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ABSTRACT: A new microporous metal-organic framework (MOF) material [Nix(dpal(pyz)a(:0)i]+ 11 HO (1) with BCT zeolite topology ®
has been hy The framework undergo dynamic structural transformation in response to removal and
rebinding of the suitable guest molecules,
Microporous metal-organic framework (MOF) materials have f . A
received increasing attention mainly because of their potential l l

application in adsorption, ion exchange, and catalysis, as well as
intriguing architectures and topologies."* In particular, dynamic
porous MOF materials retain crystallinity after some structural
transformations, including stretching, rotational, “breathing”, and
scissoring mechanisms, responding to external stimuli, which is
essentially distinct from that of the rigid classical porous materials.®
Those reversibly dynamic structural changes. being induced by
removalireadsorption of guest molecules and/or caused by the
removaladdition of ligands from/to the host framework itself, may
be used for the accommedation and separation of specific molecules.
However, it is still a challenge to control the pore size and chemical
characteristics of the internal surface as well as decorale the
topelogy of dynamic porous MOF materials* A promising route
to such malerials is the rational choice of suitable inorganic
compositions as secondary building units (SBUS) and flexible

ic ligands as the spacers. 1.1"Biph ‘_dicarboxylic acid
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N no6aBnsitoT UHAEKCHbIe TEPMUHBbI —
KNoYeBble CITIoBa U perncTpalmMoHHble HOMepa BELLEeCTB,
OMMUCaHHbIX B MEPBONCTOYHMKE

Crystallography and Liquid Crystals (Section?S-11)

Concepts Substances

Liquid crystals 1403559-75-0P
1403353-73-5F
1403353-79-4P
1403352-80-7F

chiral; study on chiral lig. crystals based on optical active

PRRPRP

iznamyl alc.

1403353-81-5F
Esterification Heating study on chiral lig. crystals based on optical active isoamyl
Fhase fransition Temperature alc.

Thermal stability

Properties; Synthetic preparation; Preparation

study on chiral lig. crystals based on optical active isoamyl

al. 137-32-6 2-Methyl-butan-1-0l &
149-01-7 3,4,5-Trihydroxy-benzoic acid, reactions @
I82E0-28-0 4

study on chiral lig. crystals based on optical active isoamyl
alc.

Reactant; Reactant or reagent
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O Liquid crystals (115544) Enotes 1Al envstEl pelmere
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B [ chiral liquid crystals (414)
|| Chiral smectic liquid crystals (437)
[ cholesteric liquid crystals (3059)
[l Liguid crystal optical filters (79)
[ Liquid crystal transition {4092)
[Zl Liquid crystals, polymeric (27598) h
B [ Nematic liguid crystals (8605)
|| Cholesteric liguid crystals (3059)
[ Polymer-dispersed liguid crystals (1761)
B [ Smectic liquid crystals (3117)
[ chiral smectic liquid crystals (437)




YyeHble CAS 0OHapyXunBaloT cywWweCcTBeHHbIe AaHHbIe,
Takme Kak HesiBHO ONMCaHHble CTPYKTYPbI, KOTOpble
OTCYTCTBYIOT B Apyrnx 6a3ax gaHHbIX

Compound 34: Diisopropy] azodicarboxylate (DIAD) (1.20 mL. 6.08 mmol) was
added to triphenylphosphine (1.60 g, 6.08 mmol) in THF (100 mL) at 0 °C. and was
stirred for half an hour during which time the }re.'l.lnw solution became a paste.
‘Compound 14 (2.58 g, 4.06 mmol) and p-nitrobenzoic acid (0.8] g, 4.87 mmol) were
5  dissolved in THF (50 mL) and added to the paste. The resulted mixture was stirred at
" ambient temperature overnight. Water (100 mL) was added and the mixture was made
slightly basic h}r adding NaHCO; solution fnl!r::rwed by extraction with EtOAc (3x50
mL). ipe once and dried over nrlhydmus
Ma; S0y The desired product (2, 72 g, B5% yield) was obtained as white powder aﬁer
10 Si0y chromatography (FEtz O/hexanes 1:2), m.p. 207-209 °C; IR (KBr). 3434, 3056,
2040, 2868, 1722, 1608, 1529,1489, 1448, 1345 cm™ ;' '"H NMR (CD'L"I:q,BdU MHz) &
8.30-8.26 (m, 2 H), 8.21-8.16 (m, 2 H), 7.46-7.42 (m, 6 H), 7.31-7.18 (m, 9 H)5.33
(bs, 1.H), 4.02 (bs, 1 H), 3.90 (bs, 1 H), 3.09-2.97 (m, 2 H), 2.68 (td, J=14.95, 2.56
Hz, 1 H), 2.29-2.19 {(m, 1 H), 2.07-1.06 (series of multiplets, 24 H), 1.01 (s_, 3 H), 0.98
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B ~6,730 References
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Biological Properties Value Hote
ADME (Absorption, Distribution, See full text (2) CAS
Metabolism, Excretion)
Half-Life (Biclogical) See full text (9) CAS
LCS0 See full text (13) CAS
Minimum Inhibitory Concentration See full text (43) CAS

CH

CAS Registry Number: 501-36-0
Ci4 Hiz Oz
1,3-Benzenediol, 5-[(1E)-2-(4-hydroxyphenyl)ethenyl]-

1,3-Benzenediol, 5-[2-(4-hydroxyphenyl)ethenyl]-, (E}-; 3,4',5-
Stilbenetriol (7CLACI); Resveratrol (6CI); (E)}-2-(3,5-
Dihydraxyphenyl}-1-(4-hydroxyphenyl)ethene; (E}-3,4',5-
Trihydroxystilbene; (E)-5-(p-Hydroxystyryl)resorcinol; (E)-
Resveratrol; 3,4',5-Trihydroxy-trans-stilbene; 5-[(1E)-2-(4-
Hydroxyphenyl)ethenyl]-1,3-benzenediol; CA 1201; Resveratrol P
5; Resvida; Vineatrol 20M; trans-3,5,4'-Trihydroxystilbene;
trans-Resveratrol

Lipinski and Related Properties Value

Freely Rotatable Bonds 5

H Acceptors 3

H Donors 3

H Donor/Acceptor Sum &

logP 3.024x0.267
Molecular Weight 228.24
Spectra Properties Value
Carbon-13 NMR. Spectrum See spectrum
Froton NMR Spectrum See spectrum

Ecnun 310 BaXXHO, 310 ecTb B SciFinder!



Ba3bl AaHHbLIX BXxogsawme B SciFinder

CAplus® — 6nbnuorpacusn
10,000+ xxypHanos (185 cTpaH)
naTeHTbl U3 63 BEOOMCTB

®
REGISTRY - coeauHeHusi
OpraHu4veckne n HeopraHu4. CTPYKTYpbl,
rnocnegoBaTeribHOCTU

CASREACT® — peakuuu
CTpyKTYypHble AnarpamMmmbl, AeTanu

CHEMLIST® — perynupyemas xumus
REACH, EINECS, US. Gov/Fed. Register

CHEMCATS® — nocTaBLMKN peakTUBOB
XuMmn4yeckme Katanoru

MARPAT® — cTpykTypbl Mapkywa
440k nateHToB, INPI c1961 .

MEDLINE — 6ubnuorpadcpusa
5,200 bromMmeanuUnHCKNX XXypHanos

44+ mnH. cebinok (5,000 exegHeBHO),
PedepaTtbl u uHaekcnpoBaHue ¢ 1802
r., yutatbl ¢ 1997—

129+ MmnH. manbix monekyn (15,000
eXeaAHeBHO), 66+ MIIH.
nocnepoBaTtenibHocTen, 5,0+ MnpA.
CBOMCTB

87+ MIH. peakuun U CUHTE30B C
1840r.

345 k perynupyembix coeauHeHUn ¢
1979 r.

102+ MAnH. coeAUHEHNN OT
NOCTaBLUMKOB (28+ MIH. YHUKaNbHbIX
CAS-HOMepoOB) € ueHamu

1,1+ mnH.cTpykTyp Mapkywa (75
HOBbIX MAaTEHTOB €XeAHEeBHO)

24+ MnH.6ubnunorpadumyeckmnx NLM-
CCbINoK € 1947/ r.



OCHOBHbIe BO3MOXHoOCTU SciFinder —

MOLLHOIO MHCTPYMEeHTa AnA NoAepXKU

Hay4yHoOM aesiTenbHocTK B Bawen
opraHusauum

129 viIH.+ N WA4 MNH.+ ccoinok
YHUKaJ/IbHbIX OpraHU4YecKmnx .
B e v + MHTErpupoBaHHbI AocTyn
coeamMHeHM K 24 MUAANOHAM CCbINIOK U3
T — 6a3bl gaHHbIXx MEDLINE®
Koanekuna maiabix
s 87 MNH.+
peakuumn
MouTu B 2 pasa 6onblue
yem y 6amrKaiiwero
o SciFinder® KOHKypeHTa 63

MpepocraBnser gocryn K MaTeHTHbIX BeAOMCTB
MaKCMMaNbHOMY 06bemy

ny6anuyHon nHpopmaumm
no Xumum.

Ha 25% 6onblue yem y
Apyrnx npoussoautenei

CAS is a division of the American Chemical Society. Copyright 2014 American Chemical Society. All rights reserved. Data as ofSeptember 2014



HoBble xummnyeckne coegnHeHunsd
BCE Hallle BnepBbieé ONMncCbiBalOTCA
B MaTeHTax

MpoueHT HOBbIX cCOeAUHEHNIA U3 NaTEeHTOB
80% -
70% - 75%
60% -
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1976 2013

Year With SciFinder, you get the most

comprehensive, timely patent data.

CAS is a division of the American Chemical Society. Copyright 2014 American Chemical Society. All rights reserved.
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ba3bl gaHHbIX CAS obecneumBaloT LUMPOKUIA OXBaT
nybnukauun B obrnactn omonornm n meguLumnHbI

MonekynapHaa 6uonorua n
reHeTuKa

Annual Review of Genetics

Cell

Developmental Cell

Genome Research

Journal of Cell Biology

Molecular Genetics and Genomics
Nature

New England Journal of Medicine

Proceedings of the National Academy
of Sciences

Science

Bbuoxummsa

ACS Chemical Biology

ACS Synthetic Biology

Annual Review of Biochemistry
Biochemistry and Cell Biology
Cellular Physiology and Biochemistry
Journal of Biological Chemistry
Journal of Cellular Biochemistry
Molecular and Cellular Biochemistry

Preparative Biochemistry and
Biotechnology

CAS is a division of the American Chemical Society. Copyright 2014 American Chemical Society. All rights reserved.

dapmaueBTuKa u
MeAULMHCKaA Xumums

Advanced Drug Delivery Reviews

Annual Review of Pathology:
Mechanisms of Disease

Anti-Inflammatory Anti-Allergy
Agents in Medicinal Chemistry

Circulation Research
Immunity

Journal of the American Medical
Association

Journal of Experimental Medicine
Nature Reviews Drug Discovery

Trends in Immunology




NononHuTernbHbIE
BO3MOXHOCTM SciFinder

1,800+

HavmeHoBaHUU
6enKoB u

6.8 MAH+ 100’000+ CUHOHMMOB

JKCnepUMeHTa/IbHBIX Peakuuii us nanbonee
MeToANK peariiis aBTOPUTETHBIX
6onee 1 MaH 6bl1O MCTO N
1063BNIEHO TONBKO B 3TO) 1.4 MNH OxBar
[ ]
roay! auccepTtauui 6o
JKCNepUMEHTaNbHbIX
yBe/MYeH 3a cyerT

CNEPRIS. Science of Synthesis paboT 3 Kutas
>22,000 reTepoaTOMHbI

MeToauku ns

YKYpPHanos n3 Thieme n Wiley’s
Springer and AMP cnexTpos Encyclopedia
Thieme Verlag of Reagents for
Organic Synthesis
> 4.5 mnH and Organic
3KCNepPUMEHTaNIbHbIX Reactions (EROS) B

CBOWCTB KayecTse npumepa

CAS is a division of the American Chemical Society. Copyright 2014 American Chemical Society. All rights reserved.



SciFinder Smart Search — npogBuHyTasa cuctemMma noucka
05 NOMOLLM Nonb3oBaTensam

 WHTenneKkryanbHaa pacwindposKa
NOUCKOBbIX TEPMUHOB

— CUMHOHMMbI: cancer =2 e.g. tumor

— pasnuyHble cnosodpopmbl :
freeze 2 frozen

— eAMHCTBEHHOEe U MHOeCTBeHHOoe
YUCNO : Mouse = mice

— a6bpesunatypa : HPLC

— COKpallleHHOe HanucaHue :
solvable = solv

e ANbTEepHaTUBHbIE BapuaHTbl HANUCAHUA
e CTPYKTYpHbIe TayTOMepPbl U KOMMNAEKCbI
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Poccunckasa Hayka B Chemical Abstracts
(kak npumep, c 2009-)

 bonee 207,800 nybnukaumm poCCUNCKNX aBTOPOB
BkItodeHbl B Chemical Abstracts ¢ 2009 ropa

— 136,900 cTtateun us xypHanos 1 70,900 nateHTOB

e Bkno4yeHbl ctatbn 3 400 HaMMeHOBaHUW XXYpPHarnos,
onybriInkoBaHHbIX HA PYCCKOM AA3bIKE, NN UMEIOLLIUX
yKasaHWe Ha TO, YTO XypHan POCCUMNCKUX B UX HA3BaAHUAX
(Russian Chemical Reviews, Russian Journal of
Organic Chemistry u 1.4.)



Cneumanuctbl CAS nepeBOAAT Ha aHIMUNCKUK pedhepaThl

B. B. Fuirosa, I'. A. Anansesa, H. B. Ycoasyeea

XHPAJIBHBIE KHJKHE KPHCTAJLTBI HA OCHOBE
OIITHYECKH AKTHBHOI O H30AMILTOBOI'O CIIHPTA

lBaHOBCKHH rocyaapcTBeHHBIH yYHHBepcHTeT. HI1I1 Hanomarepuanos
153025 Heanogo. yu. Epmaka. 39. E-mail: nv_usoltseva@mail.ru

C yenvro uzVYeHUA ETUAHIA CITNPOEHIA KATAMUINHBIN COeOUHEH T Ha X Mez0MopghHbie
ceolicnea ocvujecingied CUHmE3 U UBVUEHBl  MeKCHIVPHbIE  Xapaxiepucimuxu  nani
MPOUZE00HBIN U30AMILTOE020 chupia. Yemarnoenexo, uino 13 namiu coeouHeHull moabko oea
(arxuTIZaMeN|eHHbIe) NPOAETAIOM XUPATLHVIO HEMAmueckvio @azyv. AIkoxcuzaveljenyvie u
HPOUREO0HBIE CO CTONCHOIPUPHOU CEAILIO GOPMUPVION HEMATNUHECKVIO A3V 0€3 NPUHAKOE
XUPATOHOCTNIL.

Krroueesre ca06a: curmes, XUPATbHLIE HCUOKNE KPUCMIALTILI,  Me30Mop@ua,
onmuvecKu akxmuexvill uzoavitoesiil cnupm. (C. 43 — 47)

[] 1. chiral liquid crystals based on optical active isoamyl alcohol Q B Full Text

By Bykowa, W W) Anan'eva, G &, Usoltsewa, M, W
From Zhidkie Eristally i Ikh Prakticheskoe Ispol'zovanie (201173, (13, 43-47, | Language: Russian, Dakabase: CAPLIJS

To study the influence of the calamitic compds, structure on their mesomorphic properties, the synthesis and study of
the texture characteristics of S isoamil alc, derivs, were carried out.  Only two (alkyl substituted) from 5 compds.
possess chiral nematic phase. The alkoxy substituted and the ester derivs, from nematic phase without chirality
features.

18



Cnucok poccumnckux xxypHanos (top list)
B Chemical Abstracts

Refs

Journal 2009-

RUSS CHEM BULL 1478
1ZV VYSSH UCHEBN ZAVED KHIM KHIM TEKHNOL 1429
RUSS J GEN CHEM 1380
RUSS J PHYS CHEM A 1170
RUSS J APPL CHEM 1143
RUSS J ORG CHEM 1064
BULL RUSS ACAD SCI PHYS 996
RUSS J INORG CHEM 930
BASHK KHIM ZH 645
RUSS J GENET 610
PLAST MASSY 595
ESTESTV TEKH NAUKI 547
RUSS PHYS J 526
KHIM FIZ 497
TSVETN MET MOSCOW RUSS FED 483
RUSS J ELECTROCHEM 474
KHIM RASTIT SYR YA 470
FIZ MET METALLOVED 445

KHIM PROM ST SEGODNYA 434



OCHOBHbIe gUCUUNNNHbI B POCCUMUCKUX NyOruKaumusax

Section Title Refs
56 Non Ferrous Metals 2636
51 Fossil Fuels (oil) 2579
55 Ferrous metals 2088
53 Mineralogy 1881
22 Physical Organic Chem 1589
76 Electric Phenomena 1513
57 Ceramics 1339
59 Air Pollution 1229
54 Extractive Metallurgy 1213
73 Mass Spectroscopy 1071
14 Mammalian Biochem 1046
78 Inorganic reactions 1010
1 Pharmacology 1004
61 Water 988
48 Chemical Engineering 928
37 Plastics 884
60 Waste treatment 878
71 Nuclear Technology 857

68 Thermodynamics 835



OpraHusauum no scemy
MUpYy aosepsoT SciFinder

<2== SCIFINDER
g™

A CAS SOLUTION

NCMNOoJIb3yeTCA

45 u3
Ton 100 ton 50
YHUBEpPCUTETOB XUMMNYECKUX
48 u3 B Mupe KOMMaHMi1 NO
ron 50 BCEMY MUpPY
¢apmaueBTHYE

Cambin
oonbLion
KOHCOPLUYM U

TON uccne-
AoBaTenbCKUX
yuypexaeHum
B Kutae

CKMX KOMNaHUn
no Bcemy Mupy

Ton
KNO B NHanN

23 n3

TONn 25
5 rocynaapCTtBeHHbIX
noTexHosrorn4ye opraHusauMﬁ B

CKUX KOMNaHn" CLUA
rio BceMy Mupy KpynHe#wmue

KOHCOpPLUUYMbI B
A3uu, EBpone,

Ton

HcmoyHuku:
-

- The Academic Ranking of World Universities

A— ® NatuHckon AMevp“Ke - Chemical & Engineering News
. ‘ n CeBepHOVI - Genetic Engineering & Biotechnology News

ision of the Amer - AMEPUKE - PharmaExec.com
v A CAS SOLUTION 2014 American Che {ed.



.\_\

Cnacu6o 3a BHUMaHue ' :

AdeHnc EpoxuH
derokhin@cas.org

‘-..:.‘."-. ffy
Connect with SciFinder ACS |nterna:ti0nal'\

'w| flin| www.cas.org e \

.‘1“
5,
\‘-\.

-

== CAS === SCIFINDER
By e 2L T S | 75 soLUTION

MERICAN CHEMICAL SOCIETY




	SciFinder�Searching for Science
	Chemical Abstracts Service
	Slide Number 3
	Slide Number 4
	Slide Number 5
	Ученые CAS обнаруживают существенные данные, такие как неявно описанные структуры, которые отсутствуют в других базах данных
	Что нам известно об этом соединении?
	Slide Number 8
	Основные возможности SciFinder – мощного инструмента для подержки научной деятельности в Вашей организации
	Новые химические соединения все чаще впервые описываются в патентах
	Максимальный охват азиатских патентов
	Базы данных CAS обеспечивают широкий охват публикаций в области биологии и медицины
	Дополнительные возможности SciFinder
	SciFinder Smart Search – продвинутая система поиска для помощи пользователям
	Эффективные инструменты интерфейса SciFinder
	Применение фильтров Categorize и Analyze облегчает поиск релевантной информации
	Российская наука в Chemical Abstracts �(как пример, с 2009-)
	Специалисты CAS переводят на английский рефераты
	Список российских журналов (top list) �в Chemical Abstracts 
	Основные дисциплины в российских публикациях
	Организации по всему миру доверяют SciFinder
	ACS International�www.cas.org

