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Support for the PBT Researcher

Elsevier Provides the Full Spectrum of Information Solutions
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What is Reaxys?

A workflow solution for researchers in chemistry, drug discovery
and related scientific areas

Using Reaxys researchers can

*® Easily access validated reaction and substance data, ranking
and filtering for relevant results =
¢ Source available chemicals
® Plan and optimize synthetic route
® Export and share results for immediate action in the lab

An extensive repository of reaction and substance property data,
Reaxys includes:

¢ Organic, inorganic, organometallic chemistry from 400
journals

® Coverage from 1771 - present

* World Patent Office, European Patent Office and US English
language patents from the major chemistry patent classes
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Reaxys Database Suite = Experimental data extracted from
journals & patent documents

Reactions and experimental substance
data from ...

Organic Chemistry from key journals and Organic Chemists;

CrossFire patent documents LifeScientists (Pharma, Biotech,
(up to 1980) Agro)

Patent Organic Chemistry and Life Science from Organic Chemists;

Chemistry patents LifeScientists (Pharma, Biotech,

Database (WO, EP and US 1976-) Agro)

Inorganic and Organometallic Chemistry Inorg./ Organometallic Chemists,

Gmelin (1771 -) from key journals gsitsé)t/issttsResearchers, Materials
Provides information on the biological ] e
PubChem activities of small molecules Organic Chemists;

Maintained by NCBI, released in 2004 LifeScientists (Pharma, Biotech,

)

What do chemists (you) want to know?

1. What is this?

> s it novel? Patented?
> Whatare its physical characteristics (weight,

melting point, etc?) l:' H
2. What does it do?
> s ita reagent? Solvent? |:::|

> Whatis its bioactivity? Pharmacology?
> s ittoxic?
3. How can | make it?

> How can | change it?
> How can | make it better? H
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Why Reaxys?

Process using a
bibliographic
chemical database

What is known
about this
compound. How
do | make it? Factual and
actionable
outcome with
Reaxys!

Read each individual article
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Reaxys extracts valuable chemical properties and reaction details
from journals and patents.
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s Solvents  Frequency  Refe
a3 300z Haeda, Ryoichi; Iwao, Masatomo.
1999, vol. 55, =30 p.8151-8162
Full TextView citng artides

ELSEVIER

Four good reasons to use Reaxys

1. The wealth of experimentally validated data
which can be searched, filtered and ranked to
find the most relevant answer to a specific
question quickly.

2. Functionality beyond data searching: synthesis
planner, results management, smart analysis
tools for fast evaluation.

3. The intuitive interface and online educational
material help reduce your training efforts.

4. Interoperable: linking to SciVerse Scopus, full-
texts at publishers and patent offices. Access
to your own library settings via OpenURL

resolver is possible. “The flat rate access is important

for every moderate to large
institution and the University
of Leeds is no exception.”

Professor Peter Johnson, University of Leeds
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Reactions | Substances and Prope
Generate structure from name

Double dick this frame and

CH,
oo OH
HO

]

Properties (Form-based) | Prop¢

Substance Data
ibliographic Data

Clear Query
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93 substances out of 372 citations

9= H A -Substance and Properties

Substances (Grid) | Substances (Table) | Citations

A (g
Limitto = Exclude = Output
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Synthesize | Show Details

YN H,
2|
L[=]Q
Synthesize | Show Details
a
3

Synthesize | Show Details

gotoPagel  |@) Page 10f31 QD

=) @ Sortby No of References ~
Prit | Zoomin Zoomout Hide L Ay
N° of preparations Ne
Structure/Compound Data AllPreps | Al Available Data et =
Reactions a
Chemical Name: 134 prep Identification 23.Q.
@)-7-{(1R, 2R, 3R, 55)-3,5-dhydroxy-2-((5)-(E)-3- outof Physical Data (45) His
hydroxyoct-1-enyl)-cydopentylJhept-5-enoic acd 173 reactions, Spectra (35)
Bioactivity/Ecotox (265) 4
Reaxys Registry Number: 2225571 Use/Application (20) 2
CAS Registry Number: 551-11-1 Natural Product (8)
Type of Substance: isocyciic
Molecular Formula: C, ;.0
Linear Structure Formula: CoH:05
Molecular Weight: 354.457
InChi Key: PXGPLTODNUVGFL-YNNPMVKQSA-N
Chemical Name: 19 prep Identification B[y
iso-prostaglandin F type IIT outof Physical Data (3)
23 reactions. Spectra (15) 4
S Bioactivity Ecotox (71) Qy.
Reaxys Registry Number: 7170215
CAS Registry Number: 27415-26-5 Use/Application (2) His
Type of Substance: isocycic =
Molecular Formula: C,f3,05
Linear Structure Formula: C,iH,,05 2
Molecular Weight: 354.457
InChi Key: PXGPLTODNUVGFL-NAPLMKITSA-N
Chemical Name: 53prep Identification 18
(+/-prostaglandin F o, outof Physical Data (5)
54 reactions. Spectra (2)
Reaxys Registry Number: 4153398
CAS Registry Number: 23515-25-4
Type of Substance: isocydic
Molecular Formula: C, ;.0
Linear Structure Formula: CoH:0¢
Molecular Weight: 354.487
InChi Key: PXGPLTODNUVGFL-FCINMICXSA-N
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592 reactions out of 115 citations
| Reactons | Gitations cotopage] | Paoe 1018 OO
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| Yield. | conditions

20

= H A~ Ractions

=
o : F i B a
Reacti Substa d Properties  Literatu ! B K
eactions ubstances and Properties iterature g Q His
881 B ;2006568 :
1 Symthesize Synthesize Synthesize Fin s reactons 3
| Generate structure from name I 2
L 5% s o in Quan, Los Cha, Jin Kur
be cii i i o i e teahycbofiran; ouene Journal of the American Chemical Socety, 2002, Vol 124, 242 p. 12424 - 12425
Double cick this frame and draw reaction query Search i T=20°C; 2h; Wittg olefination; Tie/Abstract  Ful Text  View citing artides  Show Detais
@
CH, ® Prod % | With potasm hexomethystazsne in Larock, Richard C; Lee, am Ho
| telahydrofuran Jounal of the American ChemicalSocety, 1991, vol. 113, 20 p. 78157816
- Star sh Tite/abstract  FulText  View ating arices Show Detads

@ Reay f " o
4 ey
OH _ g
HO | @ Asd g Q. —> aq’\:\—/‘c
8 Sus BEx BES o o
Synthesize Synthesize Find simiar reactons

HO 3
o s0% With wote in 5 —
TE35°; 131 Eneymate reacton; Bruno, Paole; iar, Giovanni o
Joumalof rgani Chemetry, 2010, vl 75, # 23 p. 8311-8314 B

Tejabatiact  FulText Vi g arices _Shon Detale
°
e (— ‘base hydrolysis; Yield given; Cai, Zuyun; Nassium, Bahman; Crabbe, Pierre 2

Sornalof Perkn Transacoons

Chemistry (1972-1999), 1983, =7 p. 1573 - 1578
Titie/Abstract  Ful Text  View dling artides Show Detals

(]

| Conditions (Form-based) ‘ Conditions (Advanced)

Reaction Data i

O
§
&
§
?3
HIED

Bibliographic Data 3 - = bl
<
Be BEQ 4
Synthesze Synthesze Find sidar reactons -
9% With potassium hydrorice; oxalc aod Hw
| Clear Query ‘ | Load Query/Batch ‘ | Save Query 0156667 by Ambien st
Jounal of the American Cherical Socety, 1994, vol. 116, %23 p. 10829 - 1083
TieAbstract FulText  View oting artides Show Detals
7% with in oger, Camil i i, Samis Thierry;

Galano, Jean-Harie
OrgaricLetters, 2008, vol. 10, 221 p. 5087 - 5090
Ttie/Abstract  Ful Text  View dlting artides - Show Detals

o

8= - Literature

Query

Reactions Substances and Properties Literature

Results | Synthesis Plans | History | My Alerts

Gupta, Monika; Paul, Satya; Gupta, Rajive; Loupy, Andre
Tetrahedron Letters, 2005, vol. 46, # 30 p. 4957 - 4960

Form-based Advance
Citations | Reactions | Substances (Grid) | Substances {Table) gotoPagd | Pagelof1
E B8 @& sortby |Publication Year =] & ¢
7 b Uiitto | Excude  Output | Print | Zoomin Zoomout  Hde . =
Quick Search:
| Ttie of the Document | Authors | Year | source | Times cited
A Simple and Efficient Paul, Satya; Gupts, 2005 | Synthetic Communications, 2005, vol.35, #2 p.213-222 1
[7] | Method for Selectve Honi I Text  View citing articles
e Single Aldol Condensation
Betvreen Arylaldehydes =
and Acetone o
Author(s) | Gupta, Mon 3 Title/ Abstract E
Assignee(s): cnvder. Petar " His
&.g. Snyder, Peter A, ¥ Show All Reactions (21)
¥ Show All Substances (43) i
2
Journal Title:
= A Mild, Efficient, and Paul, Satya; Gupta, 2005 | Synthetic Communications, 2005, val. 35, 2 p.325-332 3
&.g. Journal of Drgan
- Green Procedure for Manike; Singh, Parvinder Full Text  View citing articles
[[]  Michael Addition of Active Pal; Gupta, Rajive; Loupy,
:) Methylene Compounds to |~ Andre
Patent Number: Chalcones Under
&0 US12345678 Microvave Irradiation

05, e.

¥
Publication Year: (@ | 2005 ¥ Show All Reactions (12)
&0, R

% Show All Substances (19)
000-

[[] | 200 aversatie agentfor | Gupta, Horika; Paul, 2005 | Tetrshedron Letters, 2005, vol. 46, % 30 p. 4957 - 4960 30
benzylic oxidations Satya; Gupta, Rajive; Full Text View citing articles
ClearQuery | [ Load Query/d] 3 Loy, Andre
¥ Title/Abstra

ct
¥ Show All Reactions (12)
¥ show All Substances (20)
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B =4 - Thalidomide

> Thalidomide2 &R FHHIFFEGEER - REEXZARBRHELHEL - BILAER - AITIEKE1960F

RETFRUBERENES - FItMERIRE..
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Thalidomidef :
1.9 88 K /E A (anti-inflamatory)

2.5 & FA &7 (Immunomodulatory)
3.1l [0 B 3 4 (anti-angiogenic)

M ME M ELER (Anti-
angiogenesis Activity)

(1) MK e

(2) M S PERE (Multiple
Myeloma)

(3) BH= (Hepatocellular
Carcinoma, H.C.C.)
FrRKIE

(1) B Ra

(2) B 1R
()EITER : [BRE - BiZE

SEMUL : http://www.tmn.idv.tw/cchtumor/drug/drug07.htm

+ Bioactivity/ Ecotox

4 Pharmacological Data (264)

4 of 264 Effect
Species or Test-System

Substances (Grid) Substances (Ta

ocular irritation; effect on

New Zealand albino rabbit

Route of Application ocular

— = Concentration 1ug

Limitto | Exclude Ot
Further Details hyperemia incidence related to: eye
[
Type hyperemia incidence
"e, on Value of Type 100 percent
N2 5 —
% Reference Feng, Zixia; Hellberg, Mark R.; Sharif, Najam A.; Wiliams, Gary W.; McLaughlin, Marsha A.; Scott,
B o ¥ n, Daniel; Wallace, Tony
1 o Bioorganic and Medicinal Chemistry, 2009, vol. 17, #2 p. 576 - 584
@B Title/Abstract Full Text View citing articles ~ Show Details

Molecular Weight: 354,457
Synthesize | Hide Detals | gnChi Key: PXGPLTODNUVGFL-YNNPMVKQSAN

« an 2 Use/,

@FIRRRS): 4 yse (20)
PG F2q, Prostaimon F

¥ Identification ||LU3C Fattem

h
# Physicalpata | 0" hypotensive agent

¥ Spectra

| I

Location Reference

TECHFIELDS BIOCHEM CO. LTD; YU, Chongxi
Patent: WO2008/41054A1, 2008 ;
Title/Abstract  Full Text Show Details

¥ Bloactvity/EOtY Natural Product

¥ Use/Application
4 Isolation from Natural Product (8)
¥ Natural Product
Isolation from Natural Product
extracts from

Reference

and Microcystidaceae.

freshly removed, skin-free horns of the spotted deer (Cervus nippon)

Chemistry of Natural Compounds, 1996, vol. 32, #6 p.861-865
Khimiya Prirodnykh Soedineni, 1996, %6 p. 869 -874
Title/Abstract  Full Text View dting artices Show Details

Isai, S. V.; Ivankina, N. F.; Kafanova, T. V; Elyakov, G. B.
Pharmaceutical Chemistry Journal, 1994, vol. 28, #7 p. 521-525
Khimiko-Farmatsevticheskii Zhurnal, 1994, vol. 28, #7 p.60-63
Tite/Abstract  Full Text  View diting artides  Show Details

ia of the taxa Osdllatoria  Kafanova, T. V.; Busarova, N. G,; Isai, S. V.; Zvyagintseva, T. Ya.
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@ Synthesize Plans

Substances (Grid) Substance eMoIecules

I Limitto  Exclude

Home | Information | My Account | My Lists | W Shopping Cart | Login | Help ﬂm
@ Zoom Structure - Windows Intemet Explorer (== (@ Zoom Strcture - Windows Intemet Explorer ] E)
[» dozperformed=tn @ B | |/ httpsy/pwny Pperfommed=tr @ B|

Structure Unnamed List 1ltg

OF Go o page:

Structure

sholecules
@ CambridgeSoft ACX

i eMolecules #%

[T
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Add this reaction to plan

Mu

ep reaction with 10 steps
27 percent [ DIBALH [ toluene [ 2.5h /78 °C
1:35 percent [DMAP; ELN /CHO, [ 11h [ 20 °C
£ 55 percent [ (MesH)PCy )0 Ru=CHPh [ benzzne /6.5 h / Heating
: 40 percent [ NagH, / methanol [ 6,51 /0 - 20 °C
15 DMAP; tisthylamine / CHyCl, /4h /20 %€
91 percent [DIBALH  toluene / 020 °C
998N  tetrahydrofuran [0 - 20 °C
85 percent / aq.NaOH; 2q.H,0, / tetrahydrofuran /020 °C.

1
1
3t
it
it
2
1: TEMPO; NCS; TBACI CH,Cl; H0 / 1.2 [ 20 %€ fpHE.6

1: KHVDS | tetrahydrofuran [ 3.5h /20 °C
10,3 3.0mg /TBAF [ tetrahycrofuran f 191/ 20 °C.
View Scheme

T O
ELSEVIER

S
Jou
it

17
2 Teattions OUL of 5 Gtatiors e O reio OO
sl 5 Bl Feaxys-Ranking - RS
| vield | conditions. | References
O+ tBom —
[ER (L=
Create new plan Create rew plan RecID: 2246969
Add this reacton 1o plen
55% With potassum hexamethylslazane in tetrahycrofuran; toluene quiidetees
T=20°C; 2h; Wittg olefnation; W plo @ 8| B 0B 8 ool =8 :
New | o Opn | Swe | Runame Ouists Oupa  Bm Lt Rgn T e o
4% With potassium hexamethylslazane in tetrahydrofuran s
15h; Jou| ®a>
Tite| %
Qprncan
b = MQQQ
Q smbese(5) |5 s
Create new plan RocID: 530713 e ] ]
Add tis reaction to plan Secis Secis
8% With acetc acid in tetrehycrofuran; water Lai s
T=20°C; 48 Hydroysis; Jou fameve
itk a e (=[5} m|mea
B Rt
il ns o, o S SOUY s SOy
- a d = s =
e, Remove Remove Ramove
nie o — ¥ CE] =8 =a
I
=la}
Createnew plan RcID: 196423
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W.5.; FitzGerald, G.A.

l ¥

View diting articles Full Text

E#EZSCOPUSEESIH

=] Sortby Times Cited ~ L9
Brint = s
XRZEX
| Title of the Document Authors. Year | Source
Beyond prostaglandins - Chemistry and biclogy of cydic Jahn, U.; Galane, J.-M.; Durand, 2008 Angewarfite Chemie - International
3 oxygenated metabalites formed by free-radical pathways fom | T. - 47, p. 5894-5955
polyunsaturated fatty acds View citing articles Bl Text
Quantification of F-ring isoprostane-ike compounds (F4- Musiek, E.5.; Cha, 1.K.; ¥in, H.; 2004 | Journal of Chromatography B: Analytical
2 neuroprostanes) derived from docosahexaenoic acid in viva in Zackert, W.E.; Terry, E.S.; Porter, Technologies in the Biomedical and Life
humans by & stable isotope dilution mass spectrometric assay M.A.; Montine, T.3.; Morrow, 1.D. Sciences, 2004, vol. 799, p. 95-102
View diting artides Full Text
Regiochemistry of neuroprostanes generated from the Yin, H.; Musiek, E.S.; Gao, L.; 2005 | Journal of Biological Chemistry,
) peroxidation of docosahexaenoic add in vitro and in vive Porter, M.A.; Morrow, 1.0, 2005, vol. 280, p. 25600-26611
View citing artices Full Text
4 Radical cydlization of haloacetals: The Ueno-Stork reaction Salom-Roig, X.1.; Dénés, F.; 2004 | Synthesis, 2004, vol. ,p. 1903-1923
Renaud, P, View dting artices Full Text
Total synthesis of isoprostanes: Discovery and quantitation in Rokach, 1.; Kim, 5.; Bellone, S.; 2004 | Chemistry and Physics of Lipids,
5 biological systems Lawson, 1.A.; Pratica, D.; Powell, 200& vol. 128, p. 35-56

Times
dited

43

27

BB ZREHSIRALCER

Query

Create Alert

Filter by:
Sub-structure
Molecular Weight
Number of Fragments
physical Data
Spectroscopic Data
Bioactivity
Natural Product

Avaiabiltty

by Group

[0 product for
purchase

[T] o prep, not
far purchase
7] prepknown

Limit to

& R

& SRTEM R EE

& BigEn
Reaxys PubChem
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93 subl

Subsf

'reaxys“’

Reaxys |D 2225571 View in Reaxys. "

CAS Registry Number- 551-11-1
Chemical Name: (2)-7{(1R. 2R, 3R 59).3, S-dlhydruxv 2{(&

oMolfle

E)-3-hyd 4 rosta.

glandin F2a; PGF:m PGFh‘ Dinoprost(R); PG qu. Pmsﬁ:imun

F
Linear Structure Formula: CaHa:05

= Malecular Formula: CopHzOs

Molecular Weight: 354 487

Type of Substance: isocyclic

IChi Key: PXGPLTODNUVGFL-YNNPMVKQSA-N
Note:

Substance Label (25)

Label

J

Patent; TECHFIELDS BIOCHEM CO. LTD; YU, Chongxi; WO2008/41054; (2008); (A1) English,
View in Reaxys

PGF2a

DiFrance, Elso; Subbanagounder, Ganesamoorthy; Kim, Seokchan; Murthi, Krishnakumar; Taneda,
‘Shinji; et al.; Chemical Research in Toxicology; vel. 8; nb. 1; (1995); p. 61- 67, : Simko, F.;
Martinka, P.; Brassanova, J.; Klimas, J.; Kyselovic, 1; Phamazie; vol. 54; nb. 5, (1999), p. 630 - 631
Viewin Reaxys: Woodward, David F.; Nieves, Amelia L. Mitchell H.; J

and Experimental Therapeutics; vol, 279; nb. 1; (1996); p. 137 - 142, View in Reaxys; Vauaml. Tatsurou; Ueda,
Keiichi; Asakura, Kenji; Hata, Satoshi; Kuroda, Takayuki; Sakaeda, Toshiyuki; Takasu, H
Kazushige; Takefumi, Gemba; Hori, Yozo ; Molecular Pharmacology; vol. 61; nb. 1; (2002); p. 114 - 126,
Viewin Reaxys; Yamane, Naoe; Tozuk ; Okada, Yasuyo; Honda, Chie; Hishi, Yuki; Tanimoto,

ka,

Toshiko; Bioscience, Biotethnology, and Biachemistry; vol. 72; nb. B; (2008); p. 2164 - 2169,
View in Reaxys

Table 1 (x =2)

Villo, Ly; Danilas, Kady; Metsala, Andrus; Kreen, Malle; Vallikivi, Imre; Vija, Sirje; Pehk, Tonis; Saso,
Luciano; Parve, Omar ; Journal of Organic Chemistry; vol. 72; nb. 15; (2007); p. 5813 - 5818
View in Reaxys

PGF&20%

Uneyama, Hisayuki; Tanaka, Yeshio; Iwata, Seinosuke; Ishiguro, Tsuneo; Nakayama, Koichi; Biological
& Pharmaceutical Bulletin; vol. 18; nb. 4; (1995); p. 501 - 506, Wiew in Reaxys; Alkawa, Jo; Fukazawa, Ma-
sayuki; Ishikawa, Michiro; Moroi, Masao; Namm Atsushi; et al.; Joumal of Cardiovascular Pharmacology;
vol. 27; nb. 1; (1996); p. 33 - 36, View In Reawys; Robertson, Tom P.; Aaronson, Philip L; Ward, Jeremy P.
T.. American Joumal of Physiclogy, vel. 268/37. b (1995); p. H301 - H307, View in Rearys; Okamara,
Tomio: Ide, Shoichire; Toda, Nobor yol. 50_nb_6;(1355).p 370 - 379 \iew in Reaxys,

20
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Select how you want to combine the hitsets
Merge 4 with 2 Overlap 4 with 2 Exclude 4 from 2 Exclude 2 from 4
Cancel
{ [T combne hisets E\Eﬁmwng @
Query Temporary resut desription Date
5 E —— & 2011-05-18 23:55
substances view ore
Gy S
0 3] €3 538 itations View store
E
edff Create Alert
Subs
— - 2011-05-1823:32
substances view ore
O Substances: As drawn
1 9200 citations view Store
1
Edit Create Alert
Substances: As drann 21

Supporting your Excellence in R&D

> Reaxys reduces time getting to the relevant results.

Easy-to-use interface, powerful search and specialist content focused on
synthetic chemistry (an extensive repository of chemical properties and
reaction data presented with chemistry as the organizing principle)

> High quality answers you can use with confidence.

Experimental data drawn from trusted sources.

> Designed around synthetic chemists workflow to improve efficiency.

Functionality which goes beyond data searching with results management,
analysis tools and new workflow features (synthesis planner, export tools).

Use Reaxys and see for yourself how it can improve your Research.
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