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History of Searching

about:
e -1970 print sources only

e 1970- Isolated electronic sources for
Information specialists

e 1985- Isolated electronic sources for
chemists (“end-users’)

« 2000- Integrated electronic sources
for chemists
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Searching the Beilstein Handbook (198 ).
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Searching (1993)

Chemistry Library ETHZ
Access to Chemical Information

Printed Sources Public Online Databases
(Data-Star, STN, DIALOG,
CD-ROMs ORBIT, CIS, Questel)
A A A \ A
[ Online-"Specialist" j
A A

( Librarian )
T

[ End-User / Research group specialist j
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Searching (1998)

ETH Chemistry Information Center
Access to Chemical Information

"Electronic Library" Public Online Databases{
Printed Sources CD-ROMs (Data-Star, STN, DIALOG, |

In-house Databases ORBIT, CIS, Questel) y/
1\ T _?"
..................... (Licence Control ff=============e==saa| [ibrary Staff (Chemists) ) "
A
8
- S ¥
at InfoCenter at InfoCenter |
Y End-Users
. "at the bench" )
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Problems in End-User Searching /,

 |Insufficient education and experience

— Searches are often executed In the best
known/easiest accessible, not in the most
appropriate source

 New user interfaces often hide ...
— old data structures & indexing policies
— problems of content & coverage

Avallability of databases ,at the bench® |
does not per se improve information acces:

.'IHII I
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Goals In End-User Searching

 Enable chemists do do their own |

routine searches in appropriate sources//

— Stimulate critical distance to searching |
 What am | able to search on my own ?

 When do | need support for searching ?
 What do | have to delegate to specialists ?

— Select most suitable sources
— Formulate appropriate queries
— Evaluate search results critically

InfoZentrum
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Problem Matrix

Search procedure | Interface Data base
obvious ? useful ? appropriate ?
Yes Yes Yes End User
Search
No Yes Yes Supported £I° #
Search W
No No Yes Mediated
Search
No No No Instruction / N\
Test Searches ®
9th Intl. Conf. Chem. Structures, June 5th, 2011
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Service Matrix

End User Search

Support

Supported Search

Individual Coaching
Training

Mediated Search

Search Service

Instruction / Test Searches

Education
Individual Instruction

InfoZentrum
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o, Disintermediation: a disaster or
-

a discipline? i1, PEPAATUENT OF Epcaon |

PEAMISSION TO REPRODUCE THIS EDUCATIONAL RESOURCES 18F e ATy

MATERIAL HAS BEEN GRANTED BY CENTER 1y " ATION
O Thus document has beon repeaduced as
B.P. Jeapes f':_qmm"ﬁ:r:n ihe person or crgancration
G""aﬂ A"En O Munae changes have been made 1o

Emprove repreduclion Cpeahiy

Foreign and Commonwealth Office, UK

. Pcu-nls of vidw 01 apirinns 5
TO THE EDUCATIONAL RESOURCES document ta mol nncrl-ss::r';lrm:sr:\ill

IMFORMATION CENTER {ERIC)™ edlicial OFRAI pogation or polcy

Abstract: The term ‘disintermediation’ has developed to describe the finding of information by an end-
user without the need for a third party. New developments in techniques for retrieval and dissemination
have led to a situation where an end-user can acquire the basic skills necassary for searching the myriad
databases available. The infarmation professional neads to become more proactive and add value to the
end product in order to meet the challenge of new technology.

The paper concludes with a case study of working practices in the library at the Foreign and
Commonwealth Office, London, UK.

Keywords: Disintermediation, database searching, Internet, information provision

Should we take —
disintermediation seriously? article

The library

Ina Fourie of the future
Department of Information Science, University of South Africa (Unisa)

Abstract: The implications of disintermedialion for librarians and information specialists (infermedianes) can
be experienced as either a threal or a challenge, depending on how the issue is viewed. The different ways
in which information specialists can react lo disintermediafion are discussed. Although most of these are
viable, none addresses all implications of disinfermediation. A holistic approach o disimtermediation is there-
fore proposed, in which the situation of the intermediary Is viewed within the wider society. The following
aspects shouwld be analysed with regard to their effect on disinfermediation: changes in the society af large,
the availabilify of information sources, the process of informafion searching, the specific organisations in
which infermediaries operale, and the availability of information services. The specific end-users and the
information specialists involved should also be analysed. With this approach it will be found that the effects
of disinfermediation will vary accarding fo the parficular situations. To prepare information specialists for the
effects of disinfermediation, their training should aiso be adapled accordingly.

This article is an updated version of a paper delivered at the Fourth Southern African Online Meeting, held
on 12 June 1897, in Midrand, South Africa.
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Roles of an Intermediary

e Support of Users

e Education & Training of Users

e Search Services

e Evaluation & Testing of Sources

e Licensing & Propagation (,meta info*)

 Feedback to Producers:
— Identifying problems
— developping bypasses
— suggesting solutions
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R¥sclaimer

Some people in the audience
will probably not like several
of the conclusions drawn from
the search examples shown
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Support of Users

o Catalogs (Web OPAC)
* Navigational Help (GIS)
 Meta Databases

e General Services

e Personal Services

WYNIWYG: what you need Is what you gef_"'

Q:D .'faz um
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Locate ,J. Comput. Chem."”

icar CLICAPS Cataiﬂg

@) cLICAPS Catalog - Moxzilla Fi

File Edit View History Bookmarks Tools Help

iree hittp://www.clicaps.ethz.ch/en/

@/’f\‘\_{j NVl

. CLICAPS
Center

Deutsch Home

Search
Acquisitions
MyCLICAPS
Special functions

Help
Libraries
Information Center

About CLICAPS
Publisher info - 23.11.2007
© ICBP, ETH Zurich, 1993-

Eidgenossische Technlsche Hochechule Zarich
Swalid Federal tentitube of Technalegy Zuiich
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Simple

CLICAPS Catalog

Advanced Topics

Series Author Title: J comput chenﬂ

Tips

All search stnin
finds, among o
Alle s=arch stri
The order of s&
Search iz case
Stop words will
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1 Chem Inf Comput Sci

1 Chem Theor Comput

J Comput Aided Chem

J Comput Chem

J Comput Chem Jpn

Janssen Parallel Computing in Quantum Chemistry

Jensen Introduction to Computational Chemistry

Jochum Proceedings of the 8th Workshop "Computer in Chemistr
Johnston Applications of Evolutionary Computation in Chemist
Johnston Computational Chemistry An Emphasis on Practical Ca
Journal of Chemical Information and Computer Sciences
Journal of Chemical Theory and Computation

Journal of Computational Chemistry

Journal of Computer Aided Chemistry

Journal of Computer Chemistry Japan

'

28 - STN Karlstruhe g B

Il a= Smithson. The abbreviation J Am Chem Soc

\ND neesds not to be entered.
th as well as Smith John.
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,Fast Track” to e-Journals

Online Information

Online journals

Catalog (CLICAPS) Alphabet: ABECDEFGHIJKLMNOPQRSTUVYWXYZ
Online journals Legend
Databases g N i
Short Link to cnline journal
E-Books -
title
Software CLICAPS  Full record of journal according to CLICAPS catalog, including link to NEBIS for placing orders
Links License Explanation of access

R55 news feed provided by the Information Center for current journal issues. Click on the icon to get the URL that you can enter in the
RSS news reader. For members of swiss universities only.

Search ) @ RSS news feed provided by the publisher for current articles. Click on the icon to get the URL. Paste it into the subscription window of
your news reader.

|"'_."| |"'_."| .

@ cuicaprs () website Journals (sorted by short title): 9

Index Accredit. Qual. Assur. (1536 ff.) Vol. 1 ff. - Springer.

27.12.2007 - Publisher information CLICAPS ethz.ch

© ICBP, ETH Zurich, 2001-
1. Chem. Doc. {1561-1574) Vol. 1-14 - American Chemical Society.
CLICAPS ethz.ch

1. Chem. Inf. Comput. Sci. (1975-2004) Yol. 15-44 - American Chemical Society.
CLICAPS ethz.ch

1. Chem. Inf. Model. (2005 ff.) Vol. 45 ff, - American Chemical Socisty.
CLICAPS ethz.ch [

1. Chem. Theor. Comput. (2005 ff.) Vol. 1 ff. - American Chemical Society.
CLICAPS ethz.ch

J. Comput. Aided Chem. (2000 ff.) Vol. 1 ff. - Chemical Society of Japan.
CLICAPS Free

1. Comput. Chem. (1980 ff.) vol. 1 ff. - Wiley.
CLICAPS ethz.ch [EEE

1. Comput. Chem., Jpn. {2002 ff.) Vol. 1 ff, - Scciety of Computer Chemistry, Japan.
CLICAPS Open Access

THEOCHEM (1981-2010) Vol, 76-952 - Elsevier.
CLICAPS ethz.ch
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-Bibliothek

0 RE‘SUItS ™ Create RSS feed for this search

Books, Journals, Images, Videos... AR {al A nicy I WA [T e Ty ) vl
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Clemenceau Paraphrase (1)

to leave it to Central Libraries

Flourish. Enter (after Shakespeare):
Chemical Information Specialist

/@ InfoZentrum
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Meta Databases: Patent Sources

Home > Databases > Patents

Alphabet: Al ABCDEFGHIIJKLMNOPQRSTUWYWXYZ
Legend

Title {alternative title(s); —m see also). - Producer.
Authorized users - availability - access software - installation instructions; Details

Databases and reference works (sorted by title): 7

Chemisches Zentralblatt (Pharmaceutisches Central-Blatt, Chemisch-Fharmaceutisches Central-Blatt, Chemisches Central-Blatt ) - FIZ Chemie Berlin;
Informationszentrum Chemie Biologie Pharmazie, ETH Zirich.
Free in ethz.ch domain - Online - WWW browser + plugin; Details @

Derwent Innovations Index - Institute for Scientific Information and Derwent.
ETH - Online - WWW browser; Details @

espacenet (esp@cenet) - European Patent Office.
Free - Online - WWW browser; Details @

Fatent & Utility Model Gazette DB (Japanische Patente) - Industrial Property Digital Library (Mational Center Industrial Property Information and Training §
lapanese Patent Office).
Free - Online - WWW browser; Details (7)

Reaxys - Elsevier,
Free in ethz.ch domain - Online - WWW browser; Details @

Thoms=son Reuters Integrity (Prous Science Integrity) - Prous Science {Thomson Reuters).
ETH - Online - WWW browser; Details @

USPTOC {Us Patents) - United States Patent and Trademark Office,
Free - Online - WWW browser; Details @

InfoZentrum
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Education & Training
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Why teach Chemical Information 7

In times of ‘/
“end-user searching”,
teaching chemical

Information 1s more
Important than ever!

3rd Int. Conf. Chem. Inf. Users, Manchester 1999

ey
] o
yorrey e b
ETH st
Fiiied

© E. Zass 17.11.1999
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Integrated Bachelor Courses

Chemie und Chemieingenieurwissenschaften

Semester Thema Unterrichtsveranstaltung

1. Sem. Einfiihrung in das InfoZentrum

Organische Verbindungen: Herstellung und Eigenschaften
Einfihrung CrossFire Beilstein (Struktursuche, gezielte Anzeige von Daten, kombinierte Struktur/Datensuche)
2. Sem. Spektrensammliungen

Praktikum Anorganische und Crganische

Chemie I
Kursmaterial: Présentation
|
Suche nach metallorganischen und anorganischen Verbindungen _ ) _ fg
e Struktur- und Formelsuche in CrossFire Gmelin, SciFinder Scholar, wichtigen Handbiichern Praktikum Anorganische und Organische { f
i i Chemie 11 | A

http:/fwww.infochembio.ethz.ch/kurse_chemie.html

Literatur zu Themen und Zitieren von Literatur
Recherchen in Web-0OPACs (Titel, Systematik, Schlagworte), Rompp, Ullmann, Web of Science (Science Citation Index), Regeln zum

£ : Vorlesung Maturwissenschaft und
Zitieren von Literatur

Gesellschaft 11T

Kursmaterial: Prasentation Teil 1, Teil 2

Spektren und physikalische Daten
Vertiefung Datensuche CrossFire Beilstein,. Daten und Spektren (Sammilungen, Landolt-Bdrmstein)

Praktilkum Physikalische Chemie und
4. Sem.  Specinfo d

Analytische Chemie

Kursmatenal: Prasentation Teil 1, Teil 2

Suche nach thermodynamischen Daten

CrossFire Beilstein, gedruckte Datensammiungen (TRC), WWW (MNIST) vorlesung Chemieingenieurwesen 11

Begleitseminar zu den Fallstudien fiir Chemieingenieure
Hilfe fur Datenbankrecherchen, Beschaffung Zeitschrftenartikel (WebOPAC, e-Journals, Mikrofilm) , Reaxys {Struktursuche,

oo Herstellung von Verbindungen, Reaktionen, Links zur Primarliteratur) , SciFinder Web (Struktursuche, Herstellung von
Verbindungen, Reaktionen, Links zur Primé&rliteratur)

Kursmaterial: Prasentation Teil 1, Teil 2, Teil 3, Standardwerke

6. S OekoTox-Daten Vorlesung Risikoanalyse chemischer
- =Em. CrossFire EcoPharm, WWW, ChemBank Frozesse und Produkte
Vertiefung Datenbanken - > ;
Herstellung, Reaktionen, Schlagworte, Zitate: CrossFire Beilstein, Web of Science, SciFinder Scholar Praktikum Organische Chemie
Vertiefung Datenbanken Praktikum Organische Chemie II {fir
Herstellung, Reaktionen, Schlagworte, Zitate: CrossFire Beilstein, Web of Science, SciFinder Scholar D-BIOL)
InfoZentrum
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Tailored Special Courses

InfoZentrum
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Master/Ph.D. Level
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Search Services

9th Intl. Conf. Chem. Structures, June 5th, 2011
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Request: Phase Diagram for B,0,;-V,0.

Not found iIn:
e Springer Materials (Landolt-BOrnstein)
 Reaxys

e SciFinder

9th Intl. Conf. Chem. Structures, June 5th, 2011 28
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All three references
iIndexed by CAS,

but irretrievable by
conceivable queries

9th Intl. Conf. Chem. Structures, June 5th, 2011
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Search Services: Chemical Abstracts

 Complex (precise, comprehensive)
Topic Searches (by Keyword)

— Boolean & Proximity Operators
— Truncation

— (more) Roles

— Lexikon

— Specific Data Fields

o Composition of Compounds (Materials)
e Sequences of Biopolymers

9th Intl. Conf. Chem. Structures, June 5th, 2011



NOE Difference Spectroscopy

\_ J

9th Intl. Conf. Chem. Structures, June 5th, 2011
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SciFinder (4.6.2010)




cf. SciFinder: 7!

J

9th Intl. Conf. Chem. Structures, June 5th, 2011
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Citation Searching

J. Am. Soc. Inf. Sci. Technol. 53, 1210-1215 (2002)

9th Intl. Conf. Chem. Structures, June 5th, 2011
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Multifile Citation Search: CA + SCI

9th Intl. Conf. Chem. Structures, June 5th, 2011 36



ETH InfoCenter: STN Expenses

16000.907 1 995: CrossFire

14000.00

12000.00+

10000.00

2002: SciFinder Scholar

8000.00—

6000.00

Expenses (EUR)

4000.00

2000.00—

0.00
1995 1997 1999 2001 2003 2005 2007 2009

Year
9th Intl. Conf. Chem. Structures, June 5th, 2011
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Roles of an Intermediary

e Evaluation & Testing of Sources
 Licensing & Propagation (,meta info")

 Feedback to Producers
— Identifying problems
— developping bypasses
— suggesting solutions

9th Intl. Conf. Chem. Structures, June 5th, 2011
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Meta Information: Database Content

9th Intl. Conf. Chem. Structures, June 5th, 2011



CASREACT (STN): Documents

9th Intl. Conf. Chem. Structures, June 5th, 2011



CASREACT (SciFinder): Reactions
4 )

\ /
4 )
\_ J

9th Intl. Conf. Chem. Structures, June 5th, 2011



Reaxys: Content Gmelin

e Gmelin database sources:

— printed handbook 1924-1975
e 248 vol In datab

— Instead 112 journals 1976-

9th Intl. Conf. Chem. Structures, June 5th, 2011



Reaxys: Recent Update

9th Intl. Conf. Chem. Structures, June 5th, 2011
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Point of Attachment: before Update

9th Intl. Conf. Chem. Structures, June 5th, 2011 44



Point of Attachment: after Update

9th Intl. Conf. Chem. Structures, June 5th, 2011 45



Comparison: Substructure Search

 Repeating Groups
* VPA (variable points of attachment)

9th Intl. Conf. Chem. Structures, June 5th, 2011 46



Repeating Groups and VPAs
such entered do not work in
a Reaxys search !

9th Intl. Conf. Chem. Structures, June 5th, 2011



Comparison of Literature Coverage

9th Intl. Conf. Chem. Structures, June 5th, 2011



Comparison: Steps of Total Syntheses

Dysidiolide Reaxys SFS CASREACT

(6/2009)

longest sequencecommercial start] longest sequencé commercial start.

Waldmann 2002 "multistep” 14 7 of 10 (0 of 3)
Forsyth 2002 20 19 8 of 10 (1 of 2)
Yamada 2001 15 3 of 6 (2 of 3) 23 9 of 13 (2 of 4)
Yamada 2000 22 1 0 of 2 (1 0of 2)
Forsyth 2000 18 17 7 0f9 (1 of 2)
Shirai 2000 THL 17 15
Shirai 2000 5 4
BMCL
Danishefsky 1998 10 not found not found
Boukouvalas 1998 13 6 of 8 (1 of 2) not found not found
Corey 1997 24 3 Oofl

9th Intl. Conf. Chem. Structures, June 5th, 2011 49



E. Zass, Forum Molekulare Wissenschaften, 2.6.2010
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Books by Gisbert Schneider

9th Intl. Conf. Chem. Structures, June 5th, 2011
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SciFinder: ,MnSQO4*

© E. Zass, InfoZentrum Chemie Biologie Pharmazie, FS 2011
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CA: Salts ,dot.disconnect” + Hill

© E. Zass, InfoZentrum Chemie Biologie Pharmazie, FS 2011
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Chalkogen Acids: acidic H kept !

© E. Zass, InfoZentrum Chemie Biologie Pharmazie, FS 2011
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~dot.disconnect”: Normalization

Be,H,(PO,),  Bey(PO,), Be(H,PO,), BeHPO,

-

© E. Zass, InfoZentrum Chemie Biologie Pharmazie, FS 2011
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Reaxys: B,F,0,

|

|

9th Intl. Conf. Chem. Structures, June 5th, 2011
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A Legacy to Keep in SciFinder: Analyses

© E. Zass, InfoZentrum Chemie Biologie Pharmazie, FS 2011 59
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CrossFire Gmelin: Composition

o Element Symbol*
e .No. of Elements®
 ,No. of Components®
not available any more in Reaxys !



SciFinder (Scholar): Warning ?7?

9th Intl. Conf. Chem. Structures, June 5th, 2011



Problem: SciFinder ,Explore by Topic"

9th Intl. Conf. Chem. Structures, June 5th, 2011 64



SciFinder: Variants ?

9th Intl. Conf. Chem. Structures, June 5th, 2011
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Problem: First Total Synthesis of Estrone

e Search via Structure : 2011 2004
total synthesis 1948 1967

o Search via Keyword (trivial name):
— estron total synthesis 1938,1945 1966
— estrone total synthesis 1942 1958
— total synthesis of estron 1948 1948
— total synthesis of estrone 1940,1942 1942

9th Intl. Conf. Chem. Structures, June 5th, 2011



PubMed: not a ,Black Box"“ !

9th Intl. Conf. Chem. Structures, June 5th, 2011



Preparation of Lidocaine (27.6.2009)

 Reaxys
23 references 1946-2008

e SciFinder Web
— CASREACT: 4 references 1984-2009

— CAplus: 109 references 1948-2009
only 45 relevant !

9th Intl. Conf. Chem. Structures, June 5th, 2011
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Preparation of Lidocaine: CAplus

e Substance Detall
Preparation from Patents 47
Preparation from Nonpatents 62

o Categorize:

Categorize — Prepared Substances
Patents 13 ( 6 relevant ) —

34 Incl. 22 rel. eliminated !
Nonpatents 21 (11 relevant ) —

41 incl. 6 rel. eliminated !

9th Intl. Conf. Chem. Structures, June 5th, 2011



Bug Reporting

10 different ring systems tested

9th Intl. Conf. Chem. Structures, June 5th, 2011
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Clemenceau Paraphrase (2)

Database development: too
Important to leave It to producers

Flourish. Enter (after Shakespeare):
The Intermediary

9th Intl. Conf. Chem. Structures, June 5th, 2011 73



Reaction Searching

© E. Zass, InfoZentrum Chemie Biologie Pharmazie, FS 2011
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Inorganic Reactions

 Reaxys (Gmelin, PCD)
— the only large inorganic reaction database
— missing structures !

e SciFinder

— no Inorganic reactions in CASREACT
— Inorganic reactivity information in CAplus

Different problems, similar solution

9th Intl. Conf. Chem. Structures, June 5th, 2011
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Product  Preps (,half reaction®)

© E. Zass, InfoZentrum Chemie Biologie Pharmazie, FS 2011
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Combination of , half reactions”

]

Edukt: ,All Reactions*

Produkt: ,All Preps®

© E. Zass, InfoZentrum Chemie Biologie Pharmazie, FS 2011
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Google, Wikipedia & the Web

9th Intl. Conf. Chem. Structures, June 5th, 2011
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Competition ?

Google, Wikipedia

— Coverage unknown

— Content uncontrolled

— Search procedures unknown (in detall)

SciFinder, Reaxys, Web of Knowledge, etc.

— coverage known insufficient meta data
— content controlled

— search procedures known insufficient meta data

9th Intl. Conf. Chem. Structures, June 5th, 2011



The Future of Chemical Literature
o 1°Literature (full text)

Indispensable for scientific communication,
essential for the career of scientists

o 2°Literature (A & |)
potentially endangered

o 3°Literature
no substitute yet for intelligent concentration

9th Intl. Conf. Chem. Structures, June 5th, 2011 82



A Badge for Intermediaries

9th Intl. Conf. Chem. Structures, June 5th, 2011
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gue les bases de données seraient ameliorées

9th Intl. Conf. Chem. Structures, June 5th, 2011
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