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Association of North
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September 14 — September 16, 202 g
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(NOS!): National Cancer Institute Announcement 2
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Revision and Administrative Supplements on
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@NIHgrants bit ly/2yTysku #COV

MANA Confere

September 23 @ 8:00 am - September
25 @ 5:00 pm

Metabolomics Info

Notice of National Cancer Instiute (NCI)
Participation in PA-18-935 Urgent Competitve
Revision to Existing NIH Grants and Cooperative th
Agreements (Urgent Supplement - Clinical Trial
Optional) #funding @NIHgrants bit.ly/2UQHDKX October 7

5:00 pm

00 am - October 9 @
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Facilitating science through community

People Publications Projects Studies Organizations Tools
1394 33584 852 122 1492 181

& Person Spotlight

Richard A Yost is an American scientist. He is a Professor and Head of Analytical Chemistry at the
University of Flonda He received his BS degree in Chemistry in 1974 from the University of Arizona,
having research in hy with Mike Burke and his
PhD degree in Analytical Chemistry in 1979 from Michigan State University, having performed
graduate research with Professor Chris Enke. He then joined the faculty of the University of Florida.
He is the dlreclar of the h Center for ics (SECIM) and of NIH's
Consortium Ct inating Center (M3C). He is also a Professor of Pathology at both

the University of Florida and the University of Utah/ARUP.

People Portal About Events Contact NIH Consortium

Rick Yost

Latest Publications

Current in ion and ion for
motor cranial nerve injuries.
2020-09-01 Eva Feldman

Dietary influence on central nervous system myelin production, injury,
and regeneration.
2020-07-01 Isobel Scarisbrick

A community-built calibration system: The case study of quantification
of metabolites in grape juice by gNMR spectroscopy.
2020-07-01 Panteleimon Takis

Individualized metabolomics: opportunities and challenges.
2020-06-25 Biswapriya Misra

Erratum: Expression of Human ACE2 in Lactobacillus and Beneficial
Effects in Diabetic Retinopathy in Mice.
2020-06-12 Mohan Raizada

PharmGKB summary: lamotrigine pathway, pharmacokinetics and
pharmacodynamics.
2020-06-01 Jatinder Lamba

Obese Adolescents With PCOS Have Anered B|od|versny and Relative

2020~06-01 Melanie Green

Dietary contributions to increased background lead, mercury, and
cadmium in 9-11 Year old children: Accounting for racial differences.
2020-06-01 Kestutis Bendinskas

Latest Studies

Effect of high-fat diet and bile acid treatment on serum and tissue
lipidomes in mice
3/25/2020 QIMR Berghofer Medical Research Institute

§S-31 and NMN: Two Paths to Improve Metabolism and Function in
Aged Hearts
3/17/2020 University of Washington

Multiparous and Primiparous Simmental Dairy Cows
3/15/2020 Institute of Animal Nutrition and Functional Plant
Compounds

Mitochondrial Lipid Profiles in Traumatic Optic Neuropathy
3/8/2020 University of Miami

Untargeted lipidome changes in Chlamydomonas reinhardtii treated
with small mol containing
3/8/2020 University of Nebraska-Lincoln

Effect of high-fat diet on serum lipidome in mice
3/1/2020 QIMR Berghofer Medical Research Institute

Maternal adiposity alters the human milk metabolome: a link between
non-glucose monosaccharides and infant adiposity
2/24/2020 University of California, Davis

geting azif ycin-lik as antil ials with dual

modality
2/5/2020 Monash University

Metabolite expression in liver after early life exposure to an endocrine
AR PR P ¢ T R SO PR T Y



( & peopl info/people.html

<)
People  Publications  Projects  Studies  Organjfations  Tools  Help
People
28

Q $farch

Institute /

Show fewer Uncheck all

University of Michigan 89
University of Florida 71
Mayo Clinic 33

University of California, Davis
20

University of North Carolina
15

University of Kentucky 11
Emory University 11
Vanderbilt University 10
University of California, San
Diego 9

RTl International 8

New York University 7
University of Washington 7
Pacific Northwest National
Laboratory 6

Colorado State University 6
University of Colorado, Denver

Georgia Institute of
Technology 5

Texas A&M University 5
Pennsylvania State University
5

University of Missouri 4
North Carolina State University

Huazhong Agricultural
University 4

University of Alabama,
Birmingham 4

Baylor College of Medicine 4
Georgetown University 4
University of Georgia 4
Washington University, St.
Louis 3

Harvard School of Public
Health 3

University of Minnesota 3
Monash University 3

Purdue University 3
University of Chicago 3
University of British Columbia
3

Wake Forest University 3
University of Nebraska-Lincoln
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Sang-Joon Ahn
&b University of Florida

B

Ali Babar
&b University of Florida

Nicole Benda
b University of Florida

Neha Bhise
#fh University of Florida

Samantha Brooks
b University of Florida

Olivia Carney
&b University of Florida

Clendinen Chaevien
b University of Florida

Casey Chamberlain
&b University of Florida

Chao Chen
b University of Florida
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Richard Yost
& University of Florida
A Chemistry

& Yost Laboratory
& Chemistry Lab Building
B Dept. of Chemistry/SECIM
& Biomedical Mass Spectrometry Lab

& ryost@ufl.edu
o) 392-352-0557

Overview

Collaborators

Data from the Metabolomics Workbench®

Projects

Data from the Metabolomics Workbench®

Publications
Data from PubMed®

Richard A Yost is an American scientist. He is a Professor and Head of Analytical
Chemistry at the University of Florida. He received his BS degree in Chemistry in
1974 from the University of Arizona, having performed undergraduate research in
chromatography with Professor Mike Burke and his PhD degree in Analytical
Chemistry in 1979 from Michigan State University, having performed graduate
research with Professor Chris Enke. He then joined the faculty of the University of
Florida.

He is the director of the (SECIM) and
of NIH's ics C Center (M3C). Heis also a
Professor of Pathology at both the University of Florida and the University of
Utah/ARUP.

Center for
A ording

Elizabeth Dhummakupt
Arthur Edison

Timothy Garrett

Emily Gill

Jeremy Koelmel
Allison Levy

Rainey Patterson
Gregory Stupp

Hiroshi Tsugawa
Candice Ulmer

Vasilis Vasiliou

Direct Analysis of Dried Blood Spots by Mass Spectrometry

Mammalian Suspension-Cultured Cellular Metabolomics Workflow

analysis of
Steatohepatitis in mice and humans

ic Fatty Liver Disease and Nonalcoholic

Tuthill, BF, Searcy, LA, Yost, RA., LP. (2020). Ti pecific analysis
of lipid species in Drosophila during overnutrition by UHPLC-MS/MS and MALDI-
MSI. Journal Of Lipid Research, 61(3), 275-290. doi:10.1194/jIr.RA119000198 =z
2020

Wei, MS., Kemperman, RHJ., Palumbo, MA., Yost, RA. (2020). Separation of
Structurally Similar Anabolic Steroids as Cation Adducts in FAIMS-MS. Journal Of




Triple Pattern Fragments




Subject Predicate Object



TPF is a queryable
Linked Data interface



http://openvivo.org/tpf/core
?subject=
http://openvivo.org/a/orcid0000-0002-1304-8447
&predicate=
&object=
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[ Not Secure — openvivo.org/tpf/core?subject=http%3A%2F%2Fopenvivo.or CJ

Linked Data Fragments Server

Core

Query core by triple pattern

subject:
predicate:

object:

Find matching triples

H#LD

Linked Data Fragments

http://openvivo.org/a/orcid0000-0002-1304-8447

Matches in core for { <http://openvivo.org/a/orcid0000-0002-1304-8447> ?p ?0 }
Showing triples 1 to 100 of + 215 with 100 triples per page.  next
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Web Server

Firewall

VIVO (Production) VIVO (Staging)

Admin



Apache HTTP Server

ProxyPass /tpf
/ohotos

Mm3c-web
tpfs

M3C-proxy



m3c-web

Plain JavaScript, HTML, CSS
tpf.js - TPF JavaScript library
Caches requests by URI



MJ3C-proxy

TypeScript

Server-side caching of TPF requests



‘ VIVO x2)

VIVO
Apache HTTP Server

MariaDB
(TPF) Server.java
Jena sdb{load,dump}

m3c-tools
PostgreSQL
Python Flask



Mm3c-tools

Python 3
Imports data and publications
Cenerates triples

Serves administrative website






Open-source software

CC-0 licensed data



Links

People Portal https://poeople.metabolomics.info/

TPF endpoint https:/people.metabolomics.info/tpf/core/

Data exports https://people.metabolomics.info/data/

TPF client https://github.com/ctsit/tpf/
m3c-web https://github.com/ctsit/m3c-web/
m3c-tools https://github.com/ctsit/m3c-tools/

M3C-proxy https:/github.com/ctsit/m3c-proxy/

Ontology https:/aithub.com/ctsit/metabolomics_ontology/



https://people.metabolomics.info/
https://people.metabolomics.info/tpf/core/
https://people.metabolomics.info/data/
https://github.com/ctsit/tpf/
https://github.com/ctsit/m3c-web/
https://github.com/ctsit/m3c-tools/
https://github.com/ctsit/m3c-proxy/
https://github.com/ctsit/metabolomics_ontology/
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Our data is sourced from:
[ ]

The Metabolomics Workbench (https:/www.metabolomicsworkbench.org/)
e PubMed (https:/oubmed.gov)

Metabolomics Tools Wiki (https://raspicer.qgithub.io/MetabolomicsTools/)



https://projectreporter.nih.gov/project_info_description.cfm?aid=9589555&icde=42187027&ddparam=&ddvalue=&ddsub=&cr=3&csb=default&cs=ASC&pball=
https://commonfund.nih.gov/metabolomics
https://commonfund.nih.gov/metabolomics
https://www.metabolomicsworkbench.org/
https://pubmed.gov
https://raspicer.github.io/MetabolomicsTools/

More Links!

TPF Specification
https://linkeddatafragments.org/specification/triple-pattern-fragments/

N-Triples Specification
https:/Mww.w3.0ra/TR/n-triples/

W3C's Linked Data Description
https:/Mwww.w3.org/standards/semanticweb/data



https://linkeddatafragments.org/specification/triple-pattern-fragments/
https://www.w3.org/TR/n-triples/
https://www.w3.org/standards/semanticweb/data

Thank youl!
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