agricultural Research Service, United
States Department of Agriculture, Davis, CA; "Department of Food Science and Technology, University
of California-Davis, Davis, CA

High-throughput LC-HRMS method for the q