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CA5 Registry 130209-824
Number

SMILES CCEC}OCi=0]CCC\C=CJC[C@H]‘t[C@.H]lD]CIC@@H1EO}[C@@H]1 ocic.@uiioicoc1 =cc=cc=c1

lnChI lnC hl=1SJCZSH4DOSIC1-19E2)31-25{30}13-94-3-8-12—22-23f25{29)1E-24E22)28)1T-16-21i2n15-14-20-10-6 -5-?—11v2fll'h3.5kfl.1041.19.21-252129 H .4 .9. 12—15H 2. 1‘2 Hillbfi-
Identifier 3-i'l21 -,22 +,23+,24-,25+lm01‘51

Inchl Kay GGXICVAJURFELWVCEYXHVGTSA-N

Chemical Taxonorny

Description This compound belongs to the class of organic compounds known as prostaglandins and related compounds These are unsaturated carboxylic acids consisting of a 20 carbon 5
also contains alive member ring, and are based upon the telly aoid arachrdnnii: ECld.

Kingdom Organic compounds (34' (nun:Ilclassyflrewisnertlab.oomllax_nodeleDOUDDOD}

Super Class Lipids and lipid-Ilka molecules U [hllp.ffclassy‘iire wisharllab comltax_nodeslt30000012]
Class Fatty Ac'yla r5 (http:ilclassylire.wisl1artlab :omllax_nodesl00003909]

sub Class Eicosanoids I3 {htlpflclassyfirewisnanlaboomlrexanodesi’COUDDS‘l 3]

Direct Parent Pmstaglandins and relaled compounds [3 (hllp ”classyfire.wisl'iartlab.coml‘lax_nodesiCUD[JDSl4}

Alternative - Fatty acid esters 3 [http .liclassyfire.Wisnanlao.comnax_nodesicm003243i
Parents - Cyclopentanolsfi' (htlpflclassyfire wisharllab oomllax_nodale00029381

. Benzene and substituted derivativesG (htlp‘ilolassyiire wishedlab.comllax'nodeslcooofli’gJ
- Cyclic alcohols and derivatives I3 Ehtlp:lfclassyfire.w4sharllab oomflax_nodeleDUCl1292J
- Carboxylio acid eslers G [http:floiassytire.wisharllab comilaxjodeleDDUtEElB)
- Monooarooxylic acids and derivalives G (nllleclassyfim wishanlab oornltax_nodesi‘CDDm 1 37)
. Organic oxides E5 [hlto'llclassylirewishanlab oomitaLnodosi‘CDODSQtlD}
- Hydrocarbon oenvalivee C5 (hup Jlolassylirewishartiao.oomltex_nodesrCDDD-115m
- Carbonyl compounds [5' (hllp tlclassylireiwishartlab comrlax_l'lodesl‘CDDDl E31)

Substituonta - Proslaglandin skeleton
I Fall}! acid ester
- Monocyolic benzene moiety
- Cyclooantanol
- Benzenoid
- Cyclic alcohol
- Carboxylio anid esler
. Seoondaryaloohol
. Carbozylio aCid derivative
- Monooarboxylio acid or denvalives
- Hydrocarbon derivative
. Organic OXide
. Alcohol
. Carbonyl group
- Organic oxygen compound
- Organuoxygeri compound
- Aromatic homomonooyclio compound

Molecular Aromatic hcnnornonooydic compounds
Framework

External - cerboxylic ester {CHEBI 6354 U [ntlp liwww abiaoukl'chabifseercnld.do?chebild=CHEBl:BBE4ll
Descriptors - oroslaglandins Faloha (CHEBI:E3E4 G {nltolmvwebiaouki'd'ienilsearcnlddmct'ieoild=CHEBI 638.4}:

I trial {CHEBI:6334 G (htlpflwww.Ebi.al:.uk.i‘chebi.faearchid dUGmahildifll-IEBI'EGSAJ)

Ontology

Disposition Route ol exposure:
EI'Ileral

a ingestion 1:lmatabolile_oriloiogy_lorm#4903593]
Source:

u Food [i’meIaboIile_onloiogy_lermsf4903892l

Biological localion:
Eliol'luid and excreta.

n Urine [lmetabolile_onlology_larmslst107383J

a Blood [Emelabolile_ontology_larmsla40?3a4]
Cell and elements.

a Extracellular (lmelabolits_ontology_termsl324u349)
Suhcellular.

a Membrane Urnelabullleionlulogy_lerrnsl3240350}

a Cell membrane (ifrnataboIita_onlology_lermsl36?d4?7J

a Cytoplasm iFmelaboiite_onlology_lermsl353594?J

htlpzlimnrw.hmdb.calmetaboliteslHMDBlJm 4792 2f?
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Process Naturally occurring process.

Elnlugacal process.

Biochgumical process:

a Lipid transport Urnataboliie_anlnlagy_terrn949038961

a mid meiaboiism (imetabolilejntolngyiterrnsMQUsBQTJ

a Fatty acn‘l mataballsm (Metabalala_uniology_isrmsMQOBSQB]
Chamicai reaciion'

u Lipid peroxidaiinn i:mataDoltle_oniolongarmsMBO'o‘BQS)
Biochemical palhway.

u Lipid melabolism pathway {rmelaboiilejntolngyitermsi4903594!
Multlwilular pracess:

u Irifiarnmalury response (irnelabolile_aniolngyilerm#3835951J
a Immune response Um 31a inoiite_nnlolugy_termsi3335952J

Cellular pIDCESS

a Ceil signaling [1mBiaboliie_onlology_term56449652)

Role BiDiDgical role,

a Membrane stabilizer [1m elaboiile_ontalagyilerrn513514474)

Energy source {fmstabnlite_nntoingy_lerrn58674475)
n

EHBFQ! storage UmBtaballtLuniologLiern-i 335744 ?B]

Nuinant Urn elabolite_unluiogy_lann 913835948]
a

lmflammaiury (rmeiaboliie_ontolngy_lann5.6335949)
Modulalar

n Immunurnoduiaiur(rmeiabnlHa_uniulogy'lemsi3335950}
Industrial appilcalion.

a Drug {.imetabolrle_nntnlngy_tarmsa'344963D)

a Suflaclant [rmaIabal:IeAnntnlnngErmsFESMHZi

u Emulsriiar (frneiabuiitewontolnghlerrnsf3674473}
Pharmaceutical industry

a Pharmacaulical [lmelabn|iie_nniuiugy_lemis.i3602520]

Cardaava snular drug

I: Anuhyparlenswe Um ela baliie_unlology_lerm5134t19581J

Physical Properties

Stain Liquid

:::::r:?::tal Properly Value
Maitlng Pow-I1 Nol Avaiiable

Bailing Poini NDI Availabie

Water Solubiiily 0.013 giL

LngP 4.4

httpji‘mwmhmdncaimeiabaiiie s!HMDBUU1 4792
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Reference

N01 Avaliable

N01 Avaiiabia

Nui Avaiiable

Nul Avaiiable
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Predicted
Properties

Spectra

Property

Water Solubilityr

logF’

logP

logs

pKa (Strongest Acidic)

pKa [Slmnge sl Basic}

Physaolagacal Charge

Hydrogen Acceptor Counl

Hyurngen Donor Cnun:

Polar SUI-lace Area

Rmalable Bond Count

Rafraclivily

Polarizabilily

Number of Rings

Bloavallablllty

Rule ml Five

Ghose Fuller

Veber‘s Rule

MDDR—like Rule

Human Melaholome Database: Showlng metabocard for Latanoprosi (HMDBOU14792)

Value

0013 gl‘L

4.16

3.98

45

1447

85.99 A?

14

124.34 "1"le ‘

50 71 A‘

YES

Yes

Yes

Yes

hltp:la'wwwhmdbLarmeiabolitesr‘HMDBOO14792
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Source

ALOGPS (blip-3W.vcclaborgrlanralngpsl}

ALO G PS (hllp #www. vcclab orgflahralogpsl}

ChemAxon lhllp .iMw'Nfihemaxnn.cam{producI5H:alculaluripluginslpropeny-
pradiclorslallogp_logd)

ALOGPS lhttp limycclab orgflablalugusn

ChemAxon [Httpflwwwnnemamn comrprodudsfoalcuIatcr-pluginsrprcpeny-prat

ChemAxun [htlpflwww chamaxnn mmfproduclsrcalcuIainr-pluginsl‘property-pret

ChsmAxan [hltpflwmmhemaxun cuminraducl5}:aSculaloripluginsrpropeny—prec

CnemAxon [http:lmwchamaxon cumliproduct5lcalcula'lur-piuganslproparly-
calwlalionsflhjond)

ChamAxon {htlpflwwwphem axon camfproducisdcalwlatorpluginsinmparly-
calculationsmnjond)

ChemAxun lhflp waw chemaxon cumlpmduclsicalculalor—pluglnslprapefly-
calculatiansmopnlglcalksurface)

C hemAxun (hltp Nwww chemaxon corn lprnduclslcalculator'pluginsfpruperty-
calculalia-nsimnpaingLanalySIs]

ChemAxon (hflpJMww‘chemaxoncomlprududslnalmlamr—pluginslproperty-
mlmlatinnsmrafiaclivity]

ChemAxan{mlp:l‘lwwwchamaxan.cam1produclsfcaIcuEalor-pluginsrmolecular-
modellingh'lpulanzalion}

Cl-yemAxan [minim-w chamaxnn.mmlproductslcalculainr-plugInslproperly-
calculallnnsfmopolugLanaIySis}

ChemAmn :hltp'flwww.chemaxunLumlproducisfcalwlainr—pluglnslmoleculari
madallingwpolarlzallona

CnemAxun (htlpflwwwnhern axun.cum!pruduclsfcalculalar—plugmslmolecular-
modellingmpolarizallon]

Chernnxnn (htlp:flwww.chemaxon cumIpmfluclsrcalculalor-plugmslmniecuiar—
modalhngflpolarizaitun}

ChemAxon lhnp.erw.cnemaxon.oomrpruduc'lsrcalculator-pIuginst‘malaculax-
modellingfflpalarizalion)

ChemAxon (hllp 1W£hemaxon comrprodumslcalculalor-plugnnslmolsnular-
modelllngmpalarizaliun]
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Spectra Spectrum
Type
Predicted
GC~MS

Pmflimfl
GEMS

LC-
MSFMS

LC—
MSJMS

Predicted
LC-
MSi'MS

Predicted
LC-
MSI'MS

Predict-d
LC-
MSFMS

Predicted
LC-
MSIMS

Predict!!!
LC-
MSIMS
Predicted
LG-
MSI‘MS

Biological Pmpartiss

Human Metabolome Database: Showing melabocard for Laianuprost (HMDBDOi 4?in

Dascfiplinn
Predicted GCaMS
Spadrum - GC-MS (Nun-
dznvauzad) - meV.
Positive
iispe:lrai:_msi1?619]
Prediaed GCVMS
Spectrum - GC—MS :3
TMB) - 702V. Pusiijve
(rspmrai‘grn 340446:

LC-MSP‘MS Spectrum 7
LC~ESi-qToi. Pnsitive
lispecliaimsjnsi'fl M 384:

LC-MSNS Spectmm - ‘
pusitive
lispeclraimswmsMSfl‘JM]
Predicled LC-MSIMS
Spectrum - 1W. Festive
[Ispactraims_msl$302?i
Prafiicteu LCVMSIME
Spadmm - 20V. Fosilwa
{Ispactrai'mLmsiBsDZBi
Predicted LC-MSIMS
Spectrum - 40V. Positive
(Especlrsrms_ms.i63u291
Predicted LC-MSFMS
Spectrum - 1W Negative
tispecirarms_msiiigi395)
Predicted LC-MSFMS
Speculum -2IN, Negative
{tspeciraim5_m9119396)
Predicted LQMSEMS
Spectrum - 40V. Neaalwa
ifspeclrarm3_m51119597i

Cellular - Exlracelluiar
Locations . Membrane

Biospaclmen . Blccd
Locations . Urine

Tissue Not Available
Locations

Pathways Nol Availabie
Name

Norm ai Concentrations

Biospaciman Status
Blond

UHHB

Abnurrnal Concentrations

Wine

Expected but
not
Quantified

Expected bui
no!
Quantified

Nut Avaiiahle

Associated Disorders and Diseases

Disease None
References

Associated Nona
DMIM ID:

http:vaw.hmclb.caimelahoiitesiHM 1330014792
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Splash Kay
[hrlp Lflsplas h.fiehnlah.ucdavla.eduil
splash10-ka-54695000D0—
3070333122215442232-13

spiaah1fl-001I-711019600U‘
10924 6232?“ Bfiflbafifd

splashiD-OSZr—1QEBODODOU-
c59469¢59db45a20h93i

Splashifl-D52r-1858EJDDUDCL
6694:945961'34532013931

splashiuAmdj-i 0197DOUOU-
933105867661 an 597%

splash‘lD-O3di-51151DDBDD-
QTDGShiecaEEMHQZET

splashi G—Dldl-Qi ZSDOUOUG
11493th 95035517de

splash1 Dvflfiar-EDUZ announ-
1945702a216b0d2df590

splasniO-Uadi-m 04400000-
dficfioflcfieflbaflbaflcfib

sprash 1 again—9am DOUUDO‘
d471 :11 94216551967093

SM PD BfPathwhiz

Age
Not Malia his

Not Avaiiahia

Vigw in Mu NA 3 thttpflmuna fiehnlab.ucdavis eduifiispemfsplashfsplashiD-Dflki-EadESSUDUDU-SDYDeSSi 2k

View in Mama 6 [hlip'iimona fiehniabucuavis.snuifiispec‘tratsplashispdaah1U-GU1i-7110196000-109246a33i

View in MONA f3 (htlp Jimunsfiehnlahuodavis.Edumspeclra'spiashisplashICI-El52r-i BEBDODODD-cfigtlchlSBt

View in Mn HA I!" il'mp‘Hmonafiehnianucdavts edumispectraispiasnisprash10-EI52r-1osauuuouwcsgdcsdset

View Iri MONA U :nttp inn one.fiei'lnlab.uodavis.eduii'tlspectrai'spiasni‘splashiM14j-1fl1BYDDUeD-eaiibosbsi'i

\Jiaw in MONA l3 [hlipnffmona.fienniah.ucdavis equpactiajspiashfaplaahi D-OEdLSflQ‘IDGDOD-Q'mcfzhferal

View IN MONA G (hflpii'fmona fiehniabucdavi: aflmrspecimispiashl‘splashio-DSdJ-Eli 23UODDUD—T1493Dbb4l

View in Mom 3 thilpiflmonaflahnlab undams edumispaclraisplashisplashiB-DESr—SDUQQGUDUD-194em232'

View In M DNA [3 :th Jim a na .lieh nl ab. umavis edumispectwspiasnispl as!“ onwawunonoo-uacmuwac

View an MoNA L'i [hlip.'.lfmona.fiehnlanucdavis edmfspeciraispiashisplashiB-Dadi-BflOiDDODOD-dlfii man'-

Slat
Nut
Avaiiahle

Not
Availabia

KEGG

canal ihnn Rafarenue III-tails

Taking 21059632 Emilpflwww nmmlm.r‘iihgovipubmedfl1059582] 0 “Duncan”.dmg
idanlifiad
DY
Dnglank
entry
13300654

Taking
drug
idenlified
by
DrugBani:
anlnr
DED0554

ZEDSBGBZ U {http:h’www I'chmtrnniii guvipubmedi'Zi 059652) 9 (Iccnggnll.
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