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Reaxys PhD Prize
=78
The world’ most prestigious award recognizing young chemists’ work

Want to have a taste of PhD

The PhD Prize recognises the Symposium?
research of extraordinary young All 45 entrants are given an
chemists and celebrates the very opportunity to present their research
best of chemistry research. at the PhD Prize Symposium
No other award impacts the career mspmch chlFERENCE
of a young chemist like the Reaxys The 3 winners will be
PhD Prize selected and announced at Reaxys Inspiring Chemistry Conference 2014 -
the banquet closing the Short Compilation
Symposium -

It represents a great opportunity for
applicants, their research Group
and academic institution to get
further visibility in Chemistry
community.

(click to play the video)

Symposium is held in a
different but equally
prestigious location. In 2015,

it was hosted in Hong Kong Submissions for
2017 PhD Prize will
All 45 finalists will be open soon

rewarded wide range of
benefits including lifetime
membership to PhD Prize

2016 will mark the 7t edition of the
prize. 2500 submissions have been
received from over 400 universities in
its 6-years history.

Each year, 45 finalists are selected Club, access to the
by a panel of judges out of powerful network of 270 Discover more on our website:
hundreds of applicants. 3 winners talented chemists and free http://inspiringchemistry.reaxys.com
will then be awarded. access to Reaxys and /phdprize
Reaxys Medicinal
Chemistry

Any question about the Reaxys
PhD Prize?

Each of the 3 winners receives an Please email info@reaxys.ch
additional cheque for $2000

The Chair of Reaxys PhD Prize
Review Board is a selection of
renowned chemistry experts from
around the world




XnMmua aBnaeTcsa OCHOBHbIM CErMeHTOM akaeMU4YeCKOM
Hayku. Bknag xuMmmnkoB B NnyONMKaUuMOHHYK aKTUBHOCTb
cocTtaBnsieT B cpeaHem 30% no Bcemy Mmupy
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XnMunkKn B noBcegHeBHOM paboTe CTaNnKMBAKOTCA C pAOOM
npooremM, Ha pelLleHne KOTOpbIX 3aTpauyuBaeTCcsa BpemMs,
YTO CHMXaeT Npon3BoAUTESNIbHOCTbL TpyAaa
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. CKONnbKO BpEMEHMU
3aMMeT MoucK 3To
NHopmauunmn?

PykoBoACTBO U nnaHnpoBaHue HanucaHue rpaHTOB
Hay4YHoun pabotoun

OOyyeHue n HacTaBHU4YECTBO HoBble ngen u coTpyaHn4ecTBo



NMoppepxka paboTbl CTYAEHTOB U COTPYAHUKOB XMMUKOB:

MoBbllLaeT penyTay, apoAHoi apeHe

[ToBbILLaeT adpdek
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Bknap Takon nogaepXXku BbIXOAUT Aaneko 3a npeaenbl

XUMHYeCcKoro pakynereTta

3HaHua o ...nx
coeJMHEHUSIX.. CBOWCTBAX...

... KaK 3TO
NMOMEHATD...

-

... dKTyallbHbl AJ14 LUNPOKOIo CreKTpa aApyrmx ancunniinH

C-X Hayk

[nweBbIX HayK

[waponorun

JlInmHonorusa

Tokcukonorus
ccnepoBaHne NoBEPXHOCTU
KnuHunyeckmne nccnenoBaHum

Hayka o matepuanax
[Mpupooononb3oBaHne
[eonornyeckne Hayku
Apxeonorus
[ManeoHTONMOrNA
HaHoTexHonorum

MonekynsapHas
Brnonorus

KnetouyHasa buornorus
dapmakonorug
Brnoxumus
BbnomeauumHa
BrnotexHonorumn

W mHorune gpyrue...

OCHOBHbIE
NPUHUMUNDbI
XUMUU

Ucnonb3ayroTca

B Pa3nmnyYHbIX
ancuunnuHax




Reaxys

UHdopmaumuoHHaa cucrtema, NnOCTpPpoeHHan ans
OoTpaXxeHusl pearibHOro UCNoOSfib30BaHUA XUMUYECKUX

3HaHUM

@

74.9 MnH 3anucen
coeguHeHuu ¢ >500 MnH
n3BreYeHHbIX paktoB 06

NX CBOUCTBAX:
dm3nyeckne, Xmmm4eckme,
cneKkTpanbHble,

40.7 MnH 3anucen
peakuumn BKNOYaoT
N3BMNEYEHHbIE AAaHHbIE
00 ycnoBusax
NpoBeaeHNsa peakumn,

pacTBOpUTENSX,
dKoJ1orn4eckune, KaTanusaropakx,
OMOAaKTUBHOCTb BbIxoae

OCHOBHbIe NMPUHUMNNBI XNMUU

CB43b

51.9 Mnm 3anucen
INuTtepaTtypbl 13 16,000
nepnognvecknx n3gaHum
onucbiBasi MPUMEHEHNS B

obnactn matepuarno-
BegeHusi, buomegnLUmHBbI,

Hayk 0 3emMne, TEXHNYECKUNX
N 3KONOTMMYECKMX HayK,
cdhabmakonoruu...

NMpnmeHeHne B
pa3fnyHbIX
ANcuMninMHax




Reaxys

CHuxaer neperpy3Kky I/IHd)OpMaLII/Ieﬁ 3d CYHeT KypnpoBaHHbIX, Ka4eCTBEHHO

n3BJ1€4eHHbLIX AAaHHbLIX

bonee 50% XMMUKOB TpaTaAT HE MeHee
5 YyacoB B HeOEern B Nonucke
NHOpMaLIUW.
23%
Bonee 10 yacos
B HeJenwo 44%

MeHee 5 yacos
B Heaento

33%
bonee 5 yacos B
Hepentwo, Ho meHee 10

XUMUKM TpaTAT HENPOMNOPLMOHAIbHO
MHOFO BPEMEHW Ha MOUCKN NUTepaTypsbl.

OaHHble
3anpocbl  Bpewms 3aTpaTbl

39

JNlntepaTypa
3anpocbl Bpewms 3atpathl

05 <T'<a.,,@)

Retrieving extracted data
is faster than finding answers

in full-text literature.

LS

°*

Mounck n3BJ1Ie4YeHHbIX AaHHbIX

: BbINMNOJTHAETCSA 6bICTpee, YyeM MNOMUCK
®

OTBEeTOB B NONMHOTEKCTOBOM

nuTeparypbl




Reaxys

UHdopmaumoHHaa cuctema, npegHasHavyeHHas ons
OoTBeTa Ha uccriegoBaTesibCKkue BOMpPOChLI Ha neTy

Onpoc The ChemSearch Challenge

[Tonb3oBaTenn Reaxys HaxogaT
OTBETbI bonee 4Yem BABOE ObICTPEE,
4yeM apyrve nonb3oBaTenu

4.86
Reaxys

SciFinder

All Non-RX

||||||||||||||||||||||||||||||||||||

MWHYTbI

Jlydiine KOHKypCaHTHhlI,
58% wncnonb3oBanu Reaxys

B Reaxys
B SciFinder
B All others




Reaxys
Responds to what really matters in chemistry (Re)search
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BonbLMHCTBO Nonb3oBaTenen NCNonb3yT coaepxalumecs 3anncn CoegnHeHnn n
PeakLin, HO Mano ToNbKO HEKOTOPbIE BOCMNOMb30BaNMCbL BCEMU NPENMYyLLIECTBaAMMU
OBLIMPHON, Ka4eCTBEHHON Ba3on nuTepaTyp.bl.
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Synthesize Synithesize RxID: 24815350
Find similar Find similar Find similar ~eactions
88.1% Stage #1: With baeron tribromide in chloroform DR PHARMA NOVA, LLC

BE28

Synthesize | Show Details

Find similar

T=23-26C; 0.283333 h;

Stage #2: With ammonia; water in chloroform
T=-5-0°C; 0.5h;

Show Experimental Procedure

Patent: WO02006/91885 A2, 2006 ;
Location in patent: Page/Page column 51 ;
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potert 41V-1 MMRTIE, Part
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bialogical evaluation of

Tian, ¥ey D, Neping; Rai, a4

Diwakar; Warwy, Liu; Lic,
Huiging; Zhan, Peng; D=
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Chemical Name:
FACLITAXEL

Reaxys Registry Number: 4230260

CAS Registry Number: 33063-62-4

Type of Substance: heterocydic

Molecular Formula: CyHoiMO14

Linear Structure Formula: C47Hg; 014N
Molecular Weight: 853.32

InChI Key: RCINICONZNIXQF-MZXODVADSA-N

Highest Clinical Phase: Marketed

Rinorganic and Madidinal CrerisTy, 2004, val. 77, #7 p. X152 - 2059
Full Texl  Wiew ciling a Lul=s

91tn >51 MnH
3anuceun
AOKYMEHTOB
cogepxaT LleHHYH
nHdopmaumio,
KOTOPYHIO HeNb3A
HaWUTU B APYrux
cucrtemax



European Journal of Medicinal Chemistry 92 (2015) 754765

Contents lists available at ScienceDirect

European Journal of Medicinal Chemistry

ELSEVIER journal homepage: http://www.elsevier.com/locate/ejmech

Original article

Fused heterocycles bearing bridgehead nitrogen as potent HIV-1 @Cm’m
NNRTIs. Part 3: Optimization of [1,2,4]triazolo[1,5-a|pyrimidine core
via structure-based and physicochemical property-driven approaches

Boshi Huang *, Cuicui Li %, Wenmin Chen *, Tao Liu *, Mm%yan Yu® Lu Fu , Yueyue Sun
Huiqing Liu <, Erik De Clercq °, Christophe Pannecouque °, Jan Balzannl , Peng Zhan *
Xinyong Liu ™"

B Medicinal Chemisiry, Key of Chemical Biol
44 West Culture Road, 250012 Jinan, Shandong, PR China

" Shandong Institute for Food and Drug Control, 2749 Xinluo Street, 250101 Jinan, Shandong, PR China

© Institute of Pharmacology, School of Medicine, Shandong University, 44 West Culture Road, 250012 Jinan, Shandong, PR Ching
“ Rega Institute for Medical Research, KU Leuven Minderbroedersstraat 10, B-3000 Leuven, Belgium

of Education), School of Pharmaceutical Sciences, Shandong University,

ARTICLE INFO ABSTRACT

Article history: In our arduous efforts © dwelou new ]mnem HIV-1 non-1 nucleoslde reverse transcriptase (RT) inhibitors
Received 20 sePﬁl?f"'ﬁftl' 2014 (NNRTIs), novel pij d [124] o[ 1,5 idine derivatives were designed, synthe-
Received m;“‘*d form sized and evaluated for their antiviral activities in MT-4 cell cultures. Biological results showed that all of
21 January 2015 the title compounds displayed moderate to excellent activities against wild-type (wt) HIV-1 strain (1llz)

fexepted 21 by 2015 with ECsp values ranging from 8.1 nM to 2284 nM in a cell-based assay. Among them, the most promising

alable online 22 January 201 analog 7d possessed an ECsg value of 8.1 nM against wt HIV-1, which was much more potent than the

i reference drugs DDI, 3 TC, NVP and DLV. Additionally, 7d demonstrated weak activity against the double
Tnmwnmm mutant HIV-1 strain (K103N | YISIC) and was more efficient than NVP in a RT inhibition assay. Besides,
Structure-based drug design some and properties of 7d, like log P and water solubility, as well
Biologieal activity as the structure—activity relationships (SARs) analysxs have been discussed in detail. Furthermore, the
HIV-1 RT binding mode of the active ¢ 7d was by molecular si ion studies.

Physicochemical properties © 2015 Elsevier Masson SAS. All rights reserved.
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3anucb JoKyMeHTa BKtoYaeT bubnuorpadguyeckyro
nHpopmMauumio...

Fused heteracydic Tian, Ye; Du, Deping; Rai, 2014 Bioorganic and Medicinal Chemistry, 2014, vol. 22, #7 p. 2052 - 2059
compounds bearing Diwakar; Wang, Liu; Liu, Full Text  View citing artides
bridgehead nitrogen as Huiging; Zhan, Peng; De
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2 Title/Abstract
Fused bearing bri nitrogen as potent HIV-1 NNRTIs. Part 1: Design, is and biological ion of novel 5;:
pyrazolo[1,5-a]pyrimidine derivatives

In our continuous efforts to identify novel potent HIV-1 NNF
their anti-HIV activities in MT4 cel cultures, Biological results P 1 excelent activity against wid-type HIV-1 with a wide range of ECso values
from 5.98 to 0.07 M. Among the active compounds, 5a wa: e e p aT ‘5 of 0.07 uM against wild-type HIV-1 and very high selectivity index (SI, 3399).
Compound 5a was more effective than the reference drugs arder to further confirm their binding target, an HIV-1RT inhibitory assay was
also performed. Furthermore, SAR analysis among the newly synthesized compounds was discussed and the binding mode of the active compound Sa was rationalized by molecular modeling
studies.

Jpyrimidine derivatives were rationally designed, synthesized and evaluated for

.1 CBAA3aHa C KOHTEHTOM, OpPraHNU30BaHHbLIM B
3anucm CoegnHeHun n Peakuymn, a Takke ¢ nonamu
CBOWCTB

CeoucTBa

CoegnHeHuns Peakuynn




OTobOpaxaeT cooTBeTCTBUE UCTOYHUKA pAAY ANCLUUNIINH

B oononHeHune K Kno4veBbIM CroBam dBTOpPa 3arimcu D,OKyMeHTOB YKa3bIiBakOT

NHOEeKcauuto ¢ ApYyrmmMu NUANPYIOLWMMIN Ha pbiHKe 6a3amu AaHHbIX

e) Compendex
Embase’

WREAXYS®

With geographic,
species and drug
tradename indexing
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Keywords:

Author: antiviral activity; Bignoniaceae; EMCV; HSV-1; in vitro assays; plant extracts; VACY
Compendex Free Language: Antiviral activities; Bignoniaceas; EMCY; HSV-1; In-vitro ass:
Compendex Descriptor: Assays; Bromine compounds; Ethanal

Compendex Mainhead: Viruses

EMTREE drug term: addovir; alphaZa interferon; natural product; plant extract

GEDbase Subject Index: antimicrobial activity; dicotyledon; ethanol; ethnobotany; medidr
EMTREE medical term: animal cell; antiviral activity; artide; Bignoniaceae; Brazil; controlle:
Murine encephalomyelitis virus; nonhuman; plant leaf; plant stem; Yacdnia virus; Vera cell
Medline descriptor: Animals; Antiviral Agents; Bignoniaceae; Brazil; Cercopithecus aethiop:
Tests; Plant Extracts; Vacdnia virus; Vero Cells

Regional Index: Brazil; Minas Gerais

Species index: Bignoniaceae; Encephalomyocarditis virus; Human herpesvirus 1; Murinae; ¥
Reaxys Terms: 3-(4,5-dimethylthiazol-2-y1)-2, S-diphenyltetrazolium bromide; natural prod

Tradename: bi 201335 (Boehringer Ingelheim)
Tradename: bms 650032 (Bristol Myers Sguibb)
Tradename: bms 730052 (Bristol Myers Sguibb)
Tradename: indvek (Movartis)

Tradename: nim 811 (Pharmasset)
Tradename: psi 7977 (Scynexis)

Tradename: scy 635 (Johnson and Johnson)
Tradename: tmc 435

Tradename: victrelis



OGecneyuBaet AdaHHbIMU, KOTOPbI€ MOXHO UCNOJ1Ib30BaTb HAMNpPAMYIO

Mcnonb3oBaHne pacTBOPMMOCTU CoeauHeHUs TpebyeT 3HaHUA Temrniepatypbl U
pacTBOPUTENS WCMONb30BaHHbIX MPY N3MEPEHUN
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Highest Clnical Phase: Harketed

Chemical Names an d Synonyms

acetylsalicylate, acetylsalicylc acd, acetysaicyic Acid
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Reaxys )
JTO OOLUMPHBLIE, XOPOLLUO NPOUHAOEKCUPOBaHHbIE AaHHbIe NOo4 PYKOU

Reaxys aBnaeTcs KpynHenwmm XpaHmunmuem gaHHbIX O CBOMCTBaxX BELLECTB B
Munpe. PactBOpMMOCTb 3TO TONbLKO oaHO 13 >500 nonen AaHHbLIX ANA NOUCKa B

Reaxys

Melting point

Boiling point

Sublimation

Refractive index

Density

Adsorption

Association

Autoignition

Bound Surface Phenomena
Viscosity

Circular Dichromism
Complex Phase Equilibria
Compressibility
Conformation

Critical Density

Critical Micelle Concentration
Critical Pressure

Critical Tempareture
Critical Volume

Electrical Data

Electrical Moment
Electrochemistry Data
Electron Binding

Energy Barriers

Energy Data

Enthalpy of Formation
Enthalpy of Sublimation
Flash Point

Gas Phase
Dissociation Energy
Crystal System
Crystal Phase

Heat Capacity
Henry Constat
lonization Potential
Isoelectric Point
Kinematic Viscosity

NMR Spectroscopy

IR Spectroscopy

Mass Spectroscopy
UV/VIS Spectroscopy

ESR Spectroscopy

NQR Spectroscopy

Raman Spectroscopy
Luminscence Spectroscopy
Fluorescence Spectroscopy
Exposure Assessment
Bioaccumulation
Bigmagnification

Liquid Phase
Magnetic Data

Solubility Jactr

egradation

Sound Properites

Static Dielectric Constat
Surface Tension
Transition Points
Transport Data

Stability in Soil

Oxygen Demand

Uses

Isolation from Natural Prod.
Reaction Yield
Reaction Conditions
Reaction Type

Named Reaction
Pharmacological Data
Route of Administration
Concentration

Target

Substance Effect
Substance Action on Target
Substance Dose
Bioassay

Animal Model
Organs/Tissue
Cells/Cell Lines
Measurment Parameter
Endpoint of Effect
Ecotoxicology Data
Dielectric Constant
Dissociation Exponent
Dynamic Viscosity
Electrolytic Conductivity
Enthalpy of Fusion
Enthalpy of Vaporization
Explosion Limits
Interactomic Distance/Angle
Kinematic Viscosity
Liquid/Solid Systems
Liquid/Vapor Systems
Metarotation

And many more...



Reaxys

HNenaeT nHcpopmaLUuio OLICTPO U Nlerko 4OCTYNMHOM

_ U? @ _

3anucu CoegnHeHnn
cogepxaT Bce
N3Brie4YeHHble JaHHble O
CBOUCTBaAX COeaUHEHUN.

3anncum JOKYMEHTOB
NPOMHOEKCUPOBaHbI MO
Kno4yeBbIM CroBam M3
pasfnnYHbIX NCTOYHUKOB,
BKItoMaa Begywime 6asbl
naHHbIXx EMBASE,
GeoBase n Compendex.

3anucu peakuum
coaepkaTt U3BreYeHHble
AaHHble O peakuunsix
(BbIXOA, pacTBopUTESb
Temnepartypa u gp.) ua
MHOXEeCTBa UCXOOHbIX
NCTOYHWNKOB.

BbICTpbIN nonck
KOHKPETHbLIX CBONCTBA
BELEeCTB

Jlerko HanTK BCe BeLlecTBa,
KOTOpblE NMEIOT
onpeaeneHHoe CBONCTBO

Acnonb3ynte 3Hakomble
TEPMUHbI, YTOOLI HANTU
peneBaHTHble pe3ynbTarhl

Co3gaHuve
BbICOKOCMNELMPUYHbBIX
NMOWNCKOB

[MpsiMOn NouCK NonesHomn
nHpopmauuto ans
NraHMpoBaHNS paboThl

[1naHMpPOBLUMK CUHTE3a
ynopsigovmBaeT peakummn s
HECKOSbKMX NCTOYHUKOB
ANna PETPOCUHTETUYECKOIO
NfaHMPOBaHUS




W 4o

MpomexyTouHble

I

HoBuuyku JKcnepTbl
nonb3oBaTteneun
MOBbIWEHNA HABLIKOB B MOVNCKE MH®OPMALIMM
BCE BOJIEE U3SALLHBIE CMOCOBbI MCMOb30BAHUA MHOOPMALAN
® @

lNMpocTtoTa YnpaBneHue KomnrnekcHoe
ncnoJsyib3oBaHusA MOUCKOM ncnoséib3oBaHume
«  Google-nogo6HbI « [po3spayHble AdHHbIX

DlOMCKOBMK ] iﬁ”;gﬂ"l:gi?:”b'e *  VIHCTPyMeHTHI

I/IHTWTMBE":'WI * Ob6beanHeHne NOHATUN B PACLLMPEHHOTO Tiolcka

HTepenc a * WHTennektyanbHbIN

MNoogepxka npu
noucke NpaBunbHbIX
NMOUCKOBbIX TEPMUHOB

OAHOM Mouncke
* YceyeHune, ONMU30CTb U
rnornyeckume oneparopbi

aHann3 gaHHbIX U
mMogennmpoBaHmne
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“BonblUMHCTBO OYeHb yliiable nckarean. OHM Haxoasat
HeBepoATHble Belin B MHTepHeTe. OHAKO, OHWM MMEIoT TeHAeHUNIo
6bITb NOBEPXHOCTHLIMU UAN AaXKe HETEepneanUBbIMU CO CBOUMMU
g HaxoaKkamu. EcAan oHM He moryT HalTK OTBET B TedeHue nepBbix.20

PE3YNbTAaTOB, OHW OCTaHaBAUBAOTCA.”
— Dr. Gregory O'Neil, Western Washington University
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OXunpatoT HGopmaumio HesameaIUTENbHO He «KonaoT» rny6o KO

o« RN

OKnAaoT, YTO MHPOPMAUMIO NETKO HAWTU  AKTYya/IbHOCTb MCTOYHMKOB BTOPUYHA

.

@ XOTAT NPAMbIX OTBETOB He oXXnaatoT Uam He 3HatoT,
Kak 0b6pabaTbiBaTb HECKOJIbKO
NAN NPOTUBOPEUYMNBbIE OTBETDI
-y
[MpegnonaratoT, YTO NOUCKOBUK He pa3bupatorcsa B
NOHUMAET UX NOCTPOEHUN CTpaATErMM NONCKA
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OXunpatoT HGopmaumio HesameaIUTENbHO He «KonaoT» rny6o KO

o« RN

OKnAaoT, YTO MHPOPMAUMIO NETKO HAWTU  AKTYya/IbHOCTb MCTOYHMKOB BTOPUYHA

.

@ XOTAT NPAMbIX OTBETOB He oXXnaatoT Uam He 3HatoT,
Kak 0b6pabaTbiBaTb HECKOJIbKO
NAN NPOTUBOPEUYMNBbIE OTBETDI
-y
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Maswal, Masrat; Chat, Oyais Ahmad; |abeen, Suraya; +4 others -
RSC Advances, 2015, vol. 5, # 10, p. 7696 - 7712

Full Text A Show details >

Inoue, Yutaka; Sato, Sayuri; Yamamoto, Chisa; +2 others -

Chemical and Pharmaceutical Bulletin, 2014, vol. 62, #
11, p. 1125 - 1130

Full Text A1  Show details >

Shayanfar, Ali; Asadpour-Zeynali, Karim; Jouyban, Abolghasem -
Journal of Molecular Liquids, 2013, vol. 187, p. 171 -
176

Full Tet A1 Cited 9times A
Show details >



YcTpaHeHMe HecornacosaHHOCTEN

OXunaatoT, YTo UHPopMmauuto  PeneBaHTHOCTb MCTOYHUKOB
JIErKO HaUTH BTOPUYHA

[ToKa*Kute CTyAeHTaMm, Kak onpeaenntb
penesaHTHOCTb AORYMEHTA-UCTOYHWMKA

MpepoctaBuTtb m “B3rnaa” B cogep:KaHue
NCTOYHMKA

3anncu AOKYMEHTOB



OLI,EHVITb perfieBaHTHOCTb B KOHTEKCTe naHp,macha

nuntepaTypbl
A Solubility (MCS) - 107

4 Temperature Solvent :
SG:EI]I?I'IW' Saturation  (Solubility (Solubility EZEZ::E Reference
B (MCS)), °C (MCS)
0.164919 in pure water Maswal, Masrat; Chat, Oyais Ahmad; |abeen, Suraya; +4 others -
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Abstract

UV absorption spectral and HPLC study on the solubilization and co-solubilization behavior of antiepileptic drug
Carbamazepine (CBZ) and calcium channel blocker Nifedipine (NFD), which are reported to have a synergistic
potentiation, was carried out in sodium cholate based binary and ternary mixed micellar systems with non-ionic
polysorbate (Tween20, Tween40) and polyoxyethylene (Brij30, Brij35, Brij56 and Brij58) surfactants. The surfactant-
surfactant interactions and their effect on the aggregation number, solubility of drugs, solubilization site, surfactant-
drug interactions and drug-drug interactions were evaluated and explained. Synergism in mixed micellization
increases the aggregation number and decreases the polarity of palisade layer resulting in enhancement of core
solubilization of drugs with concomitant decrease in palisade layer solubilization. In the Cy; series, CBZ shows a
decrease in solubility upon surfactant mixing, indicating an appreciable solubilization in the palisade layer, whereas in
the Cyi4 series an increase in its solubility was observed. For NFD, a decrease in solubility follows the trend of
synergism in mixed micellization, which is more for strongly interacting surfactant systems. During co-solubilization,
because CBZ occupies preferentially the palisade layer, its solubility is decreased and the solubilization of NFD, which
mainly occurs within the micellar core, is favored. The magnitude of drug-drug interactions increases in mixed
micelles and is more for the surfactant systems, showing more synergism in the mixed micelle formation. The mixed
micellar media used in the present study, being biocompatible, are expected to be employed as solubilization and drug
delivery vehicles for co-administration of these two drugs in vivo. This journal is

Substances
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Selective oxidation of Yasu-eda, Takashi; Kitamura, 2010 Journal of Molecular Catalysis A: Chemical, 2010, vol, 323, £1-2 p.7-15 27
J alcohols with melecular susumu; Tkenaga, Na-oki; Full Text  View citing articles
1 oxygen over Ru/Ca0-ZrO; Miyake, Takanaori; Suzuki,
catalyst Toshimitsu

4 Title/Abstract
Selective oxidation of alcohols with molecular oxygen over Ru/Ca0-Zr0; catalyst

Selective oxidation of alcohols to carbonyl compounds with melecular oxygen was carried out over ruthenium supported on a CaO-Zr0; solid solution prepared by the co-precipitation methed. In the oxidation of
benzyl alcohel, the RufCa0-Zr0; catalyst gave benzaldehyde in a yield higher than 98percent at 90 =C, and the turnover frequency reached 224 hl, The Ru/Ca 0-Zr0; catalyst also exhibited high catalytic
activities and selectivities to carbonyl compounds in the oxidation of aromatic ring-substituted benzylic, allylic, and aliphatic alcohols. Moreover, this catalyst exhibited high activities in the oxidation of alcohols
at a low temperature (40 =C). The catalytic activity and oxidation state of ruthenium depended on the Ca/Zr molar ratio of the support, and the highest catalytic activity was obtained with Ca/Zr = 0.125. DRIFT
and XP5 analyses revealed that Ru"*-0H (n = 3, 4) on the surface of Ca0-Zr0; were likely the active species in the oxidaticn of alcohols.
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Author: Basic support; Ca0-Zr0; solid solution; Heterogeneous catalyst; Oxidative dehydrogenation; Ruthenium
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Multi-step reaction with 6 steps Koskinen, Ari M. P.; Rapoport, Henry
1: lead nitrate, Et3M / CHCl5 f 87 h / Ambient temperature Journal of Organic Chemistry, 1989 , wol, 54, # 8 p. 1859 - 1866
2: 75 percent | CH,Cl; / 16 h / Ambient temparature Title/Abstract Full Test  View citing articles  Show Details

3: 1.) potassium hexamethyldisilazide (KHMDS) / 1.) THF, toluene, -78 deg C, 1 h, 2.) THF, toluens, 3 h
4: 24 percent [ LiAlHy / tetrahydrofuran /4 b/ -78 °C

5: 88 percent [ PPhg, CBry, iPraNEt / tetrahydrofuran / 1 b/ Ambient temperaturs

6: 90 percent | CF3C0,H/ CHaCly f 16 h

View Schems
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Multi-step reaction with 5 steps Koskinen, Ari M. P.; Rapoport, Henry
1: 75 percent [ CHyCly f 16 h f Ambient temperature Jaurrj.al of Organic Chemistry, 1989 , vol. 54, £ 8 p. 1859 - 1866
2: 1.) potassium hexamethyldisilazide (KHMDS) [ 1.) THF, toluene, -78 deg C, 1 h, 2.) THF, toluene, 3 h TitlefAbstract  Full Test  View citing articles  Show Details

3: 24 percent [ LiAlH, f tetrahydrofuran [ 4 h f -78 °C

4: 88 percent [ PPh, CBry, iPraNEt [ tetrahydrofuran / 1 b/ Ambient temparaturs
5: 90 percent  CF3C0,H f CHaCla /16 h
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With AlCkL, aluminium chloride in dichloromethane Tsao, Ying-Yen; Liao, Chyuan-Meng; Chen, Chi-Yu; Lin, Chin-Ming: Wei, Kuo-Min

 Emmias Patent: US2008/245341 Al, 2008 ;
Hide Experimental Procedure Location in patent: Page/Page column &
Title/Abstract Full Teatt Show Detais
3¢

EXAMPLE 5 is the comparative example of EXAMPLE 4,65 g of endo-THDCPD crystals from the same source of EXAMPLE 4 are placed in a 250 mi of glass borte, followed by adding 40 g of dichloromethane thereto to dissolve these onystals, purging with diny
nitrogen and stiming in the ice bath, Subsequently, 10 g of AICK s added to the dichloromethane solution of endo-THCPD, followed by stiming for 2 hours in the ice bath, and continueoushy stiming for 16 hours at room temperature, The resulting mixture is washed
with 100 ml of saturated KCl solution, followed by adding it to 2 separatory funnel, shaking to sllow to separate into two layers and keaving the upper layer in the ssparatory funnel, The sbove saturated KCI solution washing procedure is repeated for three times,
Subsaquenthy, the mixture washed with the saturated KCl solution is washed with 100 ml of delonized water, followed by adding it to 2 separatony funnel, shaking to allow to separate into two lzyvers and leaving the lower layer in the separatory funnel, The abow
deionized water washing procedurs is repested for thres times, Subsequenthy, the lower layer is distilled to remaove dichloromethane and water, The bottoms i collected, and determined by chemical anzhysis, The chemiczl anabysis shows that the bottoms s
composed of 85,7 wt parcent of exo-THDCPD, 0.5 wt percent of endo-THDCPD, 1.2 wt percent of Deczlin, 5.8 wt parcent of adamantane, 1.3 wt percent of exo-THMDCPD, and the other two-stage hydrotreated and satwrated C;,* derivatives, namely CPD

and/or MCPD diners, The bottoms has a volumetric heating vale of 39.17 ML, a density of 0.9339 at 15° C., and a viscosity of 3.52 <5t at 207 C. and more than 26.7 ¢St at -20° C. In this example, the isomerization reaction i viclent because isomerization
reaction time s 100 long so that portions of exo-THDCPD is further isomerized to adamantane which will increase the viscosity of the high enengy fuel, Under such 3 viclent rezction conditions, a small amount of THDCPD will be ring opaned by hydrogen to give
decalin (the side product) with relstively less volumetric heating value as well as density, Therefore, the isomerization reaction of this example is not suitable for preparing the high energy fusls because the freezing point of the isomerzation product is too high.

B Reaxys npuBeneHbl aKCrnepMMeHTarnbHble METOAUKN NMPOBeOeHNS peakumsa n3a
bonee yem 280 XMMUYECKMX XKYPHANOB, YTO NO3BOMSET BblOpaTbh ONTUMATbHYIO
npoueanypy XMMMUYECKOro cuHTesa. Tem caMmblM 3KOHOMSA OeHbIW Ha peakTUBbI U
BpeMs AN BbiXxo4a Ha CTaaunio OOKNMUHUYECKNX UCcrenoBaHNN
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Stage #1: With ozone in methanol B sasaki, Hiroaki; Teruya, Toshiaki; Fukazawa, Hidesuke; Suenaga, Kiyotake
T=-78°C: 0.5 h: @ CambridgeSoft ACX Tetrahedron, 2011, wol. 67, #5 p. 950 - 994
Stage #2: With dimethylsulfide in methancl Title/abstract Full Text  View citing articles  Show Details

T=-78- 20°C; Inert atmosphers;

Stage #3: With hydrogenchloride; water

T=100°C; 48 h; Sealed vessel; optical yield given as percent de;
Show Experimental Procedurs
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Chemical Name:
copper

Reaxys Registry Number: 4122947

CAS Registry Number: 12775-96-1, 15156-11-9, 15721-63-8, 16941-75-
6, 17493-86-6, 19498-52-3, 20499-83-6, 20499-84-7, 20499-85-8, 20499-

86-9, 20573-10-8, 20573-11-9, 21595-51-7, 21595-52-8, 22206-52-6,
26445-28-3, 28959-95-7, 37362-93-9, 39417-05-5, 54603-16-6, 54603~
23-5, 54603-32-6, 54603-40-6, 54603-48-4, 54603-81-5, 54603-89-3,
56316-56-4, 95985-91-4, 122297-32-9, 7440-50-8
Type of P c
compoundsolid solution

Molecular Formula: Cu

Linear Structure Formula: Cu

Molecular Weight: 63.546

InChI Key: RYGMFSIKBFXOCR-UHFFFAQYSA-N

or isatope contzining

Chemical Name:
aluminium

Reaxys Registry Number: 7366469

CAS Registry Number: 7429-90-5

Type of Substance: Alloy

Molecular Formula: Al

Linear Structure Formula: 4|

Molecular Weight: 26.9815

InChI Key: AZDRQVAHHNSIOQ-UHFFFAQYSA-N

Chemical Names and Synonyms

Juminium, anhydrous al

£ Hit Data

I Powder, aluminum powder, ALUMINIUM, ALUMINUM, alumina

@ Capacity Cp
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4 Heat Capacity Cp (476)

Heat Capacity
Cp

0.011 Jmol K2

0.035 Jmal k!

0.085 Jmol K2

0.181 Jmol*K?

0.341 Jmol K2

0.602 Jmol K2

0.992 Jmol k!

Temperature (Heat
Capacity Cp)

-267.876 °C

-263.49 °C

-259.08 °C

258,319

-250.34 °C

-246.04 °C

241.67 °C

Comment (Heat
Capacity Cp)

1 atm
Solid

1 atm
Solid

1 atm
Solid

1 atm
Solid

1 atm
Solid

1 atm
Solid

1 atm
Solid

Reference

Morishita, Masao; Yamamoto, Hiroaki; Kodera, Masahiro; Ikeda, Keiichiro; Miura, Seiji;
Yamada, Yoshihiro

Thermochimica Acts, 2011 | vol. 526, # 1-2 p. 90 -98

Title/Abstract Full Text  View citing articles ~ Show Details

Morishita, Masao; Yamamoto, Hiroaki; Kodera, Masahiro; Ikeda, Keiichiro; Miura, Seiji;
Yamada, Yoshihiro

Thermochimica Acta, 2011 , vol. 526, # 1-2 p.90-98

Title/Abstract Full Text  View citing articles  Show Details

Morishita, Masao; Yamamoto, Hiroaki; Kodera, Masahiro; Ikeda, Keiichiro; Miura, Seiji;
Yamada, Yoshihiro
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Magnetic moment 1.5469E-19 Acm?
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