WILEY

Enhancing the User Experience
for Wiley Chemistry Content

Reinhard Neudert

a ICIC 2012

14-17 OCTOBER - BERLIN

—




> Introduction

» Chemistry Enrichment Workflow
« Scheme templates

 Scheme Enumeration

* Text Annotation

» The Smart Article
| « How to access Smart Articles
/ « Navigation in Smart Articles

 Chemistry Search

WILEY



Introduction: Discover Wiley Chemistry

Databases
CEROS

ENCYCLOPEDIA OF
REAGENTS FOR

Journals

CHEMISTRY

iy il
f T
e

ORGANIC
SYNTHESIS
.

L
- " : '{'\-ﬂ
L <1 Nt "i
'../ e -
y il

Reference
-._Works

ndby SUERVOH
F-Dicderich, R Tyhwins, . Stang e

Acetylene Chemistry

Chemisty, Biclogy and Matera Science

r 4
>



Challenge!!
Chemistry

in
Authors
Publications

Searchable

Compound
Repository

W 52

Schemes: CDX (ChemDraw)

Text




>Chemistry Enrichment Workflow

Article
Figures
Schemes CDX

Annotation
Enumeration

Template

MarkLogic SN

Wiley Online
Library
Smart Article

CQA a— t

Chemical

Chemistry
Structures

Cartridge



Article
Figures
Schemes

Wiley Online
Library
Smart Article

CDX
Template

Chemistry
Cartridge

Annotation
Enumeration

Chemical
Structures




CDX

Template:

Author‘s CDX File

CDX Template

GB 16 (5)

e D D

SCH 530348 (6)

Meo._ O

B OBz

Y H OMe
N
(/7

NHCO,Et




CDX

Template:
Case?2

thor‘s CDX File

CDX Template

R’ OAcC Hx !?\' AcQ R
“ﬁ/s Yo R
AcO S OAc

SR=0Ac,R'=H,Y=0
6R=H,R'=0Ac, Y=0
7R=0Ac, R'=H, Y =NH

Caption R R Y1

5 Oac | H o

G H |Oac | O

T Oac | H | MNH

WILEY




Istry

metalic

ie + F"FE-
-

Ar

Ar

Ar

Ar

CDX

Template:
more...

Planar Fullerens

cis-1 (Cg)

Repeating Groups

tBu N~ Bu
{ |
tBu X Bu
n=1,2, 4-6, 10

Variable Points
of Attachments

O

/f

R1

RT = Me, Et, COOH, 4-MeCgH,4

WILEY



Article
Figures
Schemes

Wiley Online
Library
Smart Article

CDX
Template

Chemistry
Cartridge

Annotation
Enumeration

Chemical
Structures




?

IC Dictionary

Annotation

Enumeration

" CHEMISTRY TERMS (a] (] “

IC Name to Choose one or more boxes to highlight terms.

StructureD Chemical Names
Reagents & Catalysts
Crug Synonyms
Reaction Types
Chemical Technolog

Eros, OR OS Ullmanns

Kirk
oxidation12 process as indicated in Scheme 7. After theTailed aﬁen}pﬂnfmmmtmg the formatjon of 46

p].fncllnlum chlnmchrnma’[e (PCC)1T or tetraprop maonium perruthenate (T F*ﬂF*}J'N—meth].fI nrphnhr




Annotation = \5"" oA

1 Enumeration Q E>—<S R1

4 o
3 H H1 ¥1
;e ohc | H | O
0 H |oa: | ©
) Oac | H | NH

] SDFiles

I DI a l"'\ 4 7 Q
C Mgy — Soca $HH 8

HO:




chedObject relevance=“primary"

:id="asia266-e0-1234" associatedDataRef="“#asia266-sch-

16”> <label>6</label> <mediaResource mimeTypes"chemical/x-
ol-file,href="enrich_out/asia266-e0-1234.sdf" alt=f chemical
compound" /> </enrichedObjec

HO himandrine (2)

OH
H

NHCO,Et

(--GB 13 (3) HO himgaline (4)

F ’
<
\ N\ "o T0

0] GB 16 (5) SCH 530348 (6)




» The Smart Article
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Abstract

Condensation of (5}-3-aminobutan-1-al with 1,3-cyclohexane-dione followed by an intramolecular alkylation afforded bicyclic enamine 32,
which was converted into enone 35 through a diastereoselective hydrogenation. Mukaiyvama—Michael addition of a bicyclic silyl enol ether
to 35 and subsequent stereochemistry inversion by means of an oxidation/reduction strategy provided lactone 41. After reduction of

Compound 1

Molecular Weight: 345 5188

Molecular Formula:  C22H35M0O2

InChi key: FMPNFDSPHMNUFOS-LPJDIUFZSA-M

View compound in article | Full details
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Molecular Weight: A07.6179
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that were isolated from the bark of Galbulimima belgraveana, a rain forest tree native to Northern Australia and Papua MNew Guinea.
Recently, GB 16 (5),5 a new member of this family, was discovered by Mander and co-workers. These alkaloids have received great

g himbacine as a leading compound, a number of thrombin receptor antagonists have been developed. Among them, SCH
now in phase lll clinic trials for treatment of acute coranary syndrome.Ga

During the past decade, the fascinating structure of GB 13 has received considerable attention from synthetic chemists. This campaign
has led to a number of total syntheses of himbacine, 1b—d five total syntheses of GB 13,2a—e two total syntheses of himgaline,2c, d and
one total synthesis of himandrine 2d For the synthesis of (x)}-GB 13, Mander and McLachlan used a Diels—Alder reaction of olefin 9 and
diene 10 as the key step to set up the o-ring in the intermediate 8, and then converted the aromatic ring into the required piperidine ring
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that were isolated from the bark of Galbulimima belgraveana, a rain forest tree native ta North
Recently, GB 16 (5),5 a new member of this family, was discovered by Mander and co-workers
attention from the pharmaceutical industry, mainly because the Galbulimima belgraveana bar
ine (1) has shown potent muscarinic antagonist activity 5 On the basis of a series

ng himbacine as a leading compound, a number of thrombin receptor antagonis
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& Remove highlight

During the past decade, the fasci Full details

Search this compound

h

_NNNEH#Faciat T 2-an-NNN0A

VVILLE Y



Wiley Smart Chemistry
Compound Record SCH530348

Chemical Tecl

Overview Reactions

Experimental Spectra:
Not available

Predicted 13 CNMR Spectrum

Arbitrary Unit

75 4

50 3

Analyze in Spe¢

25 1§

175 150

125 100 75
Predicted spectrum
Spectrum Prediction:
BCNMR 'HNMR *PNMR "FNMR '"SNNMR

Structure

Assignment
A13C NMR Peak Assignment
S8 [FE[a] 7] [ ]e] [ma]E]us] [w]
Arbitrary Unit 4
100 3
75 3
50 4
25
p i ‘
175 150 125 100 75 50 25
Predicted spectrum ppm

WILEY




Wiley Smart Chemistry [ Expand

Compound Record SCH530348

Q Alert me on new articles
Q Find commercial availability
@ Save to My Compounds

Q Exports structure or image

SEARCH THIS STRUCTURE ON:

Wiley Online Library «

Overview Reactions Chemical Technology

Speclinfo

Learn more

Experimental Spectra:
Not available

Predicted 13 CNMR Spectrum Over 750,000 experimental

spectra for 500,000 unique
compounds
J Arbitrary Unit

100
, 8¢
50
25
0 - L o
5 150 125 10

17 1]
Predicted spectrum ppm

Contains a full range of IR,

Mass, & NMR spectroscopy

by top technicians

Full set of analysis tools,
75 s 25

Analyze in Specinfo @) including peak analysis, lorem
ipsum dolor, lorem ipsum

The chemistry world’'s most
0 accurate spectral prediction
tools.

Spectrum Prediction:

“CNMR 'HNMR *PNMR 'FNMR "NNMR Other Predictions

WILEY




‘EE Name/ldentifier }

0] 00 4

Draw/Upload

|

File Edit View Insert Atom Bond Structure Tools Help

=

b ok

A BIENS

Sea

—_

(=l

-

Substructure | : |

SEARCH

Structure Properties

Molecular weight, molecuwlar formula

n Literature Filters

FullText, publication titles, author, publication date

ch page populated

LEY



|Em Name/ldentifier ] Draw/Upload ‘

Draw or upload a structure image:

File Edit View Insert Atom Bond Structure Tools Help

2] 0|0 K BE) ¢ AN i

(ol e

5 0
L]
L1 oo [ Substructure [+
Q O O Substructure
SEARCH
n Structure Properties Molecular weight, molecular formula

n Literature Filters FullText, publication titles, author, publication date "EY




@WILEY 7@ ONLINE LIBRARY S

Development Superuser WY PROFILE >
INSTITUTIONAL LOGIN =
LOG OUT >

&) PUBLICATIONS | BROWSE BY SUBJECT | RESOURCES | ABOUT US

Home > Chemistry Search

a‘.’ Chemlstry Search | Search Tips

Search selected Online Library chemistry journals by chemical compounds.

Current Search

You searched for: EDIT SEARCH NEW SEARCH

1 literature results for substructure search Best Match E”
Antiplatelet Agents
Standard Article

BURGER'S MEDICIMAL CHEMISTRY, DRUG DISCOVERY AND DEVELOPMENT
Samuel Chackalamannil

Published Online : 15 SEP 2010, DOI: 10.1002/0471266949.bmc175
Abstract | Full Article (HTML) | PDF(2461K) | References

more...

~ 'WILEY




& Remove highlight

Full details

search this compound

CHEMISTRY TERMS

4] (%)

Choose one or more boxes to highlight termes.

Chemical Mames

v

Feagents & Catalysts

Drug Synonyms

Feaction Types

Chemical Technology

N

N\

=ml -mediated carbonyl—-alken
diate 49, which was oxidized with P—indnxyhe nzoic acid

reductive coupling of 46 proceec

WILEY



@ PUBLICATIONS | BROWSE BY SUBJECT | RESOURCES | ABOUT US

Home > Chemistry Search

%@ Chemistry Search | searcnTips

L Search selected Online Library chemistry journals by chemical compounds.

Current Search

You searched for: HEW SEARCH

2-lodobenzoic Acid (IBX) Standard Article |
/ E-EROS ENCYCLOPEDIA OF REAGENTS FOR ORGANIC SYNTHESIS

Alex G. Fallis and Pierre E. Tessier

Published Online : 15 APR 2003, DOI: 10.1002/047084289X.rn00221

Abstract Full Article (HTML) References

/ O-lodobencoic acid Standard Article
FIESER AND FIESER'S REAGENTS FOR ORGANIC SYNTHESIS
Tse-Lok Ho, Mary Fieser and Louis Fieser
Published Online : 15 DEC 2006, DOI: 10.1002/9780471264194.f0s05920

Abstract Full Article (HTML) References

L ml\/!ore. .. EY



http://onlinelibrary.wiley.com/doi/10.1002/9780471264194.fos05920/abstract
http://onlinelibrary.wiley.com/doi/10.1002/9780471264194.fos05920/full
http://onlinelibrary.wiley.com/doi/10.1002/9780471264194.fos05920/references
http://onlinelibrary.wiley.com/doi/10.1002/9780471264194.fos05920/abstract
http://onlinelibrary.wiley.com/doi/10.1002/9780471264194.fos05920/full
http://onlinelibrary.wiley.com/doi/10.1002/9780471264194.fos05920/full
http://onlinelibrary.wiley.com/doi/10.1002/9780471264194.fos05920/full
http://onlinelibrary.wiley.com/doi/10.1002/9780471264194.fos05920/references

CHEMISTRY TERMS (] (%)

& Remove highlight

Full details

Search this comygound

v

Choose one or more boxes to highlight termes.

Chemical Names ]
Feagents & Catalysts
Drug Synonyms
Feaction Types
Chemical Technology

WILEY



Wiley Smart Chemistry

Compound Record  lodobenzoic acid

o) OH

Overview Spectra Reactions Chemical Technology

Experimental '* CNMR Spectrum:

Arbitrary Unit

160 140
2-I0DYL-BENZOIC ACID

100
75
50 T
25 3
0 L
120
pp:

Predicted 13 CNMR Spectrum

Arbitrary Unit

160 140
Predicted spectrum

Spectrum Prediction:

BCNMR 'HNMR *PNMR "FNMR "NNMR

Q Alert me on new articles

Q Find commercial availability
Q Save to My Compounds
Q Exports structure or image

SEARCH THIS STRUCTURE ON:

Wiley Online Library «

Specinfo

peclnfo

=
Experimental spectrum

compounds

Analyze in Specinfo

Contains a full range of IR,
Mass, & NMR spectroscopy
by top technicians

Full set of analysis tools,
o including peak analysis, lorem
ipsum dolor, lorem ipsum

The chemistry world's most
accurate spe

ctral pred on

Predicted spectrum

Analyze in Specinfo

WILEY



Acknowledgement

Text Annotation
nfo Scheme Enumeration

“% Jchem Chemistry Cartridge
£ Marvin
ChemAxon

WILEY


http://www.infochem.de/index.shtml

Thank you for your attention!

WILEY



