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CAS Registry
Number

SMILES

Inch
Identifier

InChl Key

Human Metabolome Database: Showing metabocard for Latanoprost (HMDBO0014792)

130209-82-4

CC(C)OC(=0)CCCIC=C/C[C@H]1[C@@H|(0)C[C@S@H)(0)[C@@HN CC[C@@nO)/CCC1=cc=cc=C1

InChI=1S/C26H4005/c1 -19(2)3 1 -26(30)13-9-4-3-8-1 2-22-23(25(29) 18-24(22)28)17-16-21(27)15-14-20-10-6-5-7-11-20/n3,5-8,10-14,1 9.21-25,27-29H,4,9,12-18H2,1-2H3/b8-
3-t21-,22+,23+,24-25+/m0/s1

GGXICVAJURFBLW-CEYAHVGTSA-N

Chemica! Taxonomy

Description

Kingdom

Super Class
Class

Sub Class:
Direct Parent

Alternative
Parents

Substituents

Molecular
Framework

External
Descriptors

Ontology

Disposition

This compound belongs to the class of organic compounds knownasprostaglandins andrelated compounds. These are unsaturated carboxylic acids consisting of a 20 carbon s
also contains a five member ring, and are based uponthefatty acid arachidonic acid.

Organic compounds C3 (http://classyfire.wishartlab. com/tax_nodes/CO000000)

Lipids and lipid-like molecules ( (hitp://classyfire wishartlab.comitax_nodes/C00000412)
Fatty Acyls (7 (http://classyfire. wishartlab.com/tax_nodes/CO003909)

Eicosanoids C4 (http://classyfire.wishartlab.com/tax_nodes/C0000513)

Prostaglandins and related compounds C& (http.//classyfire wishartlab,com/tax_nodes/C0000514)

Fatty acid esters G (httpy/classyfire.wishartlab.com/tax_nodes/C0000324)
Cyclopentanals @ (http://classyfire, wishartlab. com/tax_nodes/C0002938)
Benzene and substituted derivatives (9 (http.//classyfire. wishartlab.com/tax_nodes/CO002279)
Cyclic alcohols and derivatives @ (http://classyfire.wishartlab.com/ax_nodes/C0001292)
Carboxylic acid esters C4 (http://classyfire.wishartlab.com/tax_nodes/C0001238)
Monocarboxylic acids and derivatives C (nttp:/classyfire wishartlab.com/tax_nodes/C0001137)
Organic oxides (4 (http://classyfire.wisharllab,com/tax_nodes/CO003940)
Hydrocarbon derivatives C3 (http://classyfire.wishartlab. com/tax_nodes/C0004 150)
Carbonyl compounds ( (hitp://classyfire. wishartlab.com/tax_nodes/C0001831)

Prostaglandin skeleton
Fatty acid ester
Monacyclic benzene moiety
Cyclopentanal
Benzenoid
Cyclic alcohol
Carboxylic acid ester
Secondary alcohol
Carboxylic acid derivative
Monocarboxylic acid or derivatives
Hydrocarbon derivative
Organic oxide
Alcohol
Carbonyl group
Organic oxygen compound
Organcoxygen compound
Aromatic homamonocyclic compound

Aromatic homomonocyclic compounds

carboxylic ester (CHEBI.6384 G (httpAwww ebiac. uk/chebi/searchid.de?chebild=CHEBI:6384))
prostaglandins Falpha (CHEBI;6384 C (http/www.ebi.ac. uk/chebi/searchid.do?chebild=CHEBI:6384))
triol (CHEBI:6384 G (httpswenw, ebi_ac.uk/chebi/searchid do?chebild=CHEBI:6384))

Route of exposure:
Enteral:

e Ingestion (/metabolite_ontology_terms/4903893)
Source:

a
Food (/metabolite_ontology_terms/4903892)

Biologicallocation:
Biofluid and excreta:

e Urine (/metabolite_ontology_terms/3407383)

© Blood (/metabolite_ontology_terms/3407384)
Call and elements:

° Extracellular (/metabolite_ontology_terms/3240349)
Subcellular.

s Membrane (/metabolite_ontology_terms/3240350)

s Cell membrane(/metabolite_ontology_terms/3674477)

« Cytoplasm (/metabolite_ontology_terms/3835947)
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Process Naturally occurring process.

Biological process:

Biochemical process:

® Lipid transport (/metabolite_ontology_terms/4903896)

2 Lipid metabolism (/metabolite_ontology_terms/4903897)

© Fatty acid metabolism (/metabolite_ontology_terms/4903898)
Chemical reaction:

© Lipid peroxidation (/metabolite_ontology_terms/4903895)
Biochemical pathway:

« Lipid metabolism pathway (/metabolite_ontologyterms/4903894)
Multicellular process:

o Inflammatory response (/metabalite_antology_terms/3835951)
© Immune response (/metabolite_ontolagy_terms/3835952)

Cellular process

® Cell signaling (/metabolite_ontology_terms/3449682)

Role Biologicalrole:

s Membrane stabilizer (/metabolite_ontology_terms/3674474)

» Energy source (/metabolite_ontology_terms/3674475)

® Energy storage (/metabolite_ontology_terms/3674476)

© Nutrient (/metabolite_ontology_terms/3835948)

e Inflammatory (/metabolite_ontology_terms/3835949)
Modulator

® Immunomodulatar (/metabolite_ontology_terms/3835950)
Industrial application;

® Drug {/metabolite_ontology_terms/3449680)

© Surfactant (/metabolite_ontology_terms/3674472)

e Emulsifier (/metabolite_ontology_terms/3674473)
Pharmaceutical industry

e Pharmaceutical (/metabolite_ontology_terms/3602520)

Cardiovascular drug

® Antihypertensive (/metabolite_ontology_terms/3449681)

Physical Properties

State Liquid

aia Property Value
Melting Point Not Available

Boiling Point Not Available

Water Solubility 0.013 giL

LogP 44

http://www.hmdb.ca/metabolites/HMDB0014792
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Reference

Not Available

Not Available

Not Available

Not Available
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Predicted
Properties

Spectra

Property

Water Solubility

lagP

log

logS

pKa (Strongest Acidic)

pKa (Strongest Basic)

Physiological Charge

Hydrogen Acceptor Count

Hydrogen Donor Count

Polar Surface Area

Ratatable Bond Count

Refractivity

Polarizability

Numberof Rings

Bioavailability

Rule of Five

GhoseFilter

Veber's Rule

MDOR4ike Rule

Human Metabolome Database: Showing metabocard for Latanoprost (HMDB0014792)

Value

0.013 g/L

4.16

3.98

45

14.47

86.99 A*

14

124.34 m?-mol*

50.71 A?

Yes

Yes

Yes

Yes

http://www.hmdb.ca/metabolites/HMDB0014792

IPR Page 4/7

Source

ALOGPS (http:/www.veclab.org/ab/alogps!)

ALOGPS(http:/www. vcclab, org/lab/alogps/)

ChemAxon (http://www.chemaxon,com/products/calculator-plugins/property-
predictors/#logp_logd)

ALOGPS (http:/Awww.veclab.org/ab/alogps/)

ChemAxon (http: (www. chemaxon.com/products/calculator-plugins/property-prec

ChemAxon(http. /www.chemaxon.com/products/calculator-plugins/property-prec

ChemAxon (hitp:/Awww.chemaxon.com/products/calculator-plugins/property-prec

ChemAxon (http:/Avwww.chemaxon.com/products/calculator-plugins/property-
calculations/#h_bond)

ChemAxon (hito://www.chemaxon.com/praducts/calculator-plugins/property-
calculations/#h_bond)

ChemAxon (http:www.chemaxon. com/products/calculator-plugins/property-
calculations##topolgical_surface)

ChemAxon (httpy/www chemaxon. com/products/calculator-plugins/property-
calculations/#topology_analysis)

ChemAxon (http://www. chemaxon.com/products/calculator-plugins/property-
calculations/#refractivity)

ChemAxon (http://www. chemaxon.com/products/calculator-plugins/molecular-
modelling/#polarization)

ChemAxon (httpwww. chemaxon.com/products/calculator-plugins/property-
calculations#Hopologyanalysis)

ChemAxon (httpy/www.chemaxon.com/products/calculator-plugins/molecular-
modelling/#polarization)

ChemAxon(httpviwww.chemaxon.com/praducts/calculatar-plugins/molecular-
modelling/#polarizatian)

ChemAxon (http:tiwww.chemaxon.com/products/calculater-plugins/molecular-
modelling/#polarization)

ChemaAxon (http./www.chemaxon.com/products/calculator-plugins/molecular-
modelling/#polarization)

ChemAxon (http:/Awww.chemaxon.com/products/calculator-plugins/molecular-
modelling/#polarizatian)
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Spectra Spectrum
Type Description

Splash Key

Predicted Predicted GC-MS
GC-MS splash10-00kf-5469500000-

Spectrum - GC-MS (Non- 3070e3312e2154427eeb
denvatized) - 7OeV,
Positive
(/spectra/c_msi17619)

Predicted Predicted GC-MS splash10-0011-7170196000-
GC-MS Spectrum - GC-MS (3 108246e3e734960ba6id

TMS) - 70eV, Positive
(/spectra/e_ms/40446)

Le- LC-MS/MS Spectrum - Splash10-052r-1958000000-
MS/MS LC-ESI-qTof , Positive o6S4c9459dbd5a20bSat

(/spectraims_ms/3743a4)

Le- LC-MS/MS Spectrum-,—splash10-052r-19Ss000000-
MS/MS positive

(spectra/ms_ms/450974)
089400459db45a20b9at

Predicted Predicted LC-MS/MS splash 10-014)-1019700000-
Le- Spectrum -10V, Positive ea3b09b676018f1597e8
MS/MS (/spectra/ms_ms/63027)

Predicted Predicted LC-MS/MS splashi0-03di-5119100000-
Lc- Spectrum - 20V, Positive 970c5bfecae331f19237
MS/MS (/spectraims_ms/63028)

Predicted Predicted LC-MS/MS splash10-03d)-9123000000-
Le- Spectrum -40¥V, Positive 71493bbb4bSe38e17db2
MS/MS (/spectra/ms_ms/63029)

Predicted Predicted LC-MS/MS splash10-053r-3002900000-
Lc- Spectrum - 10V, Negative 194e702a216b0d2dfe90
MS/MS ('spectra/ms_ms/119895)

Predicted Predicted LC-MS/MS splash 10-Oa4i-9104400000-
Le- Spectrum -20V, Negative dBcBOOcGeDbe22batcab
MS/MS. (/spectra/ms_ms/119896)
Predicted Predicted LC-MS/MS splasnh10-Oad4i-9001000000-
Le- Spectrum -40V, Negative d471d19421cS5af96709a
MS/MS Uspectra/ms_ms/119897)

Biological Properties
Cellular * Extracellular
Locations * Membrane

Biospecimen = Blood
Locations « Urine

Tissue Not Available
Locations

Pathways Not Available
Name SMPOB/Pathwhiz

Normal Concentrations

Biospecimen Status Value Age
Blood Expected but Not Availablenot

Quantified

Unne Expected but Not Available
not
Quantified

Abnormal Concentrations

Nat Available

Associated Disorders and Diseases

Disease None
References.

Associated None
OMIM IDs.

http://www.hmdb.ca/metabolites/HMDB0014792
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(http://splash.fiehniab.ucdavis,edu/)

Human Metabolome Database: Showing metabocard for Latanoprost (HMDBO01 4792)

View in MoNA C (httpu/mona fiehnlabucdavis edu/#/spectra/splash/splash 1 0-D0ki-5469500000-3070e3312¢

View in MoNA C4 (httpimona.fiehnlab_ucdavis, edu/#/spectra/splash/splash10-001I-7110196000-1092460367

View in MoNA CF (http Jimona.fiehniab.ucdavis.edu##/spectra/spiash/splash10-052r- 1 9S5B000000-c604c9459r

View in MoNA @ (http.imona.fiehnlab. ucdavis. edu/#/spectra/splash/splash10-052r-1$58000000-cag4c9459¢

View in MoNA @ (http:vim ona. fiehnlab.uedavis.edu/#/spectra/splash/splash1 0-014j-1019700000-ea3bO0obe7e

View in MoNA C (htip:/monafiehnlab uedavis edu/#/spectra/splash/splash10-O03di-5119100000-970cSbfecar

View in MoNA C (http./imona.fiehniab.ucdavis edu/#/spectra/splash/splash10-03dI-9123000000-71493bbb4t

View in MoNA C4 (httpuimona.fienniab.ucdavis edu/#/spectra/splash/splash10-053r-3002900000-19de702a2"

View in MoNA (3 (http:imonafiehniab.ucdavis. edu/#/spectra/splash/splash10-Qa4i-9104400000-dac800cheC

View in MoNA (4 (http://mona.fiehnlab.ucdavis edu/f/spectra/splash/splash10-Dadi-9001 000000-d471d19427

Sex
Not
Available

Not
Available

KEGG

Condition Reference Details

Taking 21059682 CF (htip:Mw. ncbinim.nih.gowpubmed/21059682)|@& (iconcentr.drug
identified
by
DrugBank
entry
DBOO8S4

Taking 24059662 C3 (http:/www.nebi.nim.nih govipubmed/210596a2) [fe (iconcente.drug
identified
by
DrugBank
entry
Deooss4
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