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2 Names and ldentifiers ®a
2.1 Computed Descriptors @
2.1.11UPAC Name ®

4-bromo-5-(7-heptan-4-yl-2,5-dimethylpyrazolo[1,5-a]lpyrimidin-3-yl)-2-(2-methyl-1,2,4-triazol-3-yl)-1,3-
thiazole

Computed by Lexichem TK 2.7.0 (PubChem release 2024.11.20)

» PubChem

2.1.2 InChl ®v

InChl=1S/C21H26BrN7S/c1-6-8-14(9-7-2)15-10-12(3)25-19-16(13(4)27-29(15)19)17-18(22)26-21(30-
17)20-23-11-24-28(20)5/h10-11,14H,6-9H2,1-5H3
Computed by InChl 1.07.0 (PubChem release 2024.11.20)

» PubChem

2.1.3 InChIKey Ol

RXMJMPNRLIALPQ-UHFFFAOYSA-N
Computed by InChl 1.07.0 (PubChem release 2024.11.20)

» PubChem

2.1.4 SMILES ®C

CCCC(CCO)C1=CC(=NC2=C(C(=NN12)C)C3=C(N=C(S3)C4=NC=NN4C)Br)C
Computed by OEChem 2.3.0 (PubChem release 2024.12.12)

» PubChem

2.2 Molecular Formula ®C

CoqHoeBrN7S
Computed by PubChem 2.2 (PubChem release 2024.11.20)

» PubChem
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2.3 Synonyms Ol
2.3.1 Depositor-Supplied Synonyms Ol
SCHEMBL2495431

RXMJMPNRLIALPQ-UHFFFAOYSA-N

3-[4-Bromo-2-(2-methyl-2H-[1,2,4]triazol-3-yl)-thiazol-5-yl]-2,5-dimethyl-7-(1-propyl-butyl)-pyrazolo[1,5-

a]pyrimidine

» PubChem

3 Chemical and Physical Properties

3.1 Computed Properties

Property Name Property Value Reference

electriet Hedgmel (e e stod 120
o e s ety
rycrogen fond enor Count 0 (Chem eest 20241120
Hydrogen Bond Acceptor Count 6 :;Our;s::: 23;;2:‘2’25441811230 )
Rotatable Bond Count 7 Computed by Cactvs 3.4.8.18

Exact Mass

Moneisotopic Mass

487.11538 Da

487.11538 Da

(PubChem release 2024.11.20)

Computed by PubChem 2.2
(PubChem release 2024.11.20)

Computed by PubChem 2.2
(PubChem release 2024.11.20)

Computed by Cactvs 3.4.8.18

H 2
Topological Polar Surface Area 102 A’ (PubChem release 2024.11.20)
Heavy Atom Count 30 Computed by PubChem
Formal Charge 0 Computed by PubChem
. Computed by Cactvs 3.4.8.18
Complexity 565 (PubChem release 2024.11.20)
Isotope Atom Count 0 Computed by PubChem
Defined Atom Stereocenter Count 0 Computed by PubChem
Undefined Atom Stereocenter Count 0 Computed by PubChem
Defined Bond Stereocenter Count 0 Computed by PubChem
Undefined Bond Stereocenter Count 0 Computed by PubChem
Covalently-Bonded Unit Count 1 Computed by PubChem
- Computed by PubChem (release
Compound Is Canonicalized Yes 2019.01.04)
» PubChem
4 Related Records ® Qg
4.1 Related Compounds with Annotation ®c

Follow these links to do a live 2D search or do a live 3D search for this compound, sorted by annotation
score. This section is deprecated (see the neighbor discontinuation help page for details), but these live

search links provide equivalent functionality to the table that was previously shown here.

» PubChem
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4.2 Related Compounds @c

Same Parent, Exact Count 2

Mixtures, Components, and
Neutralized Forms Count

Similar Compounds (2D) View in PubChem Search
Similar Conformers (3D) View in PubChem Search
» PubChem
4.3 Substances ®v
4.3.1 Related Substances ®C
All Count 10
Same Count 8
Mixture Count 2
» PubChem
4.3.2 Substances by Category Ol
4 categories ¥ Download

Curation Efforts (1) —
SureChEMBL (Curation Efforts, Research and Development)

PubChem SID: 228601570 External ID: SCHEMBL2495431
Governmental Organizations (1) —
PATENTSCOPE (WIPO)

PubChem SID: 392219483 External ID: RXMJMPNRLIALPQ-UHFFFAOYSA-N
Research and Development (3) -

Google Patents
PubChem SID: 421732692 External ID: 12905981

IBM
PubChem SID: 245373077 External ID: 67562F8ASE1ECTAT77B517B83ES35AFF

SureChEMBL (Curation Efforts, Research and Development)
PubChem SID: 228601570 External ID: SCHEMBL2495431
Legacy Depositors (4) -

DiscoveryGate (Subscription Services)
PubChem SID: 56172674 External ID: 24758885

NextMove Software (Curation Efforts, Research and Development)
PubChem SID: 224423184 External ID: RXMJMPNRLIALPQ-UHFFFAQYSA-N

SCRIPDB (Research and Development)
PubChem SID: 141084511 External ID: US20100222339A1-20100902-C00018_1

Thomson Pharma (Journal Publishers, Subscription Services)

PubChem SID: 49662710 External ID: 02544640

» PubChem
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5.1 Depositor-Supplied Patent Identifiers @c
36 items i Download
Search SORTBY Priority Date - Most Recent v

Methods and compositions for treating polycystic ovary syndrome
Publication Number: US-11858932-B2
Priority Date: 2020-08-12  Grant Date: 2024-01-02

Methods and compositions for treating polycystic ovary syndrome
Publication Number: KR-20240023691-A
Priority Date: 2020-08-12

Methods and compositions for treating polycystic ovary syndrome
Publication Number: US-12098152-B2
Priority Date: 2020-08-12  Grant Date: 2024-09-24

Methods and compositions for treating polycystic ovary syndrome
Publication Number: EP-4175572-A1
Priority Date: 2020-08-12

Methods and compositions for treating polycystic ovary syndrome
Publication Number: W0-2022036123-A1
Priority Date: 2020-08-12

& First < Previous Page 1 of 8 Next > Last »»

» PubChem

Link to all deposited patent identifiers

» PubChem

5.2 WIPO PATENTSCOPE ®C

Patents are available for this chemical structure:
https://patentscope.wipo.int/search/en/resultjsf?inchikey=RXMJMPNRLIALPQ-UHFFFAOYSA-N

» PATENTSCOPE (WIPQ)

5.3 Chemical Co-Occurrences in Patents ®C
Showing 3 of 100 View More Co-Occurrence and Evidence Data (4 ¥ Download
Chemical Selected evidence

o 6 patents from 3 patent families View All &

S

Thiazole pyrazolopyrimidines CRF1 receptor antagonists
Qa US-8030304-B2; Grant Date: 2011-10-04

Methods and compositions for treating polycystic ovary syndrome
3-(4-Bromo-2-(2-methyl-2H- US-11858932-B2; Grant Date: 2024-01-02
[1,2,41triazol-3-yl)-thiazol-5-
yl)-7-(1-ethyl-propyl)-2,5-
dimethyl-pyrazolo[1,5-
a]pyrimidine
CID 24898976

Methods for treating testicular and ovarian adrenal rest tumors
US-11304950-B2; Grant Date: 2022-04-19

6 patents from 3 patent families View All 2

Thiazole pyrazolopyrimidines CRF1 receptor antagonists
US-8030304-B2; Grant Date: 2011-10-04

Methods and compositions for treating polycystic ovary syndrome
4-(4-Ch|oro-S-(Z,S-dimethyIJ- US-11858932-B2; Grant Date: 2024-01-02
(pentan-3-yl)pyrazolo[1,5-
a]pyrimidin-3-yl)thiazol-2-
yl)morpholine

Methods for treating testicular and ovarian adrenal rest tumors
US-11304950-B2; Grant Date: 2022-04-19
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CID 24898977

S 3 patents from 1 patent family View All &
N
Thiazole pyrazolopyrimidines as crfl receptor antagonists
K& EP-2094709-B1; Grant Date: 2010-09-15

4-[4-Bromo-5-(7-heptan-4-yl-
2,5-dimethylpyrazolo[1,5-
a]pyrimidin-3-yl)-1,3-thiazol-2-
yllmorpholine

CID 59474059

» PubChem
5.4 Chemical-Disease Co-Occurrences in Patents ®C
Showing 3 of 46 View More Co-Occurrence and Evidence Data (£ i Download
Disease Selected evidence
Alcoholism 3 patents from 1 patent family View All 2
Thiazole pyrazolopyrimidines as crfl receptor antagonists
EP-2094709-B1; Grant Date: 2010-09-15
Abdominal obesity metabolic 3 patents from 1 patent family View All 2
syndrome . o .
Thiazole pyrazolopyrimidines CRF1 receptor antagonists
US-8030304-B2; Grant Date: 2011-10-04
Metabolic Syndrome 3 patents from 1 patent family View All 2
Thiazole pyrazolopyrimidines CRF1 receptor antagonists
US-8030304-B2; Grant Date: 2011-10-04
» PubChem
5.5 Chemical-Gene Co-Occurrences in Patents ®C
Showing 3 of 5 View More Co-Occurrence and Evidence Data £ i Download
Gehe Selected evidence
crhrl 3 patents from 1 patent family View All 2
Thiazole pyrazolopyrimidines CRF1 receptor antagonists
US-8030304-B2; Grant Date: 2011-10-04
cotll 3 patents from 1 patent family View All &
Thiazole pyrazolopyrimidines CRF1 receptor antagonists
US-8030304-B2; Grant Date: 2011-10-04
csrp3 3 patents from 1 patent family View All &
Thiazole pyrazolopyrimidines CRF1 receptor antagonists
US-8030304-B2; Grant Date: 2011-10-04
» PubChem
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3-[4-Bromo-2-(2-methyl-2H-[1,2,4]triazol-3-yl)-thiazol-5-yl]-2,5-dimethyl-7-(1-propyl-butyl)-pyrazolo[1,5-a]pyrimidine | C21H26BrN7S | CID 24758885 -
PubChem
https://pubchem.ncbi.nlm.nih.gov/compound/24758885
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Thiazole pyrazolopyrimidines CRF1 receptor antagonists
US-8030304-B2; Grant Date: 2011-10-04

» PubChem
6 Information Sources e
FILTER BY SOURCE
ALL SOURCES v
1. PubChem

https://pubchem.ncbi.nlm.nih.gov

2. PATENTSCOPE (WIPO)

SID 392219483
https.//pubchem.ncbi.nlm.nih.gov/substance/392219483

Connect with NLM National Library of Medicine Web Policies Help

8600 Rockville Pike, Bethesda, MD FOIA Accessibility
X f ® 20894 HHS Vulnerability Disclosure Careers

NLM | NIH | HHS | USA.gov

Captured by FireShot Pro: 28 May 2026, 02:01:40 PM
https://getfireshot.com

Neurocrine EX1091
Page 7 of 7


https://pubchem.ncbi.nlm.nih.gov/compound/24758885
https://getfireshot.com
https://pubchem.ncbi.nlm.nih.gov/compound/24758885#section=Chemical-Organism-Co-Occurrences-in-Patents&fullscreen=true
https://pubchem.ncbi.nlm.nih.gov/compound/24758885#section=Chemical-Organism-Co-Occurrences-in-Patents&fullscreen=true
https://pubchem.ncbi.nlm.nih.gov/link_db/link_db_server.cgi?type=PatentChemicalOrganismAll&operation=Redirect&id_1=24758885&id_2=8826
https://pubchem.ncbi.nlm.nih.gov/taxonomy/8826
https://pubchem.ncbi.nlm.nih.gov/taxonomy/8826
https://pubchem.ncbi.nlm.nih.gov/patent/US-8030304-B2
https://pubchem.ncbi.nlm.nih.gov/link_db/link_db_server.cgi?type=PatentChemicalOrganismAll&operation=Redirect&id_1=24758885&id_2=10114
https://pubchem.ncbi.nlm.nih.gov/taxonomy/10114
https://pubchem.ncbi.nlm.nih.gov/patent/US-8030304-B2
https://pubchem.ncbi.nlm.nih.gov/link_db/link_db_server.cgi?type=PatentChemicalOrganismAll&operation=Redirect&id_1=24758885&id_2=33208
https://pubchem.ncbi.nlm.nih.gov/taxonomy/33208
https://pubchem.ncbi.nlm.nih.gov/patent/US-8030304-B2
https://pubchem.ncbi.nlm.nih.gov/compound/24758885#section=Information-Sources&fullscreen=true
https://pubchem.ncbi.nlm.nih.gov/
https://pubchem.ncbi.nlm.nih.gov/source/PATENTSCOPE%20(WIPO)
https://pubchem.ncbi.nlm.nih.gov/substance/392219483
https://www.google.com/maps/place/8600+Rockville+Pike,+Bethesda,+MD+20894/@38.9959508,-77.101021,17z/data=!3m1!4b1!4m5!3m4!1s0x89b7c95e25765ddb:0x19156f88b27635b8!8m2!3d38.9959508!4d-77.0988323
https://www.nlm.nih.gov/web_policies.html
https://support.nlm.nih.gov/
https://www.nih.gov/institutes-nih/nih-office-director/office-communications-public-liaison/freedom-information-act-office
https://www.nlm.nih.gov/accessibility.html
https://twitter.com/NLM_NIH
https://www.facebook.com/nationallibraryofmedicine
https://www.youtube.com/user/NLMNIH
https://www.hhs.gov/vulnerability-disclosure-policy/index.html
https://www.nlm.nih.gov/careers/careers.html
https://www.nlm.nih.gov/
https://www.nih.gov/
https://www.hhs.gov/
https://www.usa.gov/



