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Ecnn Bam Heo6x0AMMO YBE/IMUUTB MOTOK MHHOBALMOHHbIX UAei, YTo6bl
COOTBETCTBOBaTb TPe60BaHMAM NHBECTOPOB, 6bITb B Kypce TeKyLel
CUTyauuu B OTPacIn M B KOHKYPEHLUNN, WU HaUTX HOBble BO3MOXXHOCTU
Ans 6usHeca, ucnosnb3soBaHue CAS SciFinder" yckopuT npouecc nomcka
aKTyaJIbHOW U NMPaKTUNYHON HopMaLmn.

Bnarogapsa NpusHaHHOW BO BCcem Mupe konnekumn aaHHbix CAS Content Collection™ n camol coBepLIeHHO
1 peneBaHTHOW B OTpacau cucteme novcka nnatgopma CAS SciFinder" no3BonsieT bbiCTpee 1 TouHee
HaxOoANTb HyXXHYH MHGOPMaLMHO.

BosmoxHocTn nnatdopmel CAS SciFinder” BbIXOAAT faneko 338 paMkut Xumum. Moaenntecs Co CBOUMM
Konneramum 13 061acT BLoNornyeckinx Hayk MHGopmaLeit o Halle bubanoteke Meamnko-o1oN0rM4eckoi
nmnTepatypsl 13 PubChem 1 HOBENLLVX BO3MOXHOCTSX MOMCKa B1oN0Caef0BaTeNbHOCTEN.

MHHOBALIN CKOPOCTb YBEPEHHOCTb

0/ 0 0

0 0 0

nccneaoBatenei NoATBepPXAaroT, nccnefoBateneli cornacHs, nccneaoBateneii cornacHs,
yTo NprmeHeHve CAS SciFinder” yTo NprmeHeHue CAS SciFinder” 4TO NpuMeHeHne CAS
NMoMOoraeT UM bbITb 6one MOMOraeT 1M paboTaTb bbICTpee, SciFinder” nomoraet nm
n3obpeTartesbHbIMY, YeM Mpn YemM Npu UCMoNb30BaHUY paboTaTk yBepeHHee, Yem npu
paboTe C ApYrMN peLleHamMi.’ APYTVIX peLueHuii.! MNCMONBL30BaHNN APYrX peLleHnin.

1. Mo gaHHbIM UccnegoBaHNA
NPOU3BOAMNTENIbHOCTU N1aTPOPMbI
CAS SciFinder” 8 2020 .






Y3HauTe, noyemy mnccnegoBaTtenu
CO BCEro mupa foeepsitoT
nnatdpopme CAS SciFinder"

M3-3a yBenMyeHua obbema HayuHON HOGOPMaLMM MONCK HEOBXOANMBIX
B3aMMOCBA3EN B XaoCe AaHHbIX MOXET CTaTb TPYAHOW 3ajaueit. byayun psaaom

¢ Bamn, nnatdopma CAS SciFinder" nomoraeT BaM ObICTpeE HANTU HECOXOAMMblE
[laHHblEe, MOKa Bbl paboTaeTe Haj CBOMM UCCNeA0BAHNAMU, N3yYasd NNTepPaTypy,
NOoCNe0BaTeNbHOCTN, MATeHTLI, 1 Pa3pabaTtbiBad NiaHbl SKCNEPYMEHTOB.

«Mnatdpopma CAS SciFinder" — Ba>kHbliA UHCTPYMEHT,
KOTOpPbIA UCNONb3YyeTCA eXXeAHEBHO.»

PykoBOAMTENb OTAENA UCCNEA0BaHNI N pa3paboTok, deaepansHoe NpaBuTenbCTBO
Techvalidate, TVID: 85F-817-64A

«fl He 3aHMMaKChb “XNMUNYECKUMU nccnefoBaHNAMN” B akageMnyeckom
cMmbicne 3Toro cnoBa. Mnatdpopma CAS SciFinder" asnserca ansa MmeHs
6Un3Hec-NHCTpYyMEeHTOM. Hn oAnH nHCTpyMeHT, Kpome CAS SciFinder®,

M HN Habop MHCTPYMEHTOB He YA 0B/1eTBOPSAIOT MOU NoTpe6HoCTW.

Hurpe 6onbLue HeT (NpakTUYecKn Bcell) Heo6xoaNMOoM MHe MHopmMaLnn,
pacnosioXXeHHo B 04HOM MecTe C NPUBbIYHbIM, YA06HBIM MHTEpdeircom.
Mpoue rosops, nnatpopma CAS SciFinder" — Heo6X0ANMbBIIA MHCTPYMEHT.»

BU3HeCKOHCYIbTaHT, PapMaLeBTMYeckas OTpacb
TechValidate, TVID: 527-273-919

«MnaTtdpopma CAS SciFinder" Heo6xognma
MoeMy UccnefoBaHnIO, KaK BO3AYX...

Bbl He y3HaeTe, HaCKoJ/IbKO OHa XOpoLUa,
nokKa He HayHeTe eli N0/1Ib30BaTbCA.»

Mapceno . Mpeiite (Marcelo D. Preite)
Mpenoaasatenb, uc.cl
TechValidate, 910-7F8-D86

W




«Mnatdopma CAS SciFindern nossosinna yckoputb n
ynpocTUThb BCe paboumne npoueaypbl, HAUMHAA OT NOUCKA
peakuuii u 3akaH4YMBas NpnobpeTeHNEeM peareHToB Mo
Hanbonee BbIrOAHbLIM Ha PbIHKE LLleHaM.»

Mutuenn Yarinac (Mitchell Childs)
YyeHblln, KalVista Pharmaceuticals Ltd.
TechValidate, TVID: 055-579-6D5

«Tam eCcTb npaKkTn4yeckum Bce, UTo MHe HY>XHO 3HaTb O
XMMnyeckmx eeLlectBax, BKJjilouas I/IHq)OpMaLI,VII'O 0 CUHTE3e,
CNMNCOK NUCTOYHUKOB, CBeleéHVSA O NMaTeHTaxXx U T. 4.»

PyKOBOAMTENb OTAENA UCCeA0BaHNUM 1 pa3paboTok,
Hay4HO-MCCNeA0BaTeNbCKUA MHCTUTYT
TechValidate, TVID: FF7-451-5FE

«fl N0/Ib3YIOCb MHCTPYMEHTaMU
CAS y>ke HECKOJIbKO fieCATUNETUR,
M TeKyLlasa Bepcua niaTtpopmsl
CAS SciFinder" npocTo
daHTacTuyeckas.»

Spwik LWeapu, (Eric Schwartz)
BuiLle-npesnaeHT/avpekTop otaena
nccnefoBaHUM 1 pa3paboTok,
Cedilla Therapeutics TechValidate,

«MNnatdopma CAS SciFinder" IMIDSAO0E Dl
He3amMeHMma.»

YyeHbli, KpynHas XMMUyeckas KomnaHmns
TechValidate, TVID: F47-492-D94

«Mnat¢dopma CAS SciFinder" nossonuna
MHe cobpaTb 60/1bLUYI0 KOJINEKLUIO
BO3MOXKHbIX 06BHEeKTOB /151 CUHTEe3a Ha
OCHOBE HOBU3HbI, PN3NYECKNX CBOMNCTB
M AOCTYMHOCTU UCXOAHOIO CbIPpbA.»

[>xoH Mayann (John Powell)
PykoBoauTeNb OTAeNa NCCAeA0BaHUM 1 pa3paboTok, TIAX LLC
TechValidate, TVID: A76-D9E-052
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Mownck v 0630p
NNTepaTypHbIX NICTOUYHNKOB

Mnat¢dopma CAS SciFinder" BaBoe cokpallaeT Bpems,
Heob6xoauMoe Ans Nnoncka v 063opa NNTepaTypHbIX UCTOYHMKOB '

B coBpemeHHbIX YCI0BUAX KOHKYPEHLMW BalLelr NCCef0BaTeNbCKOM rpyrnne HeobXxo4MMO ObICTPO
nony4atb MHGOPMALMIO U FeHeprpoBaTh 1aeun. Bbl He MOXeTe Mo3BONNTL Cebe TPATUTh Yachl Ha
MPOCMOTP HEHYXHOW NHPOPMaLMK B NaTeHTax 1 xypHanax. VIMeHHO 419 3TOro Mbl pa3paboTany
nnatdopmy CAS SciFinder" c Havbonee peneBaHTHOW AN HAaYKW CUCTEMOM NOKCKa B OTpacan. OHa He
MPOCTO ObICTPee NLLET AaHHbIE, HO AeNaeT Momnck bonee NHTENNEKTYaNbHbIM, MPesyrajbiBaeT Bally
noTpPebHOCTN B MHGOPMALMN U YyCKOPAET pabounii mpouecc. YTobbl Bbl BCeraa nonyyans akTyanbHyo
NHGOPMALMIO O 3aPErncTprpOBaHHbIX B OO0 CTPaHe M1Pa MaTeHTax 1 MO 03HaKOMUTLCSA CO
CTaTbAMN U3 HaYHHbIX XYPHAaI0B MO Pa3NNYHBLIM AUCLMMIMHAM, KaXAbI AeHb konnekumio CAS Content
MOMONHANT AaHHbIE U3 Pa3NINYHBIX HAYYHbIX MCTOUHKOB. YYeHble-aHanuTukin CAS n3BnekaroT u
NPOBEPSAOT K/IHOHEBYHO MHGOPMALIMIO 1 MHOXECTBO AaHHbIX U3 KaXA0W Nybankaumy, yCTaHaBAMBas
CBA3N VI BbIABAAA TEHAEHUMM O1arofaps 0obefHEeHNI0 BO3MOXHOCTEN MPOGeCcCMOHaNbHOro aHamsa
CneumanicTamMm 1 Camblx COBPEMEHHBIX TEXHOMOTMIA 00PaboTKM AaHHBIX.

1. o AaHHbBIM MCCNef0BaHMs Npon3BoauTensHOCTY Nnatdopmbl CAS SciFinder” 8 2020 T.




Pe3ynbTaTthl NOWUCKa TNTEPATYPHbBIX UCTOYHIKOB OTOOPAaXaroTCA B YA0OHOM A9 MOHMMaHWs dopmate C
none3HeIMU GUNBTPaMK, BKIFOUAA BO3MOXHOCTb UCKOUNTL HEKOTOPbIE KPUTEPUK, YTO MO3BONSET ObICTpee
HaNTN HEOOXOAVMYHO HGOPMAaLMIO.

] [ ]
CAS '3:3 SciFinder” References =  "COVID-19" or coronovirus and inhibitor X @ Draw n a ®© 2

€ Return to Home

References search for ""COVID-19" or coronovirus and inhibitor"

@ substances - B Reactions €6 Citing 2 A save and Alert
CAS Formulus®, the comprehensive formulations database and workflow solution, is now available for all SciFinder™ users. Use the CAS Solutions: Formulus X

filter to view available content. Learn more about Formulus.

Based on your guery, we've 10,697 Results Sort: Times Cited = View: Partial Abstract -
returned the most relevant results.

Would you like to load the entire 1

result set? o

Learn about result relevance. SARS-CoV-2 Cell Entry Depends on ACE2 and TMPRSS2 and Is Blocked by a Clinically Proven

Protease Inhibitor
Load More Results By: Hoffmann, Markus; Kleine-Weber, Hannah; Schroeder, Simon; Krueger, Nadine; Herrler, Tanja: Erichsen, Sandra; Schiergens,

Tobias S.; Herrler, Georg: Wu, Nai-Huei; Nitsche, Andreas; et al
Cell (Cambridge, MA, United States) (2020), 181(2), 271-280.e8 | Language: English, Database: CAplus and MEDLINE

Filter Behavior The recent emergence of the novel, pathogenic SARS-coronavirus 2 (SARS-CoV-2) in China and its rapid national and international
) spread pose a global health emergency. Cell entry of coronaviruses depends on binding of the viral spike (S) proteins to cellular
izl Bxclude receptors and on S protein priming by host cell proteases. Unravelling which cellular factors are used by SARS-CoV-2 for entry might

provide insights into viral transmission and reveal therapeutic targets. Here, we demonstrate that SARS-CoV-2 uses the SARS-CoV

- AFED Far amtre 2md Hhe oo A TRARDEES Sm £ mpmbmi i A

~ Document Type
View More ~
Journal (8,800)

Patent (823)

Full Text = & Substances(9) &6 Citing (9.738) @ citation Map

MHTepaKTI/IBHaﬂ KapTa UMTPOBaHMA MO3BONACT OTCNeANTb NoC/1e40BaTe/IbHOCTb COCTaBeHNA
AOKYMEHTOB, BaXHbIX /14 Ballero nccaeaoBaHng, UTOObI Bbl HAYErO He ynaycTmnan.

- [ ]
: CAS Z: scifinder” References =  Enter a query... @ Draw n a ® 24

@ citation Map for Structural basis for inhibition of the RNA-dependent RNA polymerase from SARS-CoV-2

Filter By Cited By Citing by remd esivir

5 By: Yin, Wanchao @: Mao, Chunyou; Luan, Xiaodong @; shen, Dan-Dan @; shen, Qingya @ Su, Haixia @: Wang. Xiaoxi @: Zhou, Fulai @; Zhao, Wenfeng @
Filter Behavior < Gao, Mingi @: etal
Science (Washington, DC, United States) (2020), 368(6498), 1499-1504 | Language: English, Database: CAplus and MEDLINE
Filter by Exclude

Full Text ~
~ Document Type
Journal (568)
Review (213)
Clinical Trial (1)
Conference (2)
Historical (1)

View All

>

Author

Snijder, Eric]. (10)
Hillen, Hauke S. (8)
Cramer, Patrick (7)

Dienemann, Christian (7)
Kokic, Goran (7)

View All

~ Concept

Severe acute respiratory
syndrome coronavirus 2 (429) View 22 More

COVID-19 (419)

+190000000000000000000000000
10000000000000000000000000

View 25 More

Humans (304)
Citation Map Key

@ cited by Root Document
Human (302) @ References Citing Root Document = +

Homo sapiens (302)

CAS SCIFINDER" | 7



NMMoncK AaHHbIX O
BelLlecTBaxX U peaKLunax

Mnatdopma CAS SciFinder" npeaocrtaBnsieT 4OoCTyn K camomMy
HaAe>XHOMY B Mupe pecypcy ¢ MHpopmaLuuen o BeLecTBax —
peecTtpy CAS REGISTRY®

LweTe camyro akTyanbHYH 1 TOYHYH MHGOPMaLIIO O BeLLeCTBaxX U XMMNYECKIMX
peakumax, YTobbl ObICTPO U apryMeHTUPOBAHHO 000raTnTb CBOW UCCIe[0BaHUA
KNHOYEBbIMY MHCaNTaMW? [106anbHasd CeTb YYEHbBIX-3KCMEPTOB eXe[HEeBHO OToMpaeT

N 00BbEANHACT faHHbIE 13 PA3INYHbBIX HaYUYHbBIX XYPHAN0B, MaTeHTOB, AUCCEPTALNIA,
K/IFOYEBbIX CMPaBOYHVIKOB 1 AienaeT MX MONHOCTb AOCTYMHbIMI 61arofaps
NPUMEHEHUIO NHHOBALMOHHOW TexHonornm noncka CAS SciFinder™. 31y nnatdopmy
MOXHO Ha3BaTk eAVHCTBEHHbBIM JOCTOBEPHBLIM VCTOUHNKOM 4151 TOUYHOW NAEHTNOMIKAL N
XVIMUYECKOro BeLLeCTBa 1 CBA3aHHbBIX C HM XVMUYECKNX CTPYKTYP, Ha3BaHNN,
PEryATOPHON MHPOPMaLN 11 CBOVICTB, B TOM YMC/IE PErMCTPALMOHHOTO HoMepa CAS®,
a Takxe Cxem XMMUYEeCKMX peakLyyid, MoLLaroBOro ONMmMcaHns 3KCNeprMeHTa bHbIX
npoLeayp, AeTaNN3MPOBaHHbBIX YCIOBWA 1 JaHHbBIX MO BbIXOAAM NPOAYKTOB.




Bbl MOXeTe 03HakOMUTLCA C OCHOBHbLIMI q)l/I3I/IL46CKVIMVI CBOMCTBaMV BeLLEeCTBa, a Takxke B OAWH LLeNY0oK
MbILLW HaUTW CMIMCOK nTepaTypbl, Nepederb peaKLLMVI 1 MOCTaBLLUMKOB.

{© Substances search for drawn structure

@ References « B Reactions - ® Suppliers - |i| A Save and Alert

Structure Match Filtering: Stereochemistry: 3 Selected ~ X Clear All Filters

As Drawn (8
8 Results Sort: Number of References: Descending -~ View: Full -

Substructure (5,417) 1

Similarity (2.693) 20012-94-6 Key Physical Properties Value Condition
Analyze Structure Precision 9 Molecular Weight 11114 -
NH
Boiling Point (Experimental)  70-71 °C Press: 1 Torr
Chemscape Analysis #
Density (Predicted) 1.08120.06 g/cm?  Temp: 20 °C; Press: 760 Torr
Visually explore structure
similarity with a powerful new CgHgNO pKa (Predicted) 15.21:0.40 Most Acidic Temp: 25 °C
tool. A-Methyl-4-vinyl-2-azetidincne
» more about Chemsca Experimental Properties | Spectra
Learn more about Chemscape. B 33 & oz " 1 ! | 5p
Create Chemscape Analysis References  Reactions Suppliers
Filter Behavior 2
Filter by Exdude 39155-99-2 Key Physical Properties Value Condition
: Molecular Weight 11.14 -
~ Reaction Role
Product (1) Boiling Point (Predicted) 223.3+29.0 °C Press: 760 Torr
Reactant (2) Density (Predicted) 1.08120.06 g/cm®  Temp: 20 °C: Press: 760 Torr

3aech BblaeneHbl OCHOBHbIE XMMUYECKMEe KOMMOHEHTLI peakUmi 1 NpeacTaBaeHa A40NoAHUTeNbHasA
NHPOPMaLIA O HUIX.

R [
CAS 'Z: SciFinder" Reactions ~  1609392-27-9 X @Draw n A ®©

< Return to Home

E Reactions search for "1609392-27-9"

§ References &n ~ ‘!, Save and Alert

Filter Behavior Filtering: Number of Steps: 4 = X Clear All Filters

Filter by Exclude

18 Results Group: ByScheme - View: Expanded -
~ Substance Role Scheme 1 (1 Reaction) Steps: 4
Product (18)
MH;
o
~ Yield o,
- + \E_Bf\ - .
No Yield Available (18) o D/ o
Br
~ Number of Steps
1011 ™ Suppliers (34) ™ Suppliers (130) ™ Suppliers (24)
2(11)
3(16) Reaction Summary Steps: 4 Preparation of pyridazine derivatives as TYK2 inhibitors
408) 1.1 Reagents: Potassium acetate By: Gao, Peng; et al
5(16) Catalysts: Dichloro[1,1"-bis(diphenylphosphina) World Intellectual Property Organization, WO2020156311 Al
610 (20) ferrocenelpalladium(ll) dichloromethane addu... 2020-08-06

Solvents: 1.4-Dioxane; overnight, 100 °C
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NnaHnpoBaHue
CUHTe3a

NMnaTt¢opma CAS SciFinder" BaBoe cokpallaeT Bpems,
Heo6xoaMmoe AN N1aHNPOBaHUSA CMHTe3A'

Ana ycnewwHon paboTel B 1abopaTopuivi HEOOXOANMO MMETb OTIMYHBIN NMaH CUHTe3a.
Baluw XMMWKM OMeprpyroT MHOXECTBOM NepeMeHHbIX, 0COBeHHO npu paspadoTke
CTpaTeruy CYHTE3a HOBbIX COEANHEHNIA, He NMEIOLLMX NMpeLejeHTOB B IUTepaType.

Kak a4ng n3BecTHbIX, Tak 1 AN HeW3BeCTHbIX Monekyn naatdopma CAS SciFinder" BbINOAHNT
MOHBIA PETPOCNHTETNYECKNA aHaNN3, OCHOBLIBAACH Ha AaHHbIX OUOANOTEKM peakLmi
CAS. Jlydwvie noTeHumManbHble MapLWpyTel CMHTE3a ONPefensaroTCs Ha OCHOBE JaHHbIX 13
NMTEpaTypbl U MPOrHO3VPYEMBbIX LLaros, reHepupyemMbelx HallM anroputMOM XUMUYECKOTo
CMHTE3a. AITOPUTM MOXHO HaCTPOUTL B COOTBETCTBUM C KOHKPETHOW CTpaTerner C1HTesa,
a nnaH No3BOoNAET NIErko OLEeHNBaTE afbTEPHATVIBHbBIE CMOCOOLI. Kax bl MaaH — 370
TakXe ObICTPbLIN AOCTYMN K MHGOPMAaLMK O MOCTaBLLKax MaTepyanos, MO3TarnHbLIX METOAAX,
OTOOPaHHbIX 3KCMepTamu, BbIXOAaX MPOAYKTOB U T. A.

1. Mo AaHHBIM MCCNef0BaHVa NPOM3BOAUTENBHOCTY NnaTtdopmbl CAS SciFinder" B8 2020 T.




[ocne co3paHuns naaHa Bbl MOXeTe 1 fafiblie YNpaBAATb MacLLTabom peTpocnHTE3a C MOMOLLBIO

npoduner oLeHKu.

Overview Steps

Synthetic Depth: 3

Predicted Rules: Common

Break & Protect Bonds: No

Starting Material Cost Limit: $10.00/mol
Edit Plan Options

Scoring Profiles.

Complexity Reduction @

Convergence @

Evidence @

Cost@

Yield @

Atom Efficiency @

D Retrosynthesis Plan for drawn structure

Predicted Results m

Powered by ChemPlanner®

A& save
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) —  Reset 4+
A Retrosynthesis Step Key
Feedback

Bocnonb3ynTecs NOLWAroBbIMU MHCTPYKLUMAMI BMIOTb 40 PabOThI B 1abopaTopumn.

EXPETTIITIETILAT FTOLOLUTS

Synthetic Methods

Products

Reactants

Reagents

Solvents

Procedure

Transformation

Scale

1H-Imidazolium, 1-methyl-3-[3-[3-(2-pyridinyloxy)phenoxylphenyll-, hexafluorophosphate(1-) (1:1),
Yield: 98%

1H-Imidazolium, 1-methyl-3-[3-[3-{2-pyridinyloxy)phenoxylphenyl]l-. iodide (1:1)

Mercuric oxide

Methanol

Water

1. Add 3-methyl-1-(3-{3-(pyridin-2-yloxy)phenoxylphenyl)-1H-imidazol-3-ium iodide (10 mmol) and
cosolvent MeQH/H20 = 2/1 (90 mL) to a 250 mL round flask.

. Stir the reaction mixture for 30 minutes until the solid is completely dissolved.

. Add NH4PF; to the resulting solution.

. Stir the reaction mixture overnight.

Remove the volatiles in vacuum.

. Dilute the remaining HzO suspensicn with deionized water (100 mL).

. Extract the resulting mixture with DCM (50 mL =3).

. Wash the combined DCM sclution with deionized water (30 mL x3).

. Concentrate the combined DCM solution.

W e~ kW

Formation of Acids, Bases, Salts and Hybrid Inorganic Organic Materials

milligram
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KomnnekcHble nccneaoBaHus
6rosiorMyecKknx npenapaTos

Ncnonb3oBaHue nnatdopmbl CAS SciFinder" BbiBegeT BalLLly nporpamMmmy
nccnepoBaHmnin U pa3spaboToK B 061acT 6Monormyeckmx npenapaTos
Ha HOBbI YPOBEHb

B nmnatdopmy CAS SciFinder" nHTerpvpoBaHa camas NoaHas B Mvpe 6ubanoTeka AaHHbBIX O XUMNYECKX
peakunsx, BeLLecTBax v MHAEKCMPOBAHHbLIX HaYYHbIX TNTePaTypPHbIX UCTOUHMKOB, MO3TOMY OHa JaeT
BO3MOXHOCTb PaCLUIMPEHHOr0 MOWCKa, BU3yann3aumy, QUAbTPaLMV 1 aHaNM3a OAHOW 13 CaMbiX HONBLLINX
1 MONHBIX KOMNEKUMI NOCeL0BaTeNbHOCTEN HENKOB U HYKIENHOBbLIX KMCIOT, @ Takke MOAUPULMPOBAHHbBIX
NenTUAOB U Manbix Moneky. NMoMMo 06LLeA0CTYMHBIX 633 AaHHbIX, HAaNpPUMep HauMoHanbHOro LeHTpa
broTexHonornyeckon Hpopmaumm (NCBI), n 06LpHBIX 633 AaHHBIX MAaTEHTOB W3 Pa3HbIX CTPaH MUPa,

B KOANeKkumto bronocneaoBatensHocTen CAS BXOAAT MUNANOHBI OTOBPAHHBIX V1 MPOVNHAEKCMPOBAHHbIX
cneuvancTaMy NocnefoBaTelbHOCTEN 13 HeMaTeHTHbLIX IMTePaTYPHBIX UCTOYHKOB, B TOM YK1CIe 13
60onee 12 000 HayYHbIX XyPHaN0B, KOTOPbIE He BKNHOUEHb B Apyriie MHPOPMALMOHHBIE CACTEMbI. YUeHble
CAS nogrotoBuam NpodeccroHanbHble aHHOTaLMM KO MHOTMM MOCNeA0BATENbHOCTAM C UHOOopMaLen

0 XVIMNYECKNX MOANPUKALMSAX, MPONCXOXAEHW MOCNe0BATENbHOCTH, ee QYHKLIMN, 0603HaYeHMY

reHa, CBeeHUAMY 00 annensax 1 13opopmMax, a Takxke A06aBUAN BAXKHbIE CHOHWMbI, B YaCTHOCTH,
TpVBMaNbHbIe Ha3BaHWA, TOProBble Ha3BaHNS 1 N1abopaTopHble KOAbI. Bl Takke MOXeTe HaliTu CBeAeHUs
0 OMOAKTUBHOCTW U flaHHbIE O MULLEHSAX A1 NeKaPCTBEHHbIX BELLECTB, BKIOYasA Kak Manble MONeKy bl
TaK 1 bronornyeckne NnpenapaTsl.

Ha nnatdopme CAS SciFinder" cobpaHa He ToNbKO Hanbonee NOAHAA KOANEKLMS NaTEHTOB, CBA3aHHbIX

C pPa3paboTKoi BUONOrNYECKNX NEKAPCTBEHHbBIX MPEenapaToB, HO U OAHA 13 CaMbIX 6ONBLUIVIX KONNEKLN
3annCeit 13 HayYHbIX XYPHaNoB, B TOM YMCie CTaTbl 1 pedepaTel MO OMOMeANLMHE 1 MeAMKO-
bronornyecknm Haykam 13 PubMed. bnarogaps 4ONOAHUTENBHOW NHAEKCALMN, BEIMONHEHHON YYeHbIMU
CAS, BKIKOYasA LMTUPOBaHMe 1 CChINKM Ha LNTaThl, @ Takxke NpsMble CChIKM Ha MONHOTEKCTOBbLIe NybavKaumnm
(MPY X HANNYKK), MOXHO NPOCNEANTb CBA3W MexXay 6110M0CIe0BaTENBHOCTAMN U MATEHTHBIMA 1
HemaTeHTHLIMK® TNTePaTYPHBIMN UCTOYHMKAMK, KOTOPbIE Bbl HE CMOXETE YBUAETb HUTAE OoNbLUe.




AocTynHel anropyTMbl BLAST, Motif n CDR.

Searching for... Biosequences
o Al Enter a protein or nucleotide string, or upload a .txt or .fasta file. Learn more about Biosequence Search.
oo
O Substances BLAST CDR Motif Upload Sequence Clear Search

Sequence Type:
CTGAGCTGGCTGLTGAGACTGCTGAACACCTACATCTGCAACGTGAACCAC

B Reactions
Nucleotide Protein

References
Search Within:

® Suppliers @ Nucleotides Proteins
Include NCBI Sequences

Limit Total Sequence Results to:

20000 =

Q Start Biosequence Search

D Retrosynthesis

Advanced Biosequence Search Adjust Parameters for Short Sequences | Reset All
Alignment Identity % @ Match with Gaps? Gap Costs @
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Query Coverage % @ Word Size @ Reward for Match

Penalty for Mismatch @
90 1 -

Do

Pe3ynbTaTel Novcka bronocnefoBaTeNbHOCTEN MPeACTaBAeHbl C yHeTOM HayYHOM 3HaUYMMOCTY U
CONPOBOXAAKTCSH PACLUMPEHHBIMU MHCTPYMEHTaMK B13yanv3aummn, Guastpaumm 1 aHanmsa.

5 ®
CAS ‘z:‘: SciFinder" Substances ~  Enter a query... @ Draw “ a ® 2

€ Return to Home

& Biosequences search for your query

References &

BLAST Search Details Query Details EVQLVESGGGLVQPGGSLRLSCAASGFMIKDTYIHWVRQAPGKGLEWVGRIDPANDNIKYDPKFQGRFTISADNAKNS LYLQMN... View More

Sequence Type: Protein

13 Results Sort; Alignment dentity ~ View: Expanded ~
Search Within: Proteins 2 ty p
BLAST Algorithm: BLASTp 7 =
NCBI Included: Yes 1 Alignment ldentity: 69.72%

Alignment Identity: -

Query Coverage: 90% Query @
E-Value: 10
Match with Gaps?: No Matches: 76
Gap Costs: Existence 11 Mismatches: 33
Extension 1
Word Size: 3 Subject @I @
Bioscape Analysis View Less v
—
Visually explore sequence Alignment Subject Raforenes References

similarity with a new tool.

Learn more about Bioscape. Alignment Data

Create Bioscape Analysis BEASThseure-429
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v Query Coverage % Q 71 SADNAKNSLY LOMNSLRAED TAVYYCARSE ENWYDFFDY 109
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NHpopmaLmnoHHas
cTpaTterus B cpepe UC

Mnat¢dopma CAS SciFinder" cokpalyaeT Bpems,
Heob6xoAuMoe ANs aHaIM3a NaTeHTHoro naHawadTa
MHTeNNeKTyasibHOU co6¢cTBeHHOCTU (UC)

N5 TOro YTobbI YCNeLHo yNpaBasTe NopThenem paspaboTok 1 BeIBOAUTH
NHHOBAaLMN Ha PbIHOK, HEOOXOAMMO CHaYana N3yunTb COCTOAHME 1 MePCreKTUBDI
PasBNTUA 3TNX TexHonorui. MNnatdopma CAS SciFinder" MoxeT MOMOYb OTBETUTL Ha
MHOTVe BOMPOChHI, CBA3aHHbIE C MHTENNEeKTYaIbHON COOCTBEHHOCTBIO, HAaNPYMep:
ECTb 11 34eCb BO3MOXHOCTW ANS UHHOBaLMIA? CyLLeCTBYHOT IV PUCKA HapyLUEHUA
naTeHTHbIX NpaB? KTo elle paboTaeT B 37O chepe? UToObI Bbl MO BCEraa ObiTh
Ha war Bnepeav TexHonornii, nnatgopma CAS SciFinder" npeaocTaBnseT A0CTYM K
NYYLLMM B OTPACAN PeLleHsam: CcTeMe novcka nateHTos Markush v pasanyHomy
KOHTEHTY, HanpuMep naTeHTaM, aHHOTUPOBAaHHbIM HALLVIMM YYEeHbIMU-XNMUKaMN.




Vicnonb3yiiTe cncTeMy noncka nateHToB Markush Ana nowcka cTpykTyp (BkAOuUas obLLme CTPYKTYPbI),
COOTBETCTBYHOLLIX BaLleMy 3anpocy, No naTeHTam.

References -

As Drawn (13) [

Substructure (45)

Filter Behavior

Filter by Exclude

~ Patent Office
China (6)

World Intellectual Property
Organization (4)

United States (2)

Japan (1)

~ CA Section
Electric Phenomena (3)

Heterocyclic Compounds (One
Hetero Atom) (3)

Chemistry of Synthetic High
Polymers (2)

® Patent Markush search for drawn structure

&, B A saveandAlert

Patent Markush Match 13 Results Sort: Patent Number: Ascending -

CN108948041 5,10-Dihydro-phenazine derivative, preparation and application in

w0 e OLED

By: Xie, Zaifeng
China, CN108948041 A 2018-12-07 | Language: Chinese, Database: CAplus

s ;o Assignee: Ruisheng Technology (Nanjing) Co., Ltd.
& s Patent claim 1

PatentPak ~ Full Text -

There are no notes to display for this structure.

CN109748802 Process for preparation of organic electroluminescent compound

applied to organic electroluminescent device

By: Ma, Xiaoyu; Wang, Kang; Zhang, Ying; Zhang, He; Wang, Honglei; Liu, Jing; Li, Wenjun
China, CN109748802 A 2019-05-14 | Language: Chinese, Database: CAplus
Assignee: Jilin OLED Material Tech Co., Ltd.

Patent claim 8

D Dal Cull Tovt

HOI’IyL{I/ITe MIHOBEHHbI AOCTYMN K MaTeHTaM 1 cogepXamMca B HX peaKM XUMUYeCKMM AaHHbIM.
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Step-2:
[0078] Dry KzCO5 (10 @.072 mol) in NMP (60 mL, 0.626 mol) was heated to

165°C for 1 hr under nitrogen. N-(2-Methoxy-4-nitrophenyl)pyrrolidine (20 g, 0.090
mol) and thiophenol (28 mL, 0.272 mol) were added with stirring at 165°C. Stirring was
continued for 2 hr at 150°C. The mix{ure was cooled to room temperature, neutralized
with 1.5 N HCI and extracted with ether, The ether layer was washed with water, brine,
dried over Na;SO4 and concentrated. The dark red product obtained was purified by
column chromatography using petroleum ether-ethylacetate (9:1) as eluent. Yield: 11.5 g,
61 %.

Step-3:
[0079] N-(2-Hydroxy-4-nitrophenyl)pyrrolidine (5 g, 0.024 mol), racemic-

epichlorohydrin (40 mL) and catalytic amount of tetrabutylammonium bromide (60 mg)
in 100 mL 3N flask was heated at 50 °C with stirring for 30 min, NaOH (2.3 g, 0.058
mol) in water (5 mL) was added slowly over 15 min. Stirring was continued at 50°C for
15 hr. Water (100 mL) was added, extracted with chloroform, washed with water, dried
over NaySO4 and concentrated. The crude epoxide was purified by column
chromatography using 9.5:0.5 petroleum ether:ethylacetate as eluent. Yield: 2.7 g, 43 %.
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Busyanunsauusa
pe3ynbTaToB NOMCKa

Mnat¢dopma CAS SciFinder" nossonsier
BM3yann3npoBaTb Habopbl pesybTaToB
ONs BewecTB N 6uonocniegoBaTe/ibHOCTEN

Mpv OrpOMHOM Ob6beMe HayUYHbIX AaHHbIX MOPO HbIBAeT COXHO
onpeaenvTb TeHAEHLMN, 3aKOHOMEPHOCTW 1 NCKNFOYEHUS, YTObbI beicTpee
N3YYNTb MHGOPMALIMIKO 1 MPUHATL MpaBuabHoe pelleHne. CAS SciFinder”
NpeAoCTaBASeT yA0OHbIE MHCTPYMEHTbI BM3Yyann3aLmy, npymMeHeHve
KOTOPbIX MOMOraeT MpeBpaTUTb MHGOPMaLIMIKO B MHCANTLL. HarnaaHo
n3yyarite CTPYKTYPHOE CXOACTBO XVMNYECKUX BELLECTB 1 CBA3AHHbIE C HUMY
naTeHThl. [poCcMaTprBaliTe pesynsTaTel MOMCKa BMONOCAeA0BaTeNbHOCTEN
1 OLieHMBaATe MPOCTPAHCTBO MOCNeL0BaTENbHOCTEN C TOUKN 3peHua VIC.,
Bbl MOXeTe M3MeHUTL CNOCOb 0TOBPaXKeHUA AMarpamM, CrpynnmMpoBaTh U
YTOYHNTb Pe3ynbTaThl, UTOObLI BEIAENNTE KNFOYEBYH HGOPMAaLMIO, 1 AaxXe
COXPaHNUTL UX ANA MOCAEAYIOLLEro MpoCMOoTpa.




Katanor Chemscape npeaocTaBadeT BO3MOXHOCTb BM3Ya/IbHOIo NMpeACTaBeHNA pe3y/1bTaToB MNMovicka no
BeLLeCTBaM, YTOObI Bbl MOV HArNAAHO N3YHNTE CTPYKTYpPHOE CXOACTBO XMMNYeCKNX BELWeCTB 1 CBA3aHHbIe
C HAMW MaTeHThbI.

CAS z: ‘2 SciFinder"

| w
) DA NKO® Y
@ -
<& Structural Similarity
Less Similar More Similar
Q

48 % -

®

KaTanor Bioscape oCHallleH BO3MOXHOCTbHO BU3Yyann3aLmn pesynstaToB Novcka b1onocneaoBaTebHoCTelN,
YTOObI Bbl CMOMIV OLIEHNTBL MPOCTPaHCTBO NOC/1eA0BaTeNbHOCTEN C TOUKM 3peHnsa MC.

/’ﬁ %

CAS ‘é} SciFinder"

| o iy
@
Sequence Similarity

Less Similar More Similar
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NMounck KOMMeEpPYEeCKU AOCTYMHbLIX

XmMmnyecknx eeLuecTB

CAS SciFinder" o6nagaeTt caMbiM NO/IHbIM NepevyHeEM
npeacTaBNeHHbIX HAa PbIHKE XMMUYECKNX BeLLecTB oT
NOCTaBLLUMKOB U3 Pas/INYHbIX CTPaH Mupa

Mpex/ae 4em OTAPaBUTLCS B N1ab0PaTOPUIIY, YUEHble 13 BeAYLLMX KOMMEPUeCKnX,
aKaZeMnYeckx 1 NPaBUTENbCTBEHHbBIX OPraHN3aLIMIA 13 PasHbIX CTPaH MUPa
ncnone3yroT nnathopmy CAS SciFinder" ana pa3paboTky MnaHa UccneaoBaHWMm,
BcTpoeHHbI B mnatdopmy CAS SciFinder pecypc CAS Commercial Sources™ nomoraet
yYeHbIM 1erKO 1 ObICTPO HaxOAUTb W CPaBHVBaTb MpeACTaBAEHHble Ha PbIHKE NCTOYHKN
MOCTaBK/ HEOBXOAMMbBIX MaTepuanoB. ITOT OOHOBASHOLIMIACS pecypc COAepXNT
CBefleHNs O MUIIMOHAX NMPOoAaBaemblx B CBOOOAHOM AOCTYME XUMUYECKNX BELLECTB U3
NPOBEPEHHbIX KaTaNIOroB COTeH MOCTaBLVKOB, e yKa3aHbl CyLLeCTBYOLLMe AOCTYMHbIe
KONNYeCTBa, LIeHbI 11 KOHTaKTHaa MHGOpMaLMsa NocTaBLyyiKa. MHOMve CTpaHnUbl
cofepxaT npsiMble CCbINKK A5 3aka3a MaTepuanoB Ha Beb-canTe MOCTaBLLVIKA.




OTq)l/I/'IpryI7ITe pe3y/ibTaTbl MOVCKa MOCTaBLLUMKOB MO NpeAnoYTnTe/IbHbIM MOCTaBLLKKaM, YACTOTe
BellecCTBa, KOIM4ecTBY, Ha/IM4YMNO Ha CKlade U APYTM KpUTepram, nocie 4ero Bbl CMOXeTe B OA4NVH LLe/THYOoK
33Ka3aTb HEOHXOAMMbIE TOBapbl HAMPAMYHO OT MOCTaBLUMKa (ﬂpl/l Ha M4 BO3IMOXHOCTN MPpAMOro 3akasa).

. [
H CAS %= scifinder suppliers  ~  1125-88-8 X @ Draw n A ® A
Filter Behavior 88 Results Sort: Relevance -
Filter by Exclude Supplier Substance Purity Purchasing Details Availability
1
~ Preferred Suppliers
Preferred (1) )_Kevﬂ_rganiu_:? @) 1125888 95-98%  Order From Supplier @ Typically in
e Benzaldehyde dimethyl acetal 500 g GBP 52.00 stock
No Preference (87) BIONET Research Intermediates .
United Kingdom Screening Ships within 1
week
~ Supplier Last Updated: 4 May 2022
KANTO CHEMICAL (5) 2
ALDRIEEE) & @ 1125-88-8 i lier @ Typicall
Matrix -88- Order From Supplier ypically in
Alchem Pharmtech Product Nﬂ SCIENTIFIC @ Benzaldehyde dimethyl acetal 100 g, USD 39 stock
List (2) Ma.trix Scientific 500 g USD 148 .
ASW MedCherm Product List United States 1kg, USD 247 Ships within 1
@ Last Updated: 13 May 2022 week
. Bulk
FUJIFILM Wako Chemicals
Europe GmbH Product List (2) 3
View All .
Sgnth0ﬂ|8 @ 1125388 95-98%  Order From Supplier @ Maintained in
— Benzaldehyde dimethyl acetal stock
~ Purity Synthonix Product List ® v v 500g USD &0
TN United States Ships within 1
232 2) Last Updated: 2 May 2022 week
95-98% (68)

MpocMaTpuBaliTe CTPAHNLbI CO CBEAEHWSMI O MOCTaBLLVIKE, YTOOb! HAaTV AaHHbIE O KOHKPETHOM BeLLleCTBe.

¥ TCl America Research Chemicals

A
Preferred supplier @ @ Substance Information
web https://www.TClchemicals.com/en/us/ & CAS Registry Number 1125-88-8
Email Sales-Us@TCIchemicals.com CAS Name Benzaldehyde dimethyl acetal
1-800-423-8616
Phone

1-503-283-1681

Item Details
. ~0 o

Chemical Name Benzaldehyde Dimethyl Acetal
Synonyms "alpha,alpha-Dimethoxytoluene”
Order Number B1197
Purity 95-98%

25mL, UsD 20
Quantity, Price 100 mL, USD 35

500 mL, USD 118
Stock Status Maintained in stock
Ships within 1 week

Pricing Information
Last Updated

Order From Supplier &

12 Apr 2022
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CAS SciFinder" — 370 pelueHve B coctaBe nnatdopmel CAS SciFinder
Discovery Platform™, kopnopaTvBHOro peLleHus, CO3AaHHOro As
TOrQ, YTOOLI MOMOTaTh BLICTPEE BbIBOANTL Pa3paboTKi Ha PEIHOK 1
MoBbILWATh VX peHTabenbHocTs. CAS SciFinder Discovery Platform
NpeAoCTaBAAeT nccnefoBaTeNnaM MHGOPMALMIO, MOMOFatOLLYHO
1N30€exaTb PUCKOB 1 Pa3yMHO NHBECTUPOBATE C YYeTOM MOCAeAHNX
OTKPLITUIA 1 @aHaNn3a KOHKYPEHTHOW CUTYaLN.

KomnaHua CAS aBnsgeTca anaepom B chepe pelleHini ang
MoucKa Hay4YHON HGOPMaLMK, COTPYAHMYAdA C MHHOBATOPaMM
CO BCEro MUpa ANg YCKOPEeHUSA HayUYHbIX OTKPBITUI. B KOMMaHW
CAS pabotaroT 6onee 1400 3kCNepToB, KOTOPbLIE OTOUPAIOT,
00BEeANHSIOT 1 aHANV3UPYHOT HayYHble 3HaHKSA, YTODbI
BbIABWTL HEBNAMMbIE CBA3W. Ha MPOTAXEHMN yXe bosee

100 net yyeHble, CNeumnanmcTbl Mo naTeHTam 1 PyKOBOAUTENN
NpeanpUATII LOBEPAIOT PeLUEHUAM 1 ONbITY KoMMaHun CAS,
YTOObI 06eCNeYnTb aHaNM3 MPOLAbLIX AaHHBIX, BbIAEIUTE
BaXHYH MHGOPMAaLMIO 1 CMPOrHO3MpPOBaTh byaylliee — BCe
3TO HEOOXOAMMO A7 MOCTPOEHNS OyAyLLEro C y4eToM YPOKOB
npownoro. CAS — 370 nogpassgeneHne AMeprKaHcKoro
XUMWNYECKOro obLLecTBa.

CBS)KUTECb C HAMM NO afpecy cas.org
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