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MDL
Citation Searching in
CrossFire Bellsteln
- 1]
Key points Notes

o Welcometo the Citation Searching in
CrossFire Beilstein module.

e Inthismodule, we will present the
basics required to retrieve citations from’
the Beilstein database through
DiscoveryGate using the MDL Database
Browser.
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Module objectives

O Use various strategies to conduct a citation search

O Conduct a multiple data search to retrieve a list of
citations

O Conduct a structure search to retrieve a list of
citations

O Use Data Lookup tables

O Use hyperlinks to access data from integrated
sources

Key points Notes

This module demonstrates various

strategies for retrieving alist of citations
and associated information.

Y ou will learn how to conduct a data

search over multiple fields.

Y ou will learn how to use a structure
query to retrieve alist of citations.

Y ou will learn how and when to use a
Data Lookup table.

Y ou will learn to how to use hyperlinks
to access data from integrated sources.
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Launch the application and database

discoverygate.

Py
g

“our first stop for scientific
information and answers to
di

A
.

pisc| Applications

envi
intes databases

e —.
password e -
LB multiple Submit a single query to access millions of structures

Search _" MDL* Compound | ocator

and millions of associated facts in all indexed databases

scien| || at once | for which you have a license,
i — —

and

origi

pat] Search
ﬁ;@ individual
] databases

") MDL® Database Browser
Query an individual database: synthesis, bioactivity,
physical property, metabalism, toxicity or sourcing.,

"] MDL B Litlink Direct

Log into DiscoveryGate

Select the MDL
Database Browser

g Select a database or database family

[Z Chemistry Information

CrossFire Beilstein () information

CrossFire Gmelin (1) irormaton

(ol | st ARty natics ani-aolag
7 Select the
discoverygate. | MDL database browser | CrossFire
Beilstein
chrismarth database
phy

Key points

Launch the internet browser and enter
the DiscoveryGate URL. Tologin,
enter your user name and password, and
then click “go discover.”

DiscoveryGate uses the MDL Database
Browser to search individual databases,
such as CrossFire Beilstein.

CrossFire Beilstein is one of the
individual database selections. It isan
essential source of information for

generating leads, planning syntheses, and

determining bioactivity and physical
properties.

Notes
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Configure CrossFire access information

discoverygate. | Dewen

Geraccsss [/

n Mary's Settings

Home | Support | Logoutmaryb

Mary's DiscoveryGate

Company Setlings |

Edit your personal DiscoveryGate settings

EDIT PROFILE FOR MARY

—

My CrossFire Login Information 2

To access CrossFire Beilstein and CrossFire

Gmelin from MDL® Database Browser, enter
missing information below and click Update.

Enter login information:

User Name I

Configure the login

information to access Password |
the Bei|Stein da.ta.ba.se. Confirm Password I

Group I

Confirm Group I

Key points Notes

o Prior to searching the CrossFire Beilstein

database, you will need to enter the
CrossFire login information.

o If your login information is not

configured, return to the main screen and
click the Settingstab. Enter your user

name, password, and group for CrossFire
Bellstein.
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Select the Search of Interest

2 MDL Database Browser - Microsoft Internet Explorer !Hﬂ
e —

discoverygate. | MDL database browser

maryb

Select the Search of Interest

Draw Structure or Reaction
Create a structure, substructure, or reaction guery.

- Find Compounds by Property
uf Search for compounds by specifying one or more
properties

Find Citations
Search for Authors, Journals, Publication Year, and

500N
= Find Reaction by Conditions AL
160-| Search for reaction conditions such as Yield, Salvent, Delste
Lo/ Temperature, and 50 on Althors [Contains 7] | led
Data Lookup Info
Custom Search Delete
| Create your own property, structure, or reaction AND =] Journal Title [contains =] | Duplicate
query. Data Lookup... Info

Delete

|AND | x| Publication Year = & I— Duplicate

Info

Shaws Brackets

Key points Notes

o Toretrieve citations, you must search on

citation fields such as Authors, Journals,
Publication Y ear, Title, Abstract, or

Keywords.

e The“Find Citations” link directs you to
apredefined form that allows you to

input search criteriafor one or more of
these fields.
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Search scenario

Search the Beilstein database, using the MDL Database Browser,
to retrieve articles which:

= are published by Eric Jacobsen.

= discuss epoxidation reactions.

Key points Notes

e Inthisexample, you will conduct a data

search to find publications authored by
Eric Jacobsen. Y ou are not sure of the

exact spelling of the author’sfirst and
last name.

o After the publications are retrieved, you

will narrow the list to those references
that discuss epoxidation reactions.
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Citation
Delete
suthors |antain3 =] Duplicate
Data Lookup... Info
[ =] T x| ————— Delete
AMD =] Ji - Duplicate
‘erlc]acnhsen ‘ m
Values: M
[anD =] P T = Duplicate
1 ericcson m
Y ortoes, siesas 1
2 erich mueller
1 ertcmoniten .
1 erichomovitch et al. P
Hl -
Douhble-click the values you want to add to your query: U S e t h e Fl n d b u tt 0 n t 0
Your Querny:
= locate the data value
Authors are indexed
(@) Find any of these terms {OR operator) OK I n t h e fo r m at )
(_ Find all of these terms (AND operator) | aSt n am e’ fl rSt n am e
() Find all of these terms adjacent to one another in order Cancel

Key points

The Data Lookup feature allows you to
view the contents of the database.

When you attem
you learn that au

pt to find eric jacobsen,
thors are indexed using

the format last name, first name.

Y our query must contain the appropriate
format for the author’s name.

Notes
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Search by author

Author can be Erik Jacobsen, Erik Jacobson,
Eric Jacobsen, or Erik Jacobson

Citatien
Delete
Authors |Cnntain5 j IJacnbs?n, Eri Duplicate
Lrata Loakup... m
Delete
IAND v| Journal Title |Cnntains L! | Cuplicate
| Data Lookup... Info
Delete
IAND v| Publication Year - - | Duplicate

Info

Show Brackets

Fields that do not specify a criteria
are ignored by the search

Key points Notes

e You learned that the author field is

indexed in the format “last name, first
name”. Y ou must type the datavalue in

the correct format that it appears in the
database, otherwise it will not be found.

e Youcanuseawildcard (?) to take the

place of one character in the last name.

« Citations that have an author with the
last name “Jacobsen” and afirst name

that starts with the letters “Eri”” will be
retrieved.
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Use with ? one character
text fields ?? two characters
Citation
Celeta
Authors Contains j IJacubs?n, Eri Duplicate
Data Lookup... m
Starts With Celeta
|AND - | Joumal Title Ends With | Duplicate
Data Lookup... m
Celete
AMD = | Publication Year | Duplicate
Iy
OR
NOT |

__ Use with
numeric fields

AND satisfies both criteria
OR satisfies either criteria
NOT does not satisfy the criteria

Key points Notes

« For text fields, you can use the following
operators. Contains, Starts With, Ends
With, and Is.

e Wildcards take the place of one or more
charactersin atext string.

e When using multiple fields, you must
use an operator.
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Search results

4l MDL Database Browser - Microsoft Internet Explorer !Iﬂl:l
discoverygate. | MDL database browser

CrossFire Beilstein

Toay's Searches | Pagest 1234567 NEXTPAGE
[Search #1 - 84 hits :
T Previous Searches 2| Journal; Zhang, Wei, Loebach, Jenifer L Wilson, Scott R, Jacobsen, Eric N, JACSAT, J Amer Chem Soc, EN: 112 7;
O3 Saved Searches | 1990, 2801-2903; LitLink
" Details

£ Journal; Zhang, Wei, Jacobsen, Eric M., JOCEAH, J.Org.Chem,; EN, 56; T, 1991; 2296-2298; LitLink

- Details

:; Journal; Svendsen, J.5; Marko, lstvan; Jacobsen, Eric M., Pulla Rao, Ch.; Bott, Simon; Sharpless, K. Barry; JOCEAH;
2| J.0rg.Chem ; EN; 54; 10;1389; 2263-2264; LitLink

i Details

i Journal; Jacobsen, Eric N.; Zhang, Wei; Muci, Alexander R,; Ecker, James R.; Deng, Li; JACSAT, J.Amer.Chem.Soc.;
EM; 113,18;1991, YOB3-T064; LitLink

Details

Click Details 1o view the details ofa
specific substance. Scroll the data
and click the data that you want to
view. To return to the result set, click
Return to Search Results

Journal; Zhang, Wei, Jacobsen, Eric N.; TELEAY; Tetrahedron Lett; EN; 32; 14; 1991, 1711-1714,; LitLink

Deatails
Journal; Jacohsen, Etic M. Zhang, Wei, Gueler, Mehmet L; JACSAT, J Amer.Chem.Soc.; EN; 113; 17, 1881;
6703-6704; Litlink

Details
Journal; Fu, Hong; Look, Gary C.; Zhang, Wei, Jacohsen, Eric N, Wong, Chi-Huey; JOCEAH, J.0ro.Chem., EM; 56, 23,
Tozoom a substance, double-click H 1891, 6497-6300; LitLink
itto open the structure editor, and :
then use the Zoom tool

Details

:; Journal; Lee, MNam Ho; Muci, Alexander R Jacohsen, Etic M., TELEAY, Tettahedron Lett.; EM; 32; 38; 1991,
| 5055-6058; LitLink

Touse a structure as the hasis ofa i

new guery, click Details, and then

click Use as Query in the structure

b

H Details
:| Journal; Lee, Mam Hao; Jacobsen, Eric M., TELEAY, Tetrahedron Lett; EN; 32; 45; 1991, 6533-6936; LitLink
i Details

Key points Notes

e Thehit list consists of citations

published by Eric Jacobsen.

e You areinterested in finding
publications by Jacobsen that discuss

epoxidation chemistry.

e You will refine the search to retrieve
only those publications that meet this

criteria.
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Add data to the query

Refine the search to retrieve articles which cite epoxidation reactions.

To locate afield, expand the
Field Index or use the Find box

Find in Field Index: | [ citation
P — Delete
Sl Authars |Comains LI !JaCubs?n‘ Eri Duplicate
Structure Data Lookup... Info
Easy Data Search ) : UBiet
Substance Fields AND :iv AT BT |Conta|ns j lot o :::1;'0“0819
ata Lookup...
3 Reaction Fields 318 SBop.. Infa
itati i Abstract
..... Delete
Abstract (AB; ==
B Ahstra(ct {)RB] IAND '! Title Contains j !epuxidaliun Duplicats
Data Lookup... Info
| Language {ALA) i
(= Keywords (AB.KW)
{1 Citation (CIT) D I | .
- -click the field nam
£ Citation Number (CNR) . Ou(kj:)de'tct Ctht e field name
0 a It 1o e query

Key points Notes

e You can refine the search by adding a
data criteriato the original query.

e Inordertoretrievealist of citations, you
must choose the additiona datafields

from the Citation Fields area.

« Toadd adatafield, double-click the
field name in the Field Index.

o By default, the AND operator isinserted

before the datafield.
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Display the citation detalls

Search results 1 to 12 of 20

Pages: 1 2 NEXT PAGE

Journal; Zhang, Wei; Logbach, Jenifer L.; Wilson, Scott R Jacobsen, Eric N, JACSAT; JAmer.Chem.Soc, EN; 112,
7,1990; 2801-2803; LiiLink

Joumnal; Zhang, Wei; Jacobsen, Eric N, JOCEAH; J.0rg Chefm, EN; 56; 7;1991; 2206-2298; LitLink
Details

Journal; Jacoksen, Eric M.; Zhang, Wei; Muci, Alexander R.; Ecker, James R.; Deng, Li; JACSAT; JAmer.Chem.Soc,;
EM; 113, 18,1991, FO63-7064, LitLink

Details
Joumnal; Lee, Nam Ho; Jacabsen, Eric M., TELEAY; Tetrahedron Lett,; EN; 32; 45;1991; B533-6535; LitLink

rxn schemes CrossFire Beilstein
Return to Search Results

oy ) 4

{GEding A 1 ... ..

Today's Searches Citation 5502056

O3 Previous Searches | Joumal; Zhang, vei; Loebach, Jenifer L.; Wilson, Scott R.; Jacobsen, Eric N.; JAGSAT; JAmer Chem.Soc.; EM; 112; |
Saved Searches :

71990, 2801-2803; Ltlink

|Abstract

Abstract record 1 of 1

Ui Enantioselactife Epoxidation df Unfunctionalized Olefing Catahzed by

(Salemimanganese Complexes

'.I'ng E;T'"Page

Key points Notes

e The search results show that the citations
retrieved are authored by Eric Jacobsen.

o Toview more details about a specific
citation, click the “Details” link. You
are shown the Title of the citation.

e Thetitle contains the term
“gpoxidation”. This citation discusses
the enantiosel ective epoxidation of
olefins by a particular catalyst.
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Multiple data search

Search the CrossFire Beilstein database, using the MDL
Database Browser, to retrieve articles which:

= cite the topic of hydroxylation reactions.

= are published in Synthesis or the Journal of Organic
Chemistry.

= are published in or after 2002.

Key points Notes

e Inthisexample, you will conduct a
search to find publications that meet
multiple criteria

e You areinterested in retrieving
information on the topic of
hydroxylation reactions found in
Synthesis or the Journal of Organic
Chemistry, published in or after 2002.
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Easy Data Search

Easy Data Search query forms contain common search criteria.

Findl in Field Index; | citation
| Field Index - Delete
. : Authors i Duplicate
Structure |Conta|ns Ll lDt = Info
ata Lookup...
EHE% Easy Data Search = ==
=] Bibli 3 Delete
Bibliographic Data ) : i
Bioactivity, Pharmacological IAND :’v A I | Containg .:1 I ::'—TL_'M
Bioactivity, Toxicological Data Lockup.. Lt
Environmental Data Delete
\dentification Data |AND vI Publication Year = - I Duplicate
Physical Data Infa
Reaction Conditions
Solubility Data
Spectral Data

EHZ Substance Fields
EHZ Reaction Fields
EHZI Citation Fields

Key points Notes

e Thereisasection onthe Field Index tab

called Easy Data Search. This category
contains a number of predefined forms

that have common search criteria.

o Theforms are organized by search area.

« TheBibliographic form contains
common search criteriafor bibliographic

fields.
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Select the fields

2 MDL Database Browser - Microsoft Internet Explorer !Elﬂ

discoverygate. | MDL database browser

reports CrossFire Beilstein

rxn schemes

FindinFieldingex: [ |[L7] | citation
'mg . Delete
B I_—" Ao !Contams =] I | | Duplicate
ure Bata Lodlaup... L)
Easy Data Search Delet
clete

Substance Fields !m [ ] doumaite [Cortans = | [ =] Duslicate

*—-+ {3 Reaction Fields
: Data Loakup. .. Infa
E‘—@ Citation Fields :
= - Delete

£ Abstract (AB) :
Abstract (AB) JAanD > ~ | Journal Title ICuntalns =] !Dm == | = ::');D T
Language (ALA) ——
Delete

grds (AB.KVY) Im lﬁ Publication Year |>: j I | Li Duplicate

L Info
3 Citation (CIT) —

Citation Number (CNR) | Abstract
: Delete
e — e e [contains =] | [ =] Dupicat
= [— D
=== ===~
kel =1 [tart soarch |
The content of the title field is taken from Remove Brackets

the organic chemistry literature from 1980
o the present.

Key points Notes

e Inorder to construct the query, you must
add data fields to the Bibliographic form.

o |If thefield isaready selected, you can
click Duplicate to add another copy to
the query form.

e Inthisscenario, you have a specific
citation in mind that contains the word

“hydroxylation” in itstitle.

o Tolocatethe Titlefield, expand Citation
Fields > Abstract on the Field Index tab.




1-16 MDL Database Browser

43 Data Look up - Journal Title

Find:

|j.0rg.chem. | | Find |

Freguency: Values:

64749 3.0rg.chem. | Start
16409 j.org.chem. ussr {engl.transl.)
24209 j.organomet . chem.
20 j.organomet . chem. libr. 1
3 j.paint technol.

147 j.parmacokinet .hiopharm. l'

200 j.pharm.bely.

248 j .pharm. chim.

End |

Double-click the values you want to add to your gueny:
Your Queny:

j.org.chem. | Clear

@ Find any of these terms (OR operator)

E

) Find all of these terms (AND operator)

) Find all of these terms adjacent to one another in order Cancel

Key points Notes

e Journal titles are abbreviated in the

database. The abbreviationsarein a
standard format, so you may aready be

aware of many of them.

e To besurethat the abbreviation is
spelled correctly, use the Data Lookup

feature.
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Construct the query

Citation
Delete
| -lAuthors IContains :_| | I .'_i Duplicate
[rata Lookup... Infio
Delete
IAND vl |[ vlJournaITitIe |antain3 :j ij.org.chem. | _'J Cuplicate
Data Lookup... m
Celete
IIOR v” vI.JoumaITitIe ICDntainS L] isynthesis I] _v_j Duplicate
Data Lockup... Infion
Delete
IIAND v” vl Fublication Year I;[ izuuz I L! Duplicate
I
Abstract
Delate
IAND ‘” 'ITi“E Caontains L! ihydroxylation I L! Duplicate
Drata Lookup... m

Journal Title contains j.org.chem. OR synthesis
AND Publication Year is greater than or equal to 2002

AND Title contains hydroxylation
|

Key points Notes

o Now that the fields are selected, you will

construct the query by adding values,
data operators, and brackets, where

appropriate.

e You can use brackets to show the order
of precedence in the query.

o First, the query will locate citations from

the Journal of Organic Chemistry, then it
will proceed to the second journal listed,

Synthesis.
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Sample citation result

Abstract
Abstract record 1 of 1
Title Regioselective Hydroxylation of 2 4-Lutidine: A Practical Synthesis of 4-Hydroxymethyl-2-methylpyridine
abstract A practical synthesis of 4-rydroymetiy-2-methylpyridine has been developed which makes use of Evans'
regioselective lithiation of readily available 3 4-lutidine and trapping with dirmethyformaride.
Language EM .
Keywords I\thialinn;lhydrnwlatmn; eginselectiity, pyridines
lon of Page
Citation
Citation record 1 of 1
Document Type Joumnal
Authors Ragan, John A Jones, Brian P; Meltz, Cliffard M ; Teixeira, John J
CODEN SYNTBF
Journal Title
lcoDEN Language Code EMN
Number 4
Publication Year 2002
Page 483 - 408
Top of Page
Citation Number
Citation Number record 1 of 1
Citation Entry Date 2002/09i30
Top of Page
Show Substances for this Citation Shmnrthls Citation

Key points Notes

¢ Theresults tab shows the citaions that

matched the multiple data criteria.

e The sample search result was published
in Synthesis in 2002 and contained the

word “hydroxylation” in itstitle.

e You have the option of viewing the
substances for this citation or the

reactions for this citation.
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Show Reactions for this Citation

2 MDL Database Browser - Microsoft Internet Explorer !Elﬂ

discoverygate. | MDL database browser

queries [ result: 3 reports rxn schemes

Reactions for this Citation

CrossFire Beilstein

Reactions 1to7 of 7

— | —
F-8 Today's Searches | [reaction ID: 2991588
Previous Searches 2

Saved Searches :
: = =
; | — |
. = o
: =
. o o

H Details Synthesize Reactants]
| [Reaction ID: 8091589

H 2?5‘“”0
[=1I= [#z [on]E] @/ — d{

Click Details to view details for a
specific citation. To return toall
citations refrieved in the search,

Details Synthesize Reactant(s
click Return to Previous Display. - - 2

eaction |D: 8397830
Double-click a previous search to

retrieve and display the search
results.

S|<
= | L
+ —c ——=
| 2 —?u l ‘
N g

Details Synthesize Reactantis] -

The History tab acts as avisual
history of your searches, shown as
documents within folders, as
Tollows

Key points Notes

Seven reactions are reported in this

citation.

To view additional data about areaction,
click Details.

To learn how to synthesize the reactants

in areaction, click Synthesize
Reactant(s).
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Show Substances for this Citation

2 MDL Database Browser - Microsoft Internet Explorer =1 E I
discoverygale.

MDL: database browser

queries | result: reports CrossFire Beilstein

Find in History: =1
£ Substances 1 to 12 of 12
Today's Searches
Previous Searches
Saved Searches

BRM: 1508 BIO | BRM: 107510 BRM: 111331

M AN

Details  Synthesize Details Synthesize - nthesize
| | BRM: 605266 BIO | BRM: 605265 BIO | BRM: 1209232

m-@
Cr [

—0 |
— —si—l
Click Details to view details fora " s \
specific citation. To return toall
citations retrieved in the search,
tlick Return toPrevious Display. Details  Synthesize Details Synthesize Details  Synthesize
Double-click a previous search to BRMN: 2037444 BRM: 9043273 | BRN: 9043776
refrieve and displ
playthe search S
results. h
The History tab acts as a visual #E
history of your searches, shown as i
documents within folders, as =
follows: o

Key points Notes

e There are 12 substances reported in this

citation.

« Toview additiona data about a
substance, click Details.

e Toview synthetic routes to the

substance, click Synthesize.




Citation Searching in CrossFire Beilstein  1-21

Substance detalls

Substance 111331

Available Data
| N\‘ Click on a link to add the Information to this page
o
Crystal Property Infrared Spectra (1) . . .
Description (1) Click a link to obtain
o] Mass Spectrurm (1) Nuclear Magnetic 11— SpeCifiC data for the
i Resonance (3) .

Synthesize retrieved compound
Substance (1)
Show Reactions for this Show Citations for this
Substance Substance

Substance i

Substance record 1 of 1
Beilstein Registry Number 111331
Beilstein Preferred RN 105250-16-6
CAS Registry Number 105250-16-6
Autoname [2-rrethyl-pyridin-4-yl-methanol Substance data
Molecular Formula CTHANG
Lawson Humber 24781
Constitution ID 94626
Tautomer ID 166736

Key points Notes

e The Substance data is shown, which
includes identification information, such
as registry numbers and the molecular
formula.

e Toobtain specific datafor the
compound, click alink in the Available
data box.

e Tousethestructure in anew query, click
“Use as Query”.




1-22 MDL Database Browser

Use as Query

Structure

IIFmd citations of this compound

| Pk\ Ao

Key points

-

JI = Substitution as drawn, exclude tautomers

© Substitution as drawn, include tautorners

" Unlimited substitution on all atoms, exclude tautomers

- [ o ¥ Wiulti-component substances

¥ Ring closure through substitution
o ¥ Izotopes W Charges W Radicals
™ Keep fragments separate

Search SteremnmrmatlonlAS drawn -

Search results 1to 5 of 6
Pages: 1

Journal; Furukawa; PHBUAS; Pharm Bull; 3; 1955, 413, 415, YKKZA, Yakugaku Zasshi; 76, 1956, 900; Chern.Abstr;
1957, 2770; LitLink

Details
Journal, Katz, R B, Mistry, J; Mitchell, M B, SYNCAY, Synth.Commun ; EN, 19,1, 2, 1889, 317-326, LifLink

Details

Journal;, Yarey, Michael D, Palmer, Cindy L; Deal, Judith G ¥ehber, Stephanie; Welsh, Katherine M_; et al; JMCMAR,
J.Med.Chern,; EM; 38;11,1895;1892-1803; LitLink

Details
Journal; Gallagher, Timothy F; Seibel, Gearge L., Kassis, Shouki; Laydan, Jefirew T, Blumenthal, Mary Jane; et al,;
BMECEP, Binorg Med.Chem.; EMN; 5, 1, 18897, 49-64; LitLink

Details
Journal; Ragan, John A Jones, Brian P; Meliz, Clifford N, Teixeira, John J.; 8YNTEF,; Synthesis, EN; 4, 2002; 483 -

486, LitLink
Details

Notes

e You can search for substances, reactions,
or citations that involve this compound.

e Inthiscase, you are interested in
retrieving citations that report this
compound.

e Therearefive citations that report this

compound.
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Search scenario

Use the MDL Database Browser and MDL LitLink to retrieve an
abstract from the Beilstein database that:

= is authored by K. Barry Sharpless.
* is published after 1995.

Key points Notes

e Inthisexample, you will conduct a
search to find publications authored by
K. Barry Sharpless after 1995.
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Create a new query

new query 2 MDL Database Browser - Micrsoﬂ Internet Explorer !m
discoverygate. | MDL database browser

maryb

Select the Search of Interest

Draw Structure or Reaction
Create a structure, substructure, or reaction guery.

Find Compounds by Property
Search for compounds by specifying one or more
properties.

Find Citatiens
Search for Authors, Journals, Publication Year, and
300N

m=m Find Reaction by Conditions
\..| Search for reaction conditions such as Yield, Solvent,
Temperature, and so on

Custom Search
Create your awn property, structure, or reaction
qUEry.

Key points Notes

e Click the new query button to clear the

previous query and start a new one.
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Multiple occurrences of a value

Citation

I hd i Authors

|Cumams T
_1 Data Lockup

DataL
=25 Find:

-

AND vi I vlJoumalee Eibabn vi 4 Data Look up - Authors

AND v” viPuhlicatmnYear l:_:v] l_ |Bharp\ess

Fregquency: \alues:

34
13

sharpless

sharpless et al.

sharpless,
sharpless,
sharpless,
sharpless,
sharpless,
sharpless,

bharry k.
charles
charles m.
k. b.

k. bharry
k. barry.

Your Queny

Double-click the values you want to add to your queny:

sharpless

sharpless etal.
sharpless, barry k
sharpless, k barry
sharpless, k barry
Liii L

I (®) Find any of these terms (OR operator)

() Find all of these terms (AND operator)

{_ Find all of these terms adjacent to one another in order

Find

dRE

m
=
=

Clear

Cancel

i

Key points

The Data Lookup dialog box shows that
there are multiple occurrences of the
value “Sharpless”.

In your query, you must include every
occurrence that can match “K. Barry
Sharpless”.

By default, “Find any of these terms (OR
operator)” is selected. That means that
an OR operator will be used to connect
each value you have selected.

Notes
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Query interpretation

Citation

Delete

i[ vIAuthors ||S

j_! Isharpless

Data Lookup...

:_| Duplicate
Info

Delete

!OR vl I vIAuthors I|S

_:J lsharpless et al.
Data Lookup...

:_] Duplicate
Info

Delete

iOR v” leuthors ||S

_:J Isharpless, barry k.
Data Lookup...

Ll Duplicate
Info

Delete

]OR vI I vIAuthors ||S

Li Isharpless, I b
Data Lookup...

_v_| Duplicate
Info

Delete

1OR vI I vIAuthors |Is

j_! Isharpless, k. barry
Data Lookup...

:_| Duplicate
Info

Delete

!OR vl I vIAuthors I|S

_:J lsharpless, k. barry.

Data Lookup...

[

:_] Duplicate
Info

Delete

]AND v” vlJournaITitIe [contains
]AND v” vIPuincationYear m

H |

Data Lookup...

Ll Duplicate
Info

Delete

1935

_v_| Duplicate
Info

Key points

« If acitation contains one of the six
possible values for the author and is
published after 1995, then it will be
retrieved as a hit.

Notes
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Search results

3 MDL Database Browser - Microsoft Internet Explorer M=)
discoverygate. | MDL database browser

| reports  rxn schemes

[save [refine query [new query | ch
ults 1to 12 of 51

CrossFire Beilstein

| queries [ 1

Fndintistons [ | e . Search res

Today's Searches | Pages: 12 3 45 NExTPAGE

Previous Searches :
Saved Searches #| Joumnal; Norrby, Per-Ola; Becker, Heinrich; Sharpless, K. Barry, JAGSAT: J Amer.Chem. Soc.; EN; 118; 1; 1996;
i 3542, Litkink

Details

| Journal; Chang, Han-Ting; Sharpless, K. Barry; TELEAY, Tetrahedron Lett; EN; 37;19; 1996, 3219-3222)
- Details

:; Journal; Becker, Heinrich; Sharpless, K. Barty, ANCEAD; Angew.Chern. GE; 108; 4, 1996; 447-448; LitLink
- Details

Journal; Li, Guigen; Chang, Han-Ting; Sharpless, K. Barry, ANCEAD; Angew Cherm ; GE; 108; 4; 1336,
| 448-452; LitLink

Details

Journal; Bruncko, Milan; Khuong, Tinh-Alfredo ', Sharpless, K. Barry, ANCEAD, Angew.Chem.; GE; 108, 4, 1996,
453-455; LitLink

Click Details 1o view the details ofa
specific substance. Scroll the data
and click the data that you want to
view. To return to the result set, click
Return to Search Results

Deatails
Jourhal; Chang, Han-Ting; Chen, Chien-Tien; Kondo, Teruyuki; Siuzdak, Gary, Sharpless, K. Barry; ANCEAD;
Angew.Chem.; GE; 108; 2; 1996; 202-206; LitLink

Details
Journal; Li, Guigen; Sharpless, k. Barry, ACHSET, Acta Chem.Scand,; EM, 80, 8, 1996, B49-651, LifLink

Details
Joumnal, Yanhessche, Koern P. M, Sharpless, K. Barry, JOCEAH, J.Org.Chem,, EN, 61, 23, 1996, 7978-7979, LitLink
H Details

Tozoom a substance, double-click
itto open the structure editor, and
then use the Zoom tool

Journal; Rudolph, Joachim; Sennhenn, F‘eterC.,VIaar,‘CumehS P.; Sharpless, K. Barry, ANCEAD; Angew. Chem,;, GE;

Touse a structure as the basis of a ;: 108: 23i24; 1996 2991-26885. LiLink

new guery, click Details, and then
click Use as Query in the structure
b

Details

Journal; Li, Guigen; Angert, Hubert H.; Sharpless, K Barry; ANGEAD; Angew Chern ; GE; 108; 23/24; 1996;

Key points Notes

e Theresults tab show the publications

retrieved that were published by K.
Barry Sharpless after 1995.

e Youcanuse MDL LitLink tolink to an

original literature reference.
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Use MDL LitLink

] https:fiwww.discoverygate.com/LitLink/serviet/LitLink?vol=37 &year=1996&author=Chang, +Han-Ting; Microsoft Inte... [M[=1E3
J File Edit Wiew Faworites Toals Help |

| =B v = @8 A DQSearch EFovarites (fHistory | Byr S w5

JLinkS ¥ My Yahoo! “¥? Yahoo! Mail "¥? Yahoo! News ¥ Yahoo! @] Customize Links Free AQL & Unlimited Internet  @1Free Hotmail >
JAddr’eSS Ia https:Hwas discoverygate com/LitLink/servlet/LitLink 7wol=37 &year=188B&author=Chang,+*Han-Ting %36+ Sharpless +K +Eﬁj & Go

MDL Litlink™ & gagpse

version 5.0

LitLink matched your query to the journal
_Tetrahedron | etters” zeiec o i iauwnal)
Retrieve this document from Elsevier Science's
ScienceDirect

Retrieve this document from CrossRef

Retrieve this document from ChemWWeb, Inc.

Retrieve this document from Ingenta

Retrieve this abstract from NCBI Pubmed
Retrieve this article from SwetsWise Swets Blackwell
Retrieve this document from Catchword v
Retrieve this abstract from Swets\Wise Swets Blackwell
|&1 Done T |3 @ ntermet i

Key points Notes

Click the publication link to view the

abstract.

MDL LitLink provides adirect link from
the citation to the source of the primary

literature. Y ou must have the appropriate
access rightsin order to view the

primary literature.




Citation Searching in CrossFire Beilstein =~ 1 - 29

Document retrieved

2 hitp:/twww _sciencedirect. com/science?_ob=MImg&_imagekey=-BETHS-3TKNHDT-22- 1R&_cdi=5290&

JAddreSS' &) Rt v, sciencedirect. comfscience?_ob=Mimg&_imagekey=BETHS-3TKNHDT-22-1R& _cdi=5290 *

B @ s Eon|m]|k > oj[es ][0 - @ DEME 0 E
(@ B-8E-F-£-B& 0500

Telrahedron Letiers, Vol. 51, No. 19, pp, S205-3222, 199
@ Pergamon Copyright © nm?éma Sclence Lad
Prinsed in Great Britain. All rights reserved
DO40-403996 515,00 + 0.00
50040-4039(96)00534.5

A Practical Route to Enantiopure 1,2-Aminoalcohols

Han-Ting Chang and K. Barry Sharpless®

Department af Chemisury. The Scripps Instinute,
10666 M. Tarrey Pincs Road. La Jolla, CA 92037, USA

S\gnatures‘ Enmmems(ﬁ Thumhnails‘ﬁﬂnkmark :

Abatract: A geries of enaniiopure awinoalcobols were synhesised from the corresponding diols by
aciivation of the diols g cyclic carbonaes, azid qpening of the carbonaes. and hydrogenation of the
resulting oridoalcohols. Factors affecriag the atide opening o the carbonates, a simple workup
procedure, and o large scale syhesis of (R 25)(- -2 amina-1.2-diphenylethanol are described
Copyright © 1996 Blsevier Science Lid

The i of enantiomerically pure B as ligands for ic catalysis, as
‘building blocks for pharmaceuticals, or as actual drugs is well recognized.! Such aminealechols are generally
obtained by resolution of the racemates, synthesis from optically pure precursors, or accasionally via
asymmerric synthesis.2 The asymmetric dihydroxylation of olefins (AD)? provides easy access w a wide
variety of enantiopure 1,2-diols and we report here a short and practical sequence for their conversion to
enantiopure 1,2-sminoaleahals.

The simple three step sequence is shown in Scheme 1: (1) activation of the diol as the cyclic carbonate:
{2) stercospecific opening of the cyclic carbonate by sodium azide; and (3) palladium-catalyzed hydrogesation
of the resulting azido alechol. The yields reported in Table 1 are for 5 mmeol scale reactions except for the
WA 1ofd w0 7xi025in O1H & 4

Key points Notes

e The publication was retrieved from
Tetrahedron Letters via ScienceDirect.

o K. Barry Sharpless authored the
publication in 1996. Thisreference
meets all of the criteria specified in the

query.

e The document discusses the synthesis of
enantiopure aminoal cohols from their
corresponding diols.
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Exercise descriptions The following descriptions explain the goal of each exercise.
If you like to figure things out on your own, use the
descriptions to conduct the exercises. If you prefer step-by-
step instructions, go to the page listed below the description.

Exercise 1 Conduct a search to retrieve articles published by Larry
Overman. Refinethe search to locate those articles that
contain the term “heck reaction” in the abstract.

For a step-by-step solution, see page 1-31.

Exercise 2 Use the results from Exercise 1 to do the following:

e View thereactions reported in acitation.

e View the substances reported in acitation.

e Useasubstance reported in the citation as a new query.

For a step-by-step solution, see page 1-34.
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Exercise 1

Start DiscoveryGate

Open the CrossFire
Beilstein database

Use Data Lookup

Retrieve citations by an author on a particular
topic

Conduct a search to retrieve articles published by Larry
Overman. Refinethe search to locate those articles that
contain the term “heck reaction” in the abstract.

1. If you have aready started the application, go to Step 3.
Launch your internet browser and enter the DiscoveryGate
URL (www.discoverygate.com).

2. Enter your user name and password. If necessary, enter
your company id. Click go discover.

3. Under Applications, click Search individual databases.
4. Under Chemistry Information, click CrossFire Beilstein.
5. Click the Find Citationslink.

6. Under the Authors datafield, click Data L ookup. Type
overman, larry and click Find.

7. Double-click to add the terms overman, larry e.,
overman,l.e., and overman,l.e. et al. to the Y our Query
box. Click OK.
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<l Data Look up - Authors

Find:

|0\rerman,lamr | | Find |

Frequency: Values:

188 overman, larry e. | Start
2 OvEYman, monica c.
2 overman, stacy a.
23 overman,l.e. T
9 overman,l.e. et al.
3 OVTEIMANN l
1 Overmann, gary j.
2 OVEYMann, joerd ’—|
End

Double-click the values you want to add to your querny:

Your Queny:
averman, larry e, | Clear
overman,l.e.

overman lLe. etal.

i@ Find any of these terms (OR operator) 0K

' Find all of these terms (AND operator)

i Find all of these terms adjacent to one another in order Cancel

| 8. Click start search and view the resullts.
' 9. Click refinequery.
Add a data field to the 10. On the Field Index tab, click the plus (+) to expand

Citation Fields. Then, click the plus (+) to expand
Abstract (AB).

guery form
11. Double-click Abstract (AB).

12. Type heck reaction in the Abstract (AB) field. Your final
guery should look like this:
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Inspect the citation details

Citation

[ =]Athors
[or  =I[ x]Authors
[or [ x]Authors
[anp =] [ =] JoumalTite
[anD ][ =]Publication vear

Abstract

AND ¥ ~ | Abstract (AR

Delete

‘|3 j |overman, larry e.
Data Lookup...

j Duplicate
Infa

Delete

‘|5 j |overman,| 8.
Data Lookup...

j Duplicate
Infa

Delete

‘Is j |o\rerman,l e et al

Data Lookup...

i

j Duplicate
Info

Delete

‘Cnmaina j |

Data Lookup ..

j Duplicate
Info

Delete

= = |

j Duplicate
Info

Delete

‘Cnmaina j |heck reaction
Data Lookup...

[ start search |

j Duplicate
Info

13. Click start sear ch and view the results.

14. Click the Details link under the first citation.

Citation 6051800

Abstract

Abstract
Language EMN

Title

Show Substances for this Citation

Return to Search Results

Abstract record 1of 1

Top of Page

Return to Search Results

Show Reactions for this Citation

Journal; Overman, Larty E.; Poon, Daniel J.; ACIEAY; Angew.Chemn.Int Ed.Engl; EN; 36; 5; 1987, 518-521; ANCEAD;
Angew.Chern.; GE; 100; 1997; §36-538; LitLink

Keywords: Asymmetric catalysis; Asymmetric synthesis, Heck reactions;
Palladium

Asymmetric Heck Reactions via Neutral Intermediates: Enhanced
Enantioselectivity with Halide Additives Gives Mechanistic Insights

Note: Do not close thiswindow. You will usethis

result in Exercise 2.
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Display detailed infor mation about a citation

Exercise 2 Use the results from Exercise 1 to do the following:

View the reactions reported in a citation.

View the substances reported in acitation.

Use a substance reported in the citation as a new query.

Show Reactions for 1. For thecitation selected in Exercise 1, click Show
this Citation Reactions for this Citation.
Return to Search Results 2. View theresults. Scroll to the bottom of the page, and

click the Return to Sear ch Resultslink.

w

Click the Details link for thefirst citation.

Show Substances for this 4. Click the Show Substancesfor this Citation link.
Citation

5. View theresults.

Substances for this Citation
Substances 1 to8 of &
BRMN: 168314 BRN: GB57112 BRMN: TEEE3I59
e \s\\_)\< >§C
1 é e
o EI o ot
"
s
o [
Details Synthesize Details  Synthesize Details  Synthesize
BRMN: 7880745 BRMN: 7688746 BRN: 7630954
Chiral Chiral
% O,
RN ., o s
oS vy e
’ g
S "
Details Synthesize Details Synthesize Details Synthesize

6. Click the Detailslink for substance BRN: 168314.

Use as Query 7. Click the Use as Query link.
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Find citations of this 8. Choose Find citations of this compound.
compound

Structure

Find citations of this compound J + Substitution as drawn, exclude tautomers

¢ Substitution as drawn, include tautomers
C Unlimited substitution on all atoms, exclude tautamers
Allow:
,—L| W Multi-component substances
© V¥ Ring closure through substitution
W Isotopes ¥ Charges W Radicals

0 [T Keep fragments separate
i ion |As drawn =
Search in Compound Locatar Search Stereninformation

| 9. Click start search.

10. View the results.

Search results 1to 5 of 6
Pages: 1

Journal; Julian et al,; JACSAT, J Amer.Chem.Soc.; 67, 1935; 2026, 2028; LitLink
Details

Journal; Ashimori, Atsuyuki; Matsuura, Takaharu, Overman, Larry E.; Poan, Daniel J.; JOCEAH; J.0rg.Chem.; EM; 58;
24,1993, 6949-6951, LitLink

Details
Journal; Owverman, Larry E; Poon, Daniel J.; ACIEAY, Angew. Cherm ntEd.Engl,; EMN; 36; 5; 1997, 518-521; ANCEAD;
Angew.Chem.; GE; 109, 1997, 536-538; LiiLink

Details
Journal; Ashimori, Atsuvuki; Bachand, Benait, Overman, Larry E.; Poon, Daniel J.; JACSAT; JAmer.Chem.Sac.; EM; 120,
26, 1998, 6477-6487, LitLink

Dretails
Journal; Ashimari, Atsuyuki; Bachand, Benait, Calter, Michael A; Gavek, Steven P.; Overman, Latry E.; Poan, Daniel
JACSAT: J Armer Chem Soc. EN; 120; 26; 1998; G488-6499; Litlink

Details
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To launch the 1. Launch your internet browser and enter the DiscoveryGate
DiscoveryGate application URL (www.discoverygate.com).

Enter your user name and password.
If necessary, enter your company ID.

discoverygate

usernama

—

password

—

g0
discowver

4. Click go discover.

To select an individual 1. Under Applications, click Search individual databases.
database
Applications -
Search MDL: Compound Locator
multiple Subrnit a single query to access millions of structures
databases and rmillions of associated facts in all indexed databases
at once for which you have a license.

DLE patabase Browser

insdﬁﬁiﬁuhal uery an individual database: synthesis, bioactivity,
sical property, metabolism, toxicity or sourcing.
databasas Yy property, : ¥ g
MDL 2 | itlink Direct
Link to Link to over 20,000 journal titles and patent archives,
literature
i Inteqrated Major Reference Works
HEVIE'-'EI' Review synthetic methods and learn about their scope
synthetic and limitations.
methods
#Pharm
Browse Query and browse therapeutic agents, targets, disorders

pharmacology | and principles in the xPharm pharmacological reference
articles database
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2-2 MDL Database Browser

To select CrossFire
Beilstein

To configure CrossFire

To create a new query

1. Under Chemistry Information, click CrossFire Beilstein.

discoverygate. | MDL: database browser

chrismarth

2 Select a database or database family

[F= Chemistry Information

| CrossFire Beilstein | (1) information

Crosshire Gmelin (D) information

7= Pharmacology Information

MDLE Comprehensive Medicinal Chemist '::i:' information
MDL® Drug Data Report (1) infermation
National Cancer Institute Database (1) inormation

Click the personal Settingstab.

2. Inthe My CrossFire Login Information box, enter your
User Name, Password, Confirm Password, Group, and
Confirm Group information.

My CrossFire Login Information 2

To access CrossFire Beilstein and CrossFire

Smelin from MDL® Database Browser, enter
missing information below and click Update.

Enter login information:

User Name I

Password I

Confirm Password I

Group I

Confirm Group I

Update

3. Click Update.

1. (Optional) If you are aready logged into MDL Database
Browser, click new query.
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To clear the query

)

To start a search

|

To stop a search

To use a Data Lookup

To add a data field
to the query

In the Select the Search of Interest window, click Find
Citations.

Type the field values and select the data operators, as
needed.

Click start search.

On the query tab, click clear query.

1. Enter aquery using the Bibliographic form.

o & w0 DN PP

Click start search.

After aquery islaunched, click Cancel.

searching ________ x|

Click Cancel to stop the search.

Click Data L ookup.
Type the value of interest.
Click Find.

Double-click to add avalue to your query.

Repeat steps 2 — 4 until al of the desired values have been

added.
Click OK.

In the Field Index, expand the folders to locate the field.
—0Or -

Type the name of the field and click Find.

Double-click the field name to add it to the query.
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To modify a search query

I

To open an Easy Data
Search form

To view search results

To view details of a
retrieved citation

To show reactions for a
citation

To show substances for
a citation

To return to the search
results

To use a structure or
reaction in a new query

Click the refine query button.

(Optional) If necessary, click clear query.
In the Field Index, expand the Easy Data Sear ch folder.
Double-click the appropriate form.

. After asearch is complete, the system automatically

displays the results tab.
On the History tab, expand the Today’s Sear ches folder.
Double-click to open a Sear ch.

On theresults tab, click the Details link for the citation.

Journal; Whitlock H; Overman,LE., JACSAT, J.Aiil iihem.Soc.; EM; 93,1971, 2247-2253; LitLink

On the results tab or in the Details window, click the Show
Reactions for this Citation link.

On the results tab or in the Details window, click the Show
Substances for this Citation link.

On the results tab or in the Details window, scroll to the
bottom of the page.

Click the Return to Search Resultslink.

. When you are viewing alist of substances or reactions from

acitation, click Use as Query for the substance or reaction
of interest.

Choose Find citationsfor this substance.
_ Or _
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Choose Find citationsfor thisreaction.
3. Click start search.

To use MDL LitLink to 1. Ontheresultstab or in the Details window, click LitLink.

retrieve a publication 2. Inthe MDL LitLink window, click the data source from

which you would like to retrieve the article.

To view search results 1. After asearchiscomplete, the system automatically
displays the results tab.

2. Onthe History tab, double-click to open the Today’s
Sear chesfolder.

3. Double-click to open a Sear ch.

To save search results 1. Atthetop of the results tab, click the save button.
] 2. Type aname into the Save As box and click OK.
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