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Welcome to the 70th ASMS Conference Online Planner
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F—  LLC/MSMS Frffrrctert 400 FEEEE © AR An A . APCI Hl{EE
STV 7 Z 2 (Analysis of 400 pesticides in tea via LC/MS/MS: Simple sample
preparation and APCI to improve analyte coverage) o FH¥<12 56 BA2N\ 5] (PerkinElmer)
PR - WS JT AIBK— )T A T AR th M E T EARY) > IR
o [ —FeR i BE AR E 5 A B BSI AT APCI 454 » (] LC/MS/MS S35 dhidif
400 FHEZEE 5%E 93% (371 F8)BEEM /3 HrtR i & ([E % 70-120%° RSD < 20%)
BFEETE DL GCMS 7 HTHYREEE > 40 =F8K(trifluralin) ~ chlorfenson 52 chlormephos
%o AR ERBR AT —aEET  (EH—aESETREEE N - Skt
B% © THEY 1 g BERFATEERIASIER S E] 15 mL Be0vEH > DL S mL ZREAT 0.1%H
P Z<HY > B OB R DL APCL A ESI JFEE T AR — e ET N - e R
QSight LX50 UHPLC #1 QSight 420 =& VUtRIEE 7% - DLEE D) MRM Bz
BT o FTAERERTES] ~ J7AR B MEIREIIE A Simplicity 3Q E4SEE5EH -

Application of simple sample preparation iu:a: g One ESI injection for the analysis of 350 compounds ;a’_n: u: ;

inotefuran
(3.6 min) (R:3min)

19 minute Water/Methanol
+0.1 % formic acid + 2 mM
7| ammonium formate
gradient @ 0.8 mL/min

i TS Permetin\) (o0 mm, 48 mm 10,27 um
3 43 ‘. n | ' uasar SPP C18 LC Column|
3 Ny 1F Nl
- = U (ML) b ﬁ ek i \ Time-Managed MRM
: =1 1kt ihmm WA, S -
LS . il L Al
" I
fety & Chemistry: Innovations L ASMS 2022 - Food Safety & Chemistry: Innovations
— b i, X ’ . i T . .
Complement APCI method to limit GC-MS workload e Conclusions and future directions [y—
Profluralin
Chlormephos ( + Development and partial validation of
multiresidue pesticide method for 397
ane 12 minute Water/Methanol targets in a variety of tea matrices o
ofe + gradient @ 0.8 mL/min
’ 100 mm, 4.6 mm 1.D,, 2.7 ym + Demonstration of the continued utility of
) |Q SPP C18 LC Column| APCI for pesticide analysis, with relevant
> LOQs attained to current regulatory
o P Do . guidance
1o (g e
sl \ « Looking towards validation via real Pursuit of multiresidue pesticide
x| i mpl ertified is via APCI
L) method stability and robustness studies
while moving towards implementation
[} "
ASMS 2022 - Food Safety & Chemistry: Innovations ‘ " ASMS 2022 - Food Safely & Chemistry: Innovations

(Alexander Kasperkiewicz et al., 2022)

TR REARUR 510 T2 B R EE RS R o Mk i AR BR OB SRS (An- Improved
Sample Preparation Strategy for the Analysis of 510 Multiple Pesticide Residues in Black
Pepper) © HHZFEmA T (Agilent) 35 FHER - SREAMUE— T S S5 H # LUE Y
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A TAERIZREE ~ S5 BB v » AR REEMT 510 EREZEN E &7
M7 o sRETBE ¢ (kP8 SANTE/12682/2019 54 A QuEChERS #E{TEEMAZEL » 24
e i EMR-GPD (Captiva Enhanced Matrix Removal General Pigmented Dry) &
EMR-GPF (General Pigmented Fresh) #7773k o {824 Agilent ZORBAX RRHD Eclipse
Plus C18 JE@HTEFELL Agilent 1290 Infinity IT LC $&HC 6470 MS/MS #E{ 75747 ©

o

Black Pepper - “King of Spices” Black Pepper Sample Preparation Workflow

Sample extraction

The most widely used spice for
pullnary puposas wosidwide . .

An essential ingredient in the variety

Black pepper production

Pesticides use in black pepper
~ production

Large Panel Pesticides Overall Quantitation Pass Rate Summary and Acknowledgement

A, ‘method for black pepper
—'I
Extraction Method .
2 and -G
40.120% 120% 3 - D
EURL method: EN extract +
freezing-out precipitate + GSPE  84% (430 out of 510)  70% (358 out of 510) 65% (334 out of 510) Method validation in black pepper
Existing  cleanup
- Hi P
9. gulations

Analytical Performance Evaluation (Total 510 targets)

methods.

jot pesticides that meet SANTE [
s o aaup " BO% (410 outof 510) - 38% (195 outof 510) 36% (180 outof510)
EN extraction kit A complete solution for easy Thank you!
New Capliva EMR-GPD + EMR- adoption
method e il cleancp 85% (435 out of 510)  78% (400 out of 510) 75% (362 out of 510)
* Acomplete s black
analysi

* Referlo SANTE Guidelnes

T rEes——" T OO EEEE—"8
(Ruben Garnica et al., 2022)

FRE= 1 DL GC-MS/MS 73788 5l & i P BT & B %58 B (Confident analysis of
ultra-trace pesticides residues in baby food using triple quadrupole GC) - FHEEEATRHFH
FHZ (Thermo Scientific) 3 #2860 - BIHE(EU) R 82 Wl B om R 2R RV R E B 85 2
LOD f MRL 3ELE 3-8 peke ZME » Bz me HEETRS > DIERE
SEmAYZE e o BEiHZE L QUEChERS #E7T25HL > LA Thermo Scientific Trace 1610 GC
J2 TSQ 9610 GC-MS/MS #E77453H7 > FEMm&K TraceGOLD J@HTERE - 200 Z1EEEE
7w SANTE MRL %5 10 ng/kg HYREAE - 317 H #8218 95% R EEEUHIRE< 1 nglkg « 3
ug/kg AHIEMEH > [BIUEERLE 70-120% 2 f5 > RSD < 10% - a]#f= AEI (Advanced
Electron Tonization)f&ZH E 22 FEIFI4ERE - B e S IRIF R B = AR AR o

How to overcome the challenges? Samples & Preparation with QUEChERS
- ity
A
A e Centr
L3 | - } B8 | gm | e oae ll e . roseed
sl et ame | e o |
. - e i . “ N - J Sy
Trace 1610 GC -
* Unique modular T
design for injectors d Chromeleon CDS + Blanks and Pre-Spiked at 1-3 g/kg extracted using QUEChERS procedure above
QUEChERS il cetaciond . =
+ Quick + Efclentuse of TSQ 9610 GC-MSIMS  + SmartTune simplifying + Matrix-matched calibration standards using spiked final extracts with 203 pesticides mix
« Easy r it oad system setup
+ Cheap * Ease-of-use + NeverVent technology -~ + Integrated instrument + Pre-spiked samples were used 1o assess recovery and quantitative performance
+ Effective * Superior sensitivity control
*+ Rugged * Improved robustness « Easy data handling * Some final extracts were spiked at 10 ug/kg and used to assess long-term stability
« Safe * Wider dynamic range + Stand-alone workstation or
s et gmarsebion 1o enterprise network D ]



Recovery and precision Conclusions
Recovery and prech )
* Results meet and exceed method SANTE guidelines and parameters for compounds studied here

+ Wide linear response and accurate quantitative performance was obtained with R* >0.99 and AvCF
%RSDs <20 in spiked matrix over a concentration range of 0.05 to 500 pg/kg.

* High recovery (70-120%) and precision (RSD $10%) were demonstrated for pre-spiked QUEChERS
extracts of at 3 ug/kg.

+ Low instrument detection limits ranging from 6 to 650 fg on column corresponding to 0.006 to 0.65 yg/kg
were achieved. The average calculated IDL for all compounds was 0.073 pg/kg.

+ Consistent performance over four weeks (n=500 injections) with minimal maintenance kept the instrument
running and within SANTE guidelines

(Andy Fornadel et al., 2022)

B — ¢ R BE NI A PR SRR P 78 9 73 AT (Analysis of the residues of
herbicides and metabolites in tea and honey) ° FHZERR 7 f(Sciex) Mu Penggian ¢ A £%
7 o 550 ZE (glyphosate) & tH R E 5 B2 AYBR SR - # + RIR U i% & i 2R
{b » FEERHY) E AMPA (aminomethylphosphonic acid)  El#% 5 (glufosinate)&—F&
R A HAEREAIMEE B AR - FHIRBRE IR SRR » &>
NS EREY A EBIE T - BUKSEMEEE IR e AIE L - teERIZRaEYE
SRR TR 2l o BEIHSTE A LC-MS/MS MIE A A8 th 32 ik 28 ~ HAR
#) AMPA FI[ER R - E(ERAVERY - &R RFIVERME - 5B
FRmBENRBBHOET  IIASHERGNENKSE » 28%480E SPE B4k
i ZEHUR 0 A PUIRE $8 5 & A FEMOC-Cl ZB5A&KAE 5S5°C T T4 4 /N\E§ %
IO E& IR E - EIBERLL SPE B4 L% > 22U LA ExionL.C K SCIEX Triple
Quad 4500 734f » JEMTERE By NX-C18 (2.0x50 mm * 3.0 um > Phenomenex) * SR EHHH
R 5 mM BxFR RS KBRI S0% LG BRI « ERERRAE(L T © FEE 30
psi > W3 A Medium » FE(LRHAG 55 psi IEAESFHAG 55 psi B FEZEEE-45kV
BETJRORE 550°C o BRI AN [ SR H & £y 74.9% 22 104.4% » AHEREAE (R 72 (RSD)
Hi[E Ry 1.6% % 5.5% (GEEEEW 6 ) - R*> 0998

Analysis of the residues of herbicides and metabolites in tea and honey SCIEX

The Pawer of Procision

Mu Pongaian, Huan Yu, Li Xinglin, Yang Zong, Liu Singjie and Guo Lins
SCIEX Azin Pacific Application Support Center, Shanghai. China

INTRODUCTION i RESULTS

(Mu Pengqian et al., 2022)



BEsf — ¢ DL ZenoTOF 7600 %47 % LC-MS/MS Z3H7HY 500 TR EER1 (P Tk
PREFEAIE R (A rapid screening and quantitative LC-MS/MS method of 500 types of
pesticide and metabolite residues with the ZenoTOF 7600 system) o HZERE 72 #(Sciex)
Jingran Zhang Z A\ &% o DL SCIEX ZenoTOF 7600 Z&% 534 500 Fefl 2 2 k7 A 35
Y BEARETE - BUNRIEEEMZ AR EK « HmfkIE QUEChERS J574
Z&HY > DA SCIEX ExionLC AD #£Hc Phenomenex Luna Omega C18 EAF#ET 74747 » it
hiH B /KRS E 0.01%F A 2 mM FIEE$%) - Jiaf 300 ul/min @ EHEE
40°C ° FHHEBC ZenoTOF 7600 Z4%f8E A CID (collision induced dissociation) sz EAD
(electron activated dissociation) PSR R MELS- i (= BE U MS/MS BHUE RS 4-20
f&5 > My E4REIE £ 0.002 2 200 ng/mL > [FIEHHED 0.99 © Zeno trap R =
TRREEERUY - EAD AR lnie s TR EEE MEAE SR IV ERENE: -

An LC-MS/MS method for the rapid screening and quantitative analysis of 500 types of pesticide and SCIEX
metabolit id ith the ZenoTOF 7600 system C The Power of P

S %Z
(Jingran Zhang et al., 2022)

BEER = ¢ (EH HRMS #38 H #ha3% /K R 5% in iV VB 1E B 8% 5% ¥ (Automated
identification of potential pesticides residues in fruit samples using HRMS data) = FHFEHE
F Lead Molecular Design 23 5] Elisabeth Ortega 25 A\ 8855 o 15 & L2 MAHRRE,
JFEE FH = AT 3t 3% (High Resolution Mass Spectrometry, HRMS)ZKHUA, = B VUi 25
WO —ERE > Y HRMS R R EEETEEAREER - Rt
S R ER A 7 A B P RE 7R A & R AVEFE] > AR5 LA MassChemSite 3.1
(Molecular Discovery, Ltd. Borehamwood, UK)#1THE{EEREE @ (HR s LC
(Thermo Fisher Scientific Vanquish Flex Quaternary LC)&55 = AT E 5%/ (Thermo
Fisher Scientific Q-Exactive Orbitrap) » ESI B & A, - 1EFEE B 4 kV > sheath gas
S auxiliary gas B Ry ESROO5%) » MNEAES RS 305°C » BANERE 300C - HUEE -
H & & I T Bt o Wi A MassChemSite 3.1 B TEHEREE - o[ {E¢ERESLL
2 EE 1500 MEEE - FrAR A B I S BRI N - s 10 R
42 o AFLirE A MS F1 MSMS EE BT e 2B © MS A R0HIE: M 2 gE - 1
W B E RN B8 E I R 2845 - iR (SR BB REEE ESE "7
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POSTER: 310479 AUTOMATED IDENTIFICATION OF POTENTIAL PESTICIDES RESIDUES IN FRUIT SAMPLES USING HRMS DATA
FOOD SAFETY: GENERAL

ELISABETH ORTEGA', ISMAEL ZAMORA', POL GIMENEZ', LUCA MORETTONF, ROSALIA LOPEZ-RUIZ', ANTONIA GARRIDO FRENICH?, ROBERTO ROMERO-GONZALEZ®

‘Lead Molecular Design, S.L. Sant Cugat del Vallés, Barcelona, Spain *Molecular Discovery, Ltd London, UK *Analytical Chemistry, Universidad de Almeria, La Cafiada de San Urbano, Almeria, Spain

O INTRODUCTION O RESULTS
FIGURE 2: Example of extracted data for Trifumizole

In food safety and related fields, High
is had becom:

idual study of all of them. However,
tion, the later

step could be automized using Chemical Monitoring workflow included in

lied and tracked by the application for
erated automatically once the experim
or

has L
UK). Data analysis was performed in ONIRO server (Molecular Discovery, Ltd.

Borehamwood, UK).

FIGURE 3: Example for pesticides detected on white grapes

TABLE 1: Comparative results for the oils and the Bee samples with Trace
finder and oranges

IR dond %r?gfyﬁc‘o\
(Elisabeth Ortega et al., 2022)
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PROGRAM OVERVIEW

SATURDAY

9:00 am - 5:00 pm | SworT CouRses

SUNDAY

9:00 am - 4:30 pm | SvorT CouRses

ArTenTion: FIRST-TIME GRADUATE STUDENTS AND UNDERGRADUATE STUDENTS

10:00 an - 8:00
A P | plan your Strategy: What to See and Do at ASMS, Hall A

5:00 - 5:45 P | TuTomiaL Session I, Hall A TuTomaL Session 11, Room L100
5:00 — 5:45 pm 5:00 — 5:45 pm
Mass Spectrometry in Biophama: Radical Chemistry for Biomolecular
From Smiall Molecules to Multi-Specific Identification: From Fundamentals to
Antibodies and Beyond Applications

lain D. G. Campuzanc Ryan R. Julian
Amgen Research University of California, Riverside
5:45 — 6:30 pm 5:45 — 6:30 pm
Machine Leaming in Mass Mass Spectrometry in Natural Product
Spectrometry Research
. Laura Sanchez
R University of California, Santa Cruz

6:45 - 7:45 pm | ConrFERENCE OrEMING PLENARY, Hall A
Julia Laskin, Purdue Universify

ASMS Vice President for Programs
7:00 - 7:45 pm
Of Stem Cells, Niches and Networks

Judith Kimble
Universify of Wisconsin-Madison

7:45 - 9:00 pm | WeLcome RecepTion, Hallz BC
All are invited to join us for a festive opening to the conference featuring Corporate Member
exhibits. Reception includes display and judging for the Undergraduate Student Poster Competition.

Consult online planner or mobile app for detailed program.
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PROGRAM OVERVIEW

MONDAY

T:00 am

CorroraTE BrREAKFAST SEMiNARS, Convention Center and Hilkon Minneapolis

8:30 - 10:30 am

ORAL SESSIONS

MOCA am: Post-translational Modifications: Qualitative & Quanfitative Analysis, Hall A
MOCB am: Instrumentation: High-Resolufion Mass Spectrometry, Room L100

MOC am: Chinical Analysis: Applications, Ballroom A

MOD am: Infermafics: Multiomics Integrafion and Applications, Ballroom B

MOE am: Fundamentals: Formation and Structures of Big lons, Audiforium

MOF am: lon Mobility: Structure D ination & Applications, Room 101

MOG am: H/ID Exchange: Innovations and Applications, Room 102

MOH am: Plants and Natural Products, Reom 103

10:30 am - 2:30 P

PosTER SESs10N AND EXHIBITS, Monday Posters, Hall BC

Odd-number posters present: 10:30 am - 11:30 am PLUS 12:30 — 2:30 pm

Even-number posters present: 10:30 am - 12:30 pm PLUS 1:30 — 2:30 pm

11:30 am - 1:00 pm: Undergraduate students look for reserved tables and free lunch vouchers to Meef
the Experts

2:30 - 4:30 Pm

OnraL SEssIONs

MO& pm: Biomarkers: Quantitative Analysis, Hail A

MOB pm: Instrumentation: New Developments in lonization and Sampling, Room L1000

MOC pm: Drug Metabolism and Pharmacokinetics, Ballroom A

MOCD pm: Infarmafics: Pepfide and Protein Idendification. Proteomics, Balfroom B

MOE pm: Fundamentals of lonization, Awditorium

MOF pm: Brain and Meurodegenerative Disease Research (in Memory of Sanford "Sandy” P. Markey),
Room 101

MOG pm: Exposomies, Toxicology. and Health Outcomes, Room 102

MOH pm: Environmental: Mon-Target Analysis and Emerging Contaminants, Room 103

4:45 - 5:30 rm

Awiaro Lecture, Hall A

John B. Fenn Award for a Distinguished Contribution in Mass Spectrometry
preceded by Al Yergey MS Scientist Awards Presentations

Evan R. Williams
Universily of California, Berkeley

5:45 - 7:00 rm

WorksHoPs There are light refreshments in foyers, 5:30 - 5:45 pm.
01 Machine Learning: How is it Enhancing Mass Spectrometry? (Independent). Room L100
02 Trans-Proteomic Pipeline: Recent Advances and Fulure Directions (Independent), Room M100 BC

031 ing Hands-on ials into U 1ate Curriculum (Interest Group: Undergraduate
Research in M3), Room M100 DE
04 Botanical Dietary Supp How mass sp y is impacting the assessment of the quality

(Inferest Group: Pharmaceuticals). Room M100 FG

05 Molecular Coverage in Ambient lonization (Inferest Group: Ambient Sampling & lonization), Ballroom A

08 Recent development and ongoing challenges with HDX/CLXL (Interest Group: HDX Covalent Labeling
& Cross Linking), Auditorium Main

07 Ensuring @AMQC through the H ization of Mi npling Technig im Clinical Chemistry
Applications (Inferest Group: Clinical Chemistry), Audiforivm Room 1

08 The MIH and NSF Review and Funding Process (Independent), Audiforivm Room 2

0% Mass Speciral Libraries: Current and Future Applications (Independent), Audiforium Room 3

10 Metworking for Scientisis: Celebrating Women Mass Spectromefrists (Independent), Room 101

11 Career Opportunities for Chinese Students and Schelars (Independent), Room 102

12 Real-time Mass Spectromeiry in Proteomics and Beyond (Independent), Room 103

13 Developing World Outreach (Interest Group: Developing World Oufreach), Room 200 BC

14 FTMS: FAIR Data for the Masses (Interest Group: FTMS), Room 200 DE

15 Polymeric Materials: Coupling of Thermal Polymer Analysis Technigues to MS (Interest Group:
Polymeric Materials), Room 200 FG

18 The Exposome, Success Siories and the Way Forward (Interest Group: Exposomics), Room 200 HI

T7:00 - 8:00 Fm

Special Gar Hour RECEPTION SPONSORED BY AGILENT, Room 101

Reception immediately following the Celebrating Women Mass Spectrometfrists evening workshop (see 10
above). All are welcome to attend. The goal is to foster networking among the FelMS community and their
supporters.

ArTeEr B:00 P

Corrorate HospitauTy SuiTes at Hicton MinnesroLis




PROGRAM OVERVIEW

TUESDAY

7:00 am

CorroRATE BrEAKFAST SEMINARS, Convention Center and Hilton Minneapolis

B8:30 - 10:30 am

ORaL SESSIONS

TOA am: Biomarkers: Qualitative Analysis, Hall A

TOB am: Instrumentation: lonizatien and Detection of High-Mass Analytes, Room L1002
TOC am: Metabolemics: Mew Technologies and Applications, Ballreom A

TOD am: Challenges in MS Analysis of Complex Mixtures, Balfroom B

TOE am: Fundamentals: Reactions of Gaseous and Solvated lons, Auditorum

TOF am: Quantitative Proteomics in Systems Biology, Room 101

TOG am: GC/MS: Instrumentation and Applications, Room 102

TOH am: Imaging: Spatially-Resclved Omics, Room 103

10:30 am - 2:30 pm

PosTEr SEssion anp ExwvieiTs, Tuesday Posters, Halls BC
Odd-number posters present: 10:30 - 19:30 am PLUS 12:30 — 2:30 pm
Even-number posters present: 10:30 am - 12:30 pm PLUS 1:30 — 2:30 pm

2:30 - 4:30 Pm

ORaL SESSIONS

TOA pm: Glycopeptides and Glycoproteins, Hal A

TOB pm: Instrumentation: Mew Hybrid and Multimodal Approaches, Room L1002

TOC pm: Drug Discovery and Development: Qualitative and Quantitative Analysis, Ballroom A
TOD pm: Artificial Intelligence in M5 Instrumentafion and Applications, Ballreom B

TOE pm: Fundamentals: lon Acfivation and Dissociation, Audiforium

TOF pm: Lipidomics: Mew MS Technologies and Applications, Room 101

TOG pm: Stable Isotope Labeling: Applications, Room 102

TOH pm: Industry: Trace Analysis. Quality Control, and Automation. Room 103

4:45 - 5:30 Pm

Awarp LecTure, Ballroom B
Biemann Medal Lecture preceded by Research Award Presentations

Erin Baker
North Caroling Stafe University

5:45 - 7:00 pm

WorksHors There are light refreshments in foyers, 5:30 - 545 pm.

01 Big Data Analytics for Energy, Petroleum and Biofuels. (Interest Group: Energy Petroleum & Biofuels),
Room L1100

02 Best Practices for Maintaining Research Continuity in the Shared Resource Laboratory (Interest Group:
Analytical Lab Managers), Room M100 BC

03 lon traps and other Technologies that Brought Miniature Mass Spectrometers Mainstream (Interest
Group: lon Trap MS), Room M100 DE

04 From Academia to Industry: How Native MS works with complementary technologies to elucidate
protein structure. (Interest Group: Mative Mass Spectrometry), Room M{100 FG

05 Reward Those Who Step Up: Helping to Prevent the Burnout of Underrepresented Groups in the
Rollout of DEI Activities [ASMS Diversity & Inclusion Committee), Ballroom A

04 Isotopes - the Curse and Blessing of Mass Spec! Ll Group: F tals), Balroom B

07 Ufilizing GC/MS and Peripheral Technologies for Problem Solving in the Development of FFF Products
{Interest Group: Flavor Frangrance & Foodstuff), Auditorium Main

08 Extractable and Leachable Testing in Pharmaceutical Industry (Independent), Avditorium Room 1

08 Top-Down Mass Spectrometry: Panel Discussion to Address the Community’s Challenges (Inferest
Group: Top-Down Proteomics), Audiforivm Room 2

10 Kahoot LC-MS Trivial Stress free fun about LC-MS, ASMS, and Minneapolis! (Interest Group: LCMS &
Related Topics), Auditorium Room 3

11 How to Kick Start Your Career in Academic er Mational/Federal Labs (part 1) (Interest Group: Young
Mass Spectrometrists), Room 107

12 Imaging M3: Opportunities for Artificial Inteligence and Machine Leaming (Interest Group: Imaging
ME), Room 102

13 Towards probability-based metabelite identification confidence (Independent), Room 103

14 HUPO Proteomics Standards Initiafive and ProteomeXchange for FAIR Biological MS {Independent),
Room 200 BC

15 Photoionization MS: How to Identify the Best Technigue for an Analyfical Problem? (Interest Group:
Photeionization MS), Room 200 DE

18 Recent Advances in ADME Biomarkers (Interest Group: DMPK), Room 200 FG

17 Visualizafion of Mass Spectrometry related data (Interest Group: Bicinformatics MS), Room 200 HI

7:00 - B:00 Pm

Seeciar Gar Hour Recermion sronsoren Y MOBILOM, Ballrom A
Reception immediately following the ASMS Diversity & Inclusion Commitiee’s evening workshop (see 05 above). All
are welcome fo attend. The goal is to foster networking among those inferested in issues of diversity and inclusion.

ArTER B8:00 FM

CorrPoORATE HosPITALITY SUITES AT HiLToN MINNEAFOLIS
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PROGRAM OVERVIEW

WEDNESDAY

7:00 am

CorroraTE BrEAKFAST SEMINARS, Convention Center and Hilton Minneapolis

8:30 - 10:30 am

ORraL SESSIONS

WOA am: Biotherapeutics: Proteins, Anfibodies, and Antibody/Drug Conjugates, Hall A

WOB am: Instrumentation: Innovative Separations Approaches Coupled to MS, Room L100

WOC am: Imaging: Pharmaceuticals, Metabolites, Lipids, and Glycans, Ballroom A

WOD am: Informatics: Metabolomics, Ballroom B

WOE am: Fundamentals: lon Siructures and Energetics (In Memory of Fred W. McLafferty), Audiforium
WOF am: Lipidomics: Targeted and Untargeted, Room 101

WOG am: Forensics: Innovations and Applications, Room 102

WOH am: Environmental: Innovative Approaches and Instrumentation, Room 103

10:30 am - 2:30 Pm

PosTER SEssioN AND ExHiBiTs, Wednesday Posters, Hall AB
Odd-number posters present: 10:30 - 11:30 am PLUS 12:30 — 2:30 pm
Even-number posters present: 10:30 am - 12:30 pm PLUS 1:30 - 2:30 pm

2:30 - 4:30 pm

ORraL SESSIONS

WA pm: Biotherapeutics: Characterization and Quantitation, Hall A

WOB pm: Instrumentation: Ambient lonization and Applications, Room L1060

WOC pm: Metabolomics: Untargeted Profiling, Baliroom A

WOD pm: Nucleiz Acids and Oligonuclectides, Baliroom B

WOE pm: Fundamentals Beyond Mass Analysis: Structural Characterization of Isomers, Auditonum
'WOF pm: Protein-Ligand and Protein-Protein Interactions, Room 101

WOG pm: Microbiome and Interactorne, Room 102

WOH pm: Vinuses and Virus-Like Particles, Room 103

4:45 - 5:30 P00

ASMS MeeTiNG, Hall A. Awards, board reports, wine, beer, soft drinks - and more!

5:45 - 7:00 Fm

Waonrksuors There are light refreshments in the foyers, 5:30 - 5:45 pm.

01 Current Landscape of High Throughput Sample Preparation in Quantitative MS (Independent),
Room L100

02 Multi-Aftribute Method (MAM): Mew Aspects in Development (Interest Group: Biotherapeutics),
Room M100 BC

03 Pericdic Table of Food Initiative: Engaging the Mass Spectrometry Community in the Development of a
Democratized Foodomics Technolegy Platform (Independent), Room M100 DE

04 Recent Advances in Oligonucleotides & Peptides Bioanalysis by Triple Quad and HRMS {Interest
Group: Regulated Bioanalysis), Audiforium Main

05 Efficient Analysis of Wastewater by Advanced Mass Spectrometry Techniques (Interest Group:
Envirenmental Applications), Avdifonum Room 1

08 Forensic Mass Spectral Technology: The Transition from Research to Practical Application (Interest
Group: Forensics & Homeland Security), Audiforivm Room 2

07 Data Independent Acquisition Goes Mainstream? (Inferest Group: Data Independent Acquisition),
Ballroom A

08 Single-cell proteomics: From Sample Preparation to Data Analysis (Independent), Balfroom B

08 How to Kick Start Your Career in Industry (part 2} (Interest Group: Young Mass Spectrometrists),
Raoom 101

10 Cannabis & Hemp Science: The Importance of Mass Spectrometry (Independent), Room 102

11 Characterizing Greatness: Celebrating Fred McLafferty (Independent), Room 103

12 Demaocratizing Metabolomics: Lessons leamned and future directions from US regional core facilities
{Interest Group: Metabolomics), Room 200 BC

13 Allyship: Embracing Diversity and Inclusion in Your Workplace (Interest Group: Career Development),
Room 200 DE

14 Cloud Resources for Proteomics Analysis (Independent), Room 200 FG

15 lon Maobility Spectrometry: What's nexi? (Interest Group: lon Mobility M3}, Room 200 H!

ArTer 8:00 P00

CorroratE HospiTaLiTy SuiTes ar HiLton MiNNEAPOLIS

Consult online planner or mobile app for detailed program.
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PROGRAM OVERVIEW

THURSDAY
7200 am | CorrorATE BrREAKFAST SEMINARS, Convention Center and Hilton Minneapolis

8:30 - 10:30 am | OraL SeESSIONS

ThQA am: Structural Biclogy, Hall A

ThOB am: lon Mobility: Instrumentation & Method Development. Room L100

ThOC am: Single Cell Omics, Ballroom A

ThOD am: Informatics: Data-Independent Acquisition and Mulfiplexing, Ballroom B

ThOE am: Fundamentals: Unconventicnal Approaches in M3 (Henoring R. Graham Cooks), Audiforium
ThOF am: Cancer Research, Room 101

ThOG am: Food Safety & Chemistry: Innovations, Room 102

ThOH am: High Throughput MS, Room 103

10:30 am - 2:30 pm | PosTER SESsiON AND ExmieiTs, Thursday Posters, Hall AB
Odd-number posters present: 10:30 - 11:30 am PLUS 12:30 — 2:30 pm
Even-number posters present: 10:30 am - 12:30 pm PLUS 1:30 — 2:30 pm

2:30 - 4:30 pm | OraL SESSIONS

ThOA pm: Top Down Protein Analysis, Hall A

ThOB pm: Imaging: Instrumentation & Method Development, Room L1030

ThQC pm: Clinical Analysis: Innovations, Ealiroom 4

ThOD pm: Infermatics: Innovations, Baillroom B

ThOE pm: Covalent Labeling and Cl ical G inking, AL

ThOF pm: Glycomics, Room 107

ThQG pm: Food Safety & Chemisiry: Foodomics, Allergens, Bacteria, Foods, and Supplements,
Reom 102

ThOH pm: Small Molecules: Structural Characterization and Quantfitation. Reom 103

4:45 - 5:30 pm | PLEnary LecTure, Hall A

Homo naledi and the Chamber of Secrets

Jeremy DeSilva
Dartmouth Colfege

6:30 — 10:30 pm | CLosing Event: Dinner & PurrLEXPeEriENCcE ConcerT, Hall D
Advance Purchase Ticket Required, Sales close at 12pm noon MONDAY (June 6).
Purchase your ticket online via Registration portal.
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POSTER OVERVIEW

Poster Presentation Schedule
Odd-number posters present: 10:30 am - 11:30 am PLUS 12:30 — 2:30 pm

E posters pi
MONDAY POSTERS

Set up all Monday posters
7:00 - 8:00 am

Odd-numbered posters present
10:30 - 11:30 am PLUS 12:30 - 2:30 pm

Even-numbered posters present
10:30 am - 12:30 pm PLUS 1:30 - 2:30 pmi

Remove all Monday posters
700 - 8:00 pm

Ambient lonization: Fundamentals

and Instrumentafion....._...__.. 001-008
Antibodies & Anibody Drug Conjugates. . 010-028
Brain and MNeurodegenerative

Disease Research

Data-Independent Acquisition
Drug DiscoveryDMPEIADME
Drug and Metabolite Analysis.
Educalim' Teaching M3 and Teaching
En\nmrlnen‘tal GEnElaI I
Environmental: Pharmaceuticals

and Pesficides......... . 152-160
E:ctranlables & Leachables.. . 181-167
Fu'l:l.ameni.als.. Fcnmallm and Slruuh.lra

of Big lons ... . 184108

Fundamentals: lon Spectroscopy. . 187-202

Fundamentals: Molecular Modeling / Guantum

Mechanical Calculations._.. SRRS——. | 1
FLl'll:I.arrlErrI.Eb_ Unmnl.lerrinnal.ﬂpprcad‘-es
HID Exchange: Protein Structure/Funciion . 210-228
Imaging MS: Pharmac=suficals, Metabolites,

Lipids and Glycans ... . 279-248

Informatics: Protein ID and Ql.lu'rlrﬁcalmn . 240-250

Informatics: Workflow and Data Management. . 280-280
Instrumentafion: Mini/Poriable/Fieldable MS........... 281-288
Ir i Mew Develc s in

Mass Analyzers . . 2808-702

. 283-317
- 318-335

lon Mability: Applications
LCMAS: Chromatography and S
Me‘tabnlnnics Targeted and Quantitative

Metabolomics: Untargeted Melah-ulie Fn:ﬂing I . 367-374
Peptides: Targeted and Quantitative Analysis -
Proteins: General and Membrane ..
Proteomics: Clinical Applications.

Viruses and Vinus-Like Particles ...

Consult online planner or mobile
app for detailed program.

: 10:30 am - 12:30 pm PLUS 1:30 — 2:30 pm

TUESDAY POSTERS

Set up all Tuesday posters
700 - B:00 am

Odd-numbered posters present
10:30 - 11:30 am PLUS 12:30 - 2:30 pm

Even-numbered posters present
10:30 am - 12:30 pm PLUS 1:30 - 2:30 pm

Remaove all Tuesday posters
7:00 - 8:00 pmi

Ambient lonization: Applications......__..
Antibodies & Antibody Drug Conjugates
Anfidoping. Cannabis, and Opicid Detection........... 033-041
Brain and Neurodegenerative Disease

Research ...
Erwimnmenlnl General Il
Food Safety & Chemlslry' Foodomics,

Allergens, Bacteria, Foods,

and Supplements | __ e 1024120
Fundarmentals: lanic Cluste Nammaherlals
and Catalysis........... SRRSO b |

Fundamentals: lonization ...
Fundamentals: Photodissociation..

12213
132-134
135-153

HID Exchange: Hardware, Software and
High Mass Accuracy/High Performance MS:

Applications and Instrumentation
Imaging M3: Disease Markers .........
Imaging MS: Pharmaceuticals, Metabolites,

Lipids and Glycans ... 182210
Industry: Trace Analysis, Guality Conlml

and Automnation ..
Informatics: I.i.llllnnlcs Irlte;gra‘hnn
Informatics: Peptide 1D and Quaniificafion
Instrumentation: New Concepts ...
Instrumentation: Mew Developments in
Instrumentation: New Dewelopmenls in

lonizafion and Sampling ..
lon Maobility: Applications 11
lon Maobility: Structure..
Isofope Labeling and Fluxcmlnﬁ Flppinahnns
LCMS: General ...
LC/MS: Sample FI'EFH-EIIM I....
Lipids: ID and Structural Analysis.
Lipids: Targeted and Quantitative Analysi
Metabolomics: Untargeted Metabolite Profiling
MNucleic Acids and Oligonuciectides ...
Peptlides: Identification and Fragmentation

Mechanisms ...
Peptides: PTM Identification
Proteins: Complexes/MNon-covalent Interactions..
Proteamics: Intact Proteins.
Proteamics: NewAppmac'.hﬁ
Single Call M5 _. -
Small Malecules: G .

e 154-168

188177
17813
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POSTER OVERVIEW

Poster Presentation Schedule
Odd-number posters present: 10:30 am - 11:30 am PLUS 12:30 — 2:30 pm
Even-number posters present: 10:30 am - 12:30 pm PLUS 1:30 — 2:30 pm

WEDNESDAY POSTERS

Set up all Wednesday posters
700 - 8:00 am

Odd-numbered posters present
10:30 - 11:30 am PLUS 12:30 - 2:30 pm

Even-numbered posters present
10:30 am - 12:30 pm PLUS 1:30 - 2:30 pm

Remove all Wednesday posters
700 - 8:00 pm

Artificial Intelligence in M3 Instrumentation
and Applications .
Biomarkers: Discovery
Biomarkers: Quantitafive Analysis |
Cancer Research
Clinical Analysis
Covalent Labeling and Chemical Crosslinking |
Drug Dismuery: Qualitative and Cuantitative
Food Safety & Chemlslrr FCIDle'I'IE:S
Allergens, Bacteria, Foods,
and Supplements Il ...
Fundamentals: lon Activaiion/Dissociation
Fundamentals: lon Structure/Energetics ...
Fundamentals: Metal lon Cationization
and Metal-Ligand Interactions
Glycoproteins |..
High Throughput M:
Imaging M3: Instrumentation.
Imaging M3: Method Development | .
Imaging: Spatially-Resclved Omics
Informatics: Metabolomics.
lon Mobility: General
LC/MAS: Sample Preparation
Lipids: Profile Analysis.
Metabalomics: General
Metabalomics: dentificafion of Unknown

Mucleic Acids and Oligonucleatides 11

Process Development MS

Frofeomics: Tep Dmm.Anﬂysts 1
Towicology...
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THURSDAY POSTERS

Set up all Thursday posters
7:00 - 8:00 am

Odd-numbered posters present
10:30 - 11:30 am PLUS 12:30 - 2:30 pm

Even bered posters
10:30 am - 12:30 pm PLUS 1:30 - 2:30 pm

Remove all Thursday posters
7:00 - 8:00 pm

Art, Archaeclegy & Paleontology.
Biomarkers: Discovery 1.
Biomarkers: Quantitative Analysis |
Biomolecular Structure Analysis: Chemical

‘Crosslinking and Covalent Labeling .
Cancer Research |1
Clinical Analysis 1.
Covalent Labeling and Chemical Crosshinking Il
Disease Biomarkers ...
Epigenetic Modifications
Food Safety: General .
Fundamentals: lon Molecule, lonflon, |t||'le|EHTBI'I Hera::iuns

183-182
Fundamentals: Matve M5 ... 170-175
Glycoproteins Il reemeemmeeennenneee 176-182

Imaging MS: Ccrnpu‘l.al]ond Melhods.

Software, and Analysis ...
Imaging M5: Method Development 11
Informatics: Algorithms and Statistical

Advanees............
Instrumentation: General
lon Mobility: FAIMS/TMS
lon Mobility: Fundamentals.
Lipids: General .
MALDI: Applications
MALDI: Innovation in Instrumentation

and Sampde Preparation....................cco.. 315-318
Metabolomics: Clinical Applications...

and M5 .

Plant Ehulnmrand Biotechnology ...
Protein Theiapeullcs Structural

Proteomics: Quaniitative 11 ..
Protecmics: Top Down Analysis



